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DESCRIPTION

TECHNICAL FIELD

[0001] The present invention relates to a mutated enzyme hydrolyzing an o-1, 6-glycosidic
linkage.

BACKGROUND ART

[0002] Pullulanase (EC 3.2.1.41) is an enzyme hydrolyzing an a-1,6 linkage of, for example,
amylopectin in starch. Pullulanase is an enzyme having a high industrial applicability in the
fields of sugar, for example, production of maltooligosaccharides such as glucose, maltose,
maltotriose, maltotetraose, maltopentaose and maltohexaose (OLIGOSACCHARIDES, Gordon
and Breach Science Publishers, p3), improvement of rice cooking (patent document 1), and
the like.

[0003] Pullulanase derived from microorganism includes Bacillus sp. APC-9603 (patent
document 2), and ones derived from Klebsiella pneumonia (AMANO ENZYME INC.), Bacillus
deramificans, Bacillus acidpullulyticus, Bacillus stearothermophilus, Bacillus sectorramus,
Bacillus circulans, Bacillus cereus, and Bacillus sectorramus.

[0004] Similar to the other enzymes, when pullulanase is used, concentration of substrate and
enzyme, reaction temperatures, reaction time, and the like are adjusted depending upon the
applications of use. However, with adjustment of such enzyme reaction conditions alone, it may
not be possible to produce intended products or to obtain an expected yield. Thus, it has been
necessary to modify the properties themselves of pullulanase.

[0005] In order to modify the properties of pullulanase, it is necessary that mutants of
pullulanase should be produced, and the activity, substrate specificity, and the like, should be
evaluated so as to search for an excellent mutant. However, such processes have required
much labor. Patent document 3 discloses one example of a mutant of pullulanase.

[Patent document 1 JP H7-289186 A
[Patent document 2] JP H5-292962 A
[Patent document 3] JP 2002-505108 A

[Non-patent document 1] J Mol Biol. 2006 Jun 9; 359 (3): 690-707

[0006] In addition, WO 99/45124 A describes the recombinant expression of pullulanase
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obtained from Bacillus deramificans and modifications of the pullulanase at its amino terminus.
JP 2006 174841 A discloses pullulan variants having different pH optima or better durability to
oxidants. US 6 265 197 B1 relates to pullulanases variants with improved thermostability and
WO 01/51620 A describes pullulanase variants, where certain amino acids of the pullulanase
have been modified in order to provide an enzyme having altered properties.

[DISCLOSURE OF THE INVENTION]

[Problems to be Solved by the Invention]

[0007] One of objects of the present invention is to provide a novel enzyme hydrolyzing an
a-1,6-glycosidic linkage whose action properties have been improved. With the change in
action property, it is possible to reduce the amount of enzyme to be used, to shorten a reaction
time, to increase applications of use, and the like.

[Means to Solve the Problems]

[0008] In order to solve the above-mentioned problems, the present inventors have keenly
investigated further. As a result, the present inventors have obtained an important finding
regarding the recognition of a substrate in pullulanase derived from Bacillus subtilis strain 168
by making good use of an X-ray analysis technology for a crystalline structure. That is to say,
regarding the pullulanase, the present inventors have succeeded in crystallizing it into a state
containing a substrate analog (a-cyclodextrin), and in obtaining information about the three-
dimensional structure thereof. Thereby, they have clarified a site to which a substrate analog is
bound. Thus, amino acid that is thought to be involved in recognition of a substrate has been
specified. Furthermore, as a result of comparison between the three-dimensional structure of
the pullulanase and the three-dimensional structure of the same kinds of enzymes derived
from the other microorganisms, high similarity is recognized as a whole. In particular, it has
been determined that the similarity is extremely high in the site relating to the recognition of a
substrate. Since such a high similarity is recognized, it is predicted that an amino acid
corresponding to the amino acid specified in the above-mentioned pullulanase plays an
important role in the recognition of a substrate in each enzyme.

[0009] By the way, as to pullulanase of Klebsiella pneumoniae that is one of the enzymes
used in the investigation at this time, an active site is searched for by using G4 (maltotetraose)
(see, non-patent document 1). The binding site of the substrate indicated therein is located in
the vicinity of the binding site of a substrate analog predicted by the above-mentioned method
(a method by comparing with pullulanase derived from Bacillus subtilis strain 168). This fact
supports the involvement of the binding site of the substrate analog successfully found by the
present inventors in the recognition of actual substrate.
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[0010] The present invention relates to the embodiments characterized in the claims and is
mainly based on the above-mentioned results and provides an enzyme mentioned below.

1. [1] A mutated enzyme, wherein the activity and/or substrate specificity in terms of its Km
value and/or Kcat value for hydrolyzing an a-1,6-glycosidic linkage with respect to
pullulan or amylopectin in 50 mM acetate buffer at pH 5.6 at 25 °C is improved as
compared with the enzyme to be mutated, comprising an amino acid sequence in which
one or two or more amino acids selected from the group shown below in an amino acid
sequence of an enzyme (enzyme to be mutated) that hydrolyzes an a-1,6-glycosidic
linkage, the group consisting of an amino acid in the substrate binding site of the
enzyme and involved in binding of the substrate, which corresponds to an amino acid at
the 292 position, an amino acid corresponding to an amino acid at the 371 position, an
amino acid corresponding to an amino acid at the 406 position, an amino acid
corresponding to an amino acid at the 407 position, an amino acid corresponding to an
amino acid at the 437 position, an amino acid corresponding to an amino acid at the 465
position, an amino acid corresponding to an amino acid at the 475 position, an amino
acid corresponding to an amino acid at the 476 position; an amino acid corresponding to
an amino acid at the 525 position, an amino acid corresponding to an amino acid at the
526 position, an amino acid corresponding to an amino acid at the 580 position and an
amino acid corresponding to an amino acid at the 582 position of the amino acid
sequence set forth in SEQ ID NO: 2 is/are substituted with another amino acid or
deleted, wherein the amino acid sequence of the enzyme to be mutated is the amino
acid sequence set forth in SEQ ID NO: 13 and wherein the mutated enzyme differs from
the parent enzyme in less than 10% with respect to the entire amino acid sequence.

2. [2] The mutated enzyme according to [1], wherein the substituted or deleted amino acid
is one or two or more amino acids selected from the group consisting of an amino acid
corresponding to an amino acid at the 292 position, an amino acid corresponding to an
amino acid at the 371 position, an amino acid corresponding to an amino acid at the 407
position, an amino acid corresponding to an amino acid at the 475 position, an amino
acid corresponding to an amino acid at the 476 position, and an amino acid
corresponding to an amino acid at the 582 position of the amino acid sequence set forth
in SEQ ID NO: 2.

3. [3] The mutated enzyme according to [1], wherein the substituted or deleted amino acid
is an amino acid corresponding to an amino acid at the 476 position of the amino acid
sequence set forth in SEQ ID NO: 2.

4.[4] The mutated enzyme according to any one of [1] to [3], wherein the enzyme to be
mutated is a wild type enzyme.

5. [5] The mutated enzyme according to any one of [1] to [3], wherein the enzyme to be
mutated is pullulanase or isoamylase derived from a microorganism.

6. [6] The mutated enzyme according to [5], wherein the microorganism is a microorganism
of genus bacillus, a microorganism of genus Klebsiella, or a microorganism of genus
pseudomonas.

7. [7] The mutated enzyme according to any of [1] to [6], wherein an action property with
respect to pullulan or an action property with respect to amylopectin is improved as
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compared with the enzyme to be mutated.
8. [8] A gene encoding the mutated enzyme according to any of [1] to [7].
9. [9] A recombinant DNA including the gene according to [8].
10. [10] A microorganism carrying the recombinant DNA according to [9].

[BRIEF DESCRIPTION OF THE DRAWINGS]

[0011]

Fig. 1 is a view showing a three-dimensional structure of Bacillus subtilis pullulanase having a-
cyclodextrin as a ligand, which is shown by the use of a ribbon model. CD: a-cyclodextrin.

Fig. 2 is a view shown by superimposing Bacillus subtilis pullulanase (BSP) having a-
cyclodextrin as a ligand and a carbon of pullulanase (KPP) Klebsiella pneumonia onto each
other. CD: a-cyclodextrin.

Fig. 3 is an enlarged view showing a substrate binding region of Fig. 2. CD: a-cyclodextrin, G4:
maltotetraose. An amino acid of Bacillus subtilis pullulanase (upper stage) and an amino acid
of pullulanase of Klebsiella pneumonia (lower stage) corresponding to the amino acid of the
upper stage are shown.

Fig. 4 is a view shown by superimposing Bacillus subtilis pullulanase (BSP) having a-
cyclodextrin as a ligand and a carbon of isoamylase of Pseudomonas amyloderamosa (PIA)
onto each other. CD: a-cyclodextrin.

Fig. 5 is an enlarged view showing a substrate binding region of Fig. 4. CD: a-cyclodextrin, G4:
maltotetraose. An amino acid of Bacillus subtilis pullulanase (upper stage) and an amino acid
of isoamylase of Pseudomonas amyloderamosa (lower stage) corresponding to the amino acid
of the upper stage are shown.

Fig. 6 shows a multiple alignment of amino acid sequences of five kinds of pullulanase and
isoamylase. BSP: pullulanase of Bacillus subtilis, BCP: pullulanase of Bacillus sp. APC-9603,
BDP: pullulanase of Bacillus deramificans, KPP: pullulanase of Klebsiella pneumoniae, PIA:
isoamylase of Pseudomonas amyloderamosa (Amemura, A., Chakraborty, R., Fujita, M.,
Noumi, T. and Futai, M., Cloning and nucleotide sequence of the isoamylase gene from
Pseudomonas amyloderamosa SB-15, JOURNAL J. Biol. Chem. 263 (19), 9271-9275 (1988)).
*. position of an amino acid that has been deduced to be involved in binding to a-cyclodextrin,
+: amino acid that has been deduced to be involved in binding to G4 altotetraose) among
amino acids that have been deduced to be involved in binding to a-cyclodextrin in the above-
mentioned report, -: position of the amino acid that has been deduced to be involved in binding
to a-cyclodextrin in the above-mentioned report (excluding the position of amino acid that has
been deduced to be involved in binding to a-cyclodextrin). Pul / Iso (pullulanase /isoamylase)
specific region, region I, region Il, region Ill and region IV are shown by a shaded area.
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Furthermore, an amino acid of the active site is surrounded by square.
Fig. 7 is the continuation of Fig. 6.

Fig. 8 is an enlarged view showing an a-cyclodextrin biding site of Ifg. 1.

[BEST MODE FOR CARRYING OUT THE INVENTION ]

[0012] The present invention relates to the embodiments characterized in the claims.

1. Designing method of mutated enzyme

[0013] The present application discloses a designing method of a mutated enzyme based on
an enzyme hydrolyzing an o-1, 6-glycosidic linkage. With the designing method, it is possible to
obtain an enzyme that is different from the enzyme before mutation in terms of action
properties. In other words, the designing method is used as a technique for changing the
action properties of an enzyme. Specifically, for example, the designing method can be used
for the purpose of improving the activity and/or substrate specificity of pullulanase with respect
to pullulan, or the activity and/or substrate specificity of pullulanase with respect to
amylopectin. It can be expected that the improvement of the activity enables obtaining of a
sufficient effect with less amount. That is to say, reduction of the amount to be used can be
expected. On the other hand, the improvement of the substrate specificity facilitates the use
thereof and reduces the amount to be used. Furthermore, if different substrate specificities are
provided, a novel application of use can be achieved.

[0014] Pullulanase that is one of the enzymes hydrolyzing an a-1, 6-glycosidic linkage can act
on amylopectin in starch so as to form straight chain amylase. By the use of this characteristic,
pullulanase has been widely used for processing starch, production of glucose, maltose,
oligosaccharide, or the like, or brewing. Furthermore, pullulanase is an enzyme that is used for
various industrial purposes of, for example, manufacturing a material of thermally stable
microcapsule, a carrier of an immobilized enzyme, and the like. If the reactivity with respect to
a-1,6 binding can be freely changed, for example, it is possible to increase the yield in
products, to reduce the amount of enzyme to be used (an amount to be added). At the same
time, this enzyme can be applied to new fields.

[0015] In the present specification, unless otherwise noted, the term "action property” is used
as a term including properties (including activity and substrate specificity with respect to
pullulan and activity and substrate specificity with respect to amylopectin) relating to the actions
for hydrolyzing an o-1,6-glycosidic linkage. The evaluation of the "action property" can be
carried out by using the Km value, Kcat value, and the like, obtained by the test system using
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pullulan, amylopectin, and starch as a substrate. Km value, Kcat value can be determined by
the following method.

1. (1) Substrates (for example, pullulan or amylopectin) with various concentrations are
dissolved in 50 mM acetate buffer (pH 5.6) and reacted at 25°C.

2. (2) The concentration of a reducing sugar contained in a regularly sampled reaction
solution is determined by a Park-Johnson method, and the reaction rate is measured
from the increasing rate of the reducing sugar.

3. (3) Km value and Kcat value are obtained by curve fitting into Michaelis-Menten equation
by the non-linear minimum square method.

[0016] Note here that although depending upon the experiment conditions, by comparing the
concentrations of the reducing sugar contained in the reaction solution at certain points, the
action properties of two enzymes can be compared and evaluated.

[0017] The designing method of the mutated enzyme includes roughly two steps, that is, a
step of specifying an amino acid to be mutated (step (1)) and a step of constructing an amino
acid sequence of the mutated amino acid (step (2)). Hereinafter, the respective steps are
described in detail. Note here that in this specification, an enzyme as a base in designing a
mutated enzyme (an enzyme to which mutation is carried out) is referred to as "enzyme to be
mutated.”

Step (1)

[0018] In step (1), in an amino acid sequence of an enzyme (enzyme to be mutated)
hydrolyzing an a-1,6-glycosidic linkage, one or two or more of amino acid(s) to which mutation
is carried out (hereinafter, which is also referred to as "amino acid to be mutated") is specified.
The amino acid to be mutated is selected from the group shown below in an amino acid
sequence of an enzyme that hydrolyzes an a-1,6-glycosidic linkage, that is, the group
consisting of an amino acid corresponding to an amino acid at the 292 position, an amino acid
corresponding to an amino acid at the 371 position, an amino acid corresponding to an amino
acid at the 406 position, an amino acid corresponding to an amino acid at the 407 position, an
amino acid corresponding to an amino acid at the 437 position, an amino acid corresponding
to an amino acid at the 465 position, an amino acid corresponding to an amino acid at the 475
position, an amino acid corresponding to an amino acid at the 476 position; an amino acid
corresponding to an amino acid at the 525 position, an amino acid corresponding to an amino
acid at the 526 position, an amino acid corresponding to an amino acid at the 580 position and
an amino acid corresponding to an amino acid at the 582 position of the amino acid sequence
set forth in SEQ ID NO: 2. Note here that these amino acids to be mutated are amino acids
that have been suggested to be involved in the recognition of the substrate as a result of
analysis of the three-dimensional structure at the time of binding of a substrate analog (a-
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cyclodextrin, hereinafter, referred to as "CD") regarding pullulanase derived from Bacillus
subtilis strain 168 (including the amino acid sequence set force in SEQ ID NO: 2), and from the
comparison results between this three-dimensional structure and the three-dimensional
structure of an enzyme derived from a microorganism. By mutating these amino acids, it is
expected that the action property (in particular, substrate specificity) of the enzyme is changed.

[0019] Herein, the term "corresponding" to be used for amino acid residues in the
specification means the equal contribution to exhibition of the function between proteins
(enzymes) to be compared. In particular, it means that the contribution to the substrate
specificity is equivalent. For example, when an amino acid sequence to be compared is
arranged with respect to the reference amino acid sequence (that is to say, amino acid
sequence set forth in SEQ ID NO: 2) so that suitable comparison can be carried out while
considering the partial homology of the primary structure (that is to say, an amino acid
sequence) (at this time, a gap may be introduced so as to optimize the alignment if necessary),
an amino acid in a position corresponding to a certain amino acid in the reference to amino
acid sequence can be defined as "corresponding amino acid." Instead of comparison between
primary structures, or in addition thereto, by comparison between the stereostructures (three-
dimensional structures), "corresponding amino acid" can be specified. By using the three-
dimensional structure information, it is possible to comparison results with high reliability. In this
case, atomic coordinates of the three-dimensional structures of a plurality of enzymes can be
compared with each other so as to carry out alignment. The three-dimensional structure
information on the enzyme to be mutated can be obtained from, for example, Protein Data
Bank (http://www.pdbj.org/index_j.html).

[0020] An example of the method of determining the three-dimensional structure of protein by
an X-ray analysis of crystalline structure is described below.

1. (1) Protein is crystallized. The crystallization is indispensable for determination of the
three-dimensional structure. Besides, the crystallization is industrially useful as a
purification of protein with high purity and a preservation method of protein with high
density. In this case, protein to which a substrate or an analog compound thereof is
bound as a ligand may be crystallized.

2. (2) The prepared crystal is irradiated with X ray and analysis data are collected. Note
here that protein crystal may be damaged by X ray irradiation and may be deteriorated
in its diffraction ability so often. In such a case, a low-temperature measurement method
for rapidly cooling a crystal to about -173°C and collecting diffraction data in this state
has been recently widespread. Note here that finally, in order to collect high resolution
data used for determining a structure, synchrotron radiation light with high intensity is
used.

3. (3) For carrying out analysis of a crystalline structure, phase information is necessary in
addition to the diffraction data. When the crystalline structure of a related protein with
respect to the intended protein is not known, it is impossible to determine the structure
by a molecule substitution method. Problem as to the phase must be resolved by the
heavy atom isomorphous replacement method. The heavy atom isomorphous
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replacement method is a method of introducing a metal atom having a larger atomic
number such as mercury and platinum into a crystal and using the contribution of the
metal atom to X-ray diffraction data of X-ray scattering power, thereby obtaining phase
information. The determined phase can be improved by smoothing the electron density
in the solvent region in the crystal. Since the water molecule in the solvent region is
largely fluctuated, electrical density is hardly observed. Therefore, by approximating the
electron density in this region to 0, it can approach to the real electron density.
Consequently, the phase is improved. Furthermore, when a plurality of molecules are
included in an asymmetrical unit, by averaging the electron densities of these molecules,
the phase is further radically improved. A protein model is fitted to the view of the
electron density calculated by using the thus improved phase. This process is carried out
by using a program such as QUANTA (MSI, America) on a computer graphics.
Thereafter, by using a program such as X-PLOR (MSI), refinement of the structure is
carried out. Thus, the structure analysis is completed.

[0021] When the crystalline structure of a related protein with respect to the intended protein
is known, the structure can be determined by a molecule substitution method by using an
atomic coordinate of the known protein. The molecule substitution and structure refinement
can be carried out by using a program such as CNS_SOLUE ver.11.

[0022] The present inventors have tried to crystallize the recombinant pullulanase purified
from Bacillus subtilis strain 168 and to crystallize the pullulanase in a state in which it contains
CD as a substrate analog and have succeeded in obtaining three-dimensional structure of both
types of pullulanase. Note here that atomic coordinates of the three-dimensional structure of
the pullulanase containing CD are shown in the last part of this specification. Furthermore, the
amino acid sequence of pullulanase and the base sequence of a gene encoding thereof are
shown in SEQ ID NO: 2 and SEQ ID NO: 1 in the sequence listing, respectively.

[0023] As shown in the below-mentioned Examples, it has been determined that the
pullulanase molecule derived from Bacillus subtilis strain 168 has rhombic system
P2(1)2(1)2(1) having 70.568 x 127.68 x 189.25 A (see, Figs. 1 to 3). Fig. 1 is a view showing a
crystalline structure of pullulanase by a ribbon model. a-helix and B-sheet are shown in a helix
shape and an arrow shape, respectively (Fig. 1), and a substrate analog (CD) is shown by an
arrow CD (Figs. 1 to 3). Fig. 2 is a view shown by superimposing Bacillus subtilis pullulanase
(BSP) having a-cyclodextrin as a ligand and a carbon of pullulanase (KPP) Klebsiella
pneumonia onto each other. Fig. 3 is an enlarged view of a substrate binding region of Fig. 2.

[0024] The amino acid to be mutated is selected from the group consisting of an amino acid
corresponding to an amino acid at the 292 position, an amino acid corresponding to an amino
acid at the 371 position, an amino acid corresponding to an amino acid at the 407 position, an
amino acid corresponding to an amino acid at the 475 position, an amino acid corresponding
to an amino acid at the 476 position and an amino acid corresponding to an amino acid at the
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582 position of the amino acid sequence set forth in SEQ ID NO: 2. Note here that amino acids
to be mutated are an amino acid corresponding to an amino acid that has been determined to
be directly involved in binding between pullulanase derived from Bacillus subtilis strain 168 and
a substrate analog (CD).

[0025] By the way, it has clarified that an amino acid at the 476 position of the amino acid
sequence set forth in SEQ ID NO: 2 is arranged so that it enters a ring structure of CD that is a
substrate analog in the three-dimensional structure analysis about pullulanase derived from
Bacillus subtilis strain 168, and this amino acid is thought to play an important role in the
recognition of a substrate. Therefore, an amino acid corresponding to the amino acid is to be
an amino acid to be mutated.

[0026] The enzyme to be mutated includes an enzyme (pullulanase of Klebsiella pneumoniae
ATCC9621) consisting of an amino acid sequence set forth in SEQ ID NO: 13.

[0027] An enzyme consisting of an amino acid sequence having a high identity with the amino
acid sequence set forth in SEQ ID NO: 2 is described as an example as an enzyme to be
mutated.

[0028] Herein, the identity (%) between two amino acid sequences can be determined by the
following procedure. Firstly, two sequences are aligned for optimum comparison of the two
sequences (for example, a gap may be introduced in the first sequence so as to obtain an
optimum alignment with the second sequence). When a molecule (amino acid residue) at the
specific position in the first sequence and a molecule in the corresponding position in the
second sequence are the same, the molecules in the positions are defined as being identical.
The identity between two sequences is an action property of the number of identical positions
shared by the sequences (i.e., identity (%) = number of identical positions / total number of
positions x 100), preferably taking into account the number of gaps, and the length of each
gap, which need to be introduced for optimal alignment of the two sequences.

[0029] The comparison and determination of identity between two sequences can be carried
out by using a mathematical algorithm. A specific example of mathematical algorithm that can
be used for comparing sequences include an algorithm described in Karlin and Altschul (1990)
Proc. Natl. Acad. Sci. USA 87:2264-68 and modified by Karlin and Altschul (1993) Proc. Natl.
Acad. Sci. USA 90:5873-77 but the algorithm is not limited to this. Such an algorithm is
incorporated in NBLAST and XBLAST programs (version 2.0) of Altschul et al. (1990) J. Mol.
Biol. 215: 403-10. BLAST polypeptide searches may be carried out by, for example, the
NBLAST program, score = 50, wordlength = 3 to obtain amino acid sequence homologous to a
certain amino acid sequence. To obtain gapped alignments for comparison purposes, Gapped
BLAST as described in Altschul et al., (1997) Amino Acids Research 25(17): 3389-3402 can be
utilized. When utilizing BLAST and Gapped BLAST programs, the default parameters of the
respective programs (e.g., XBLAST and NBLAST) can be used. In detail, see
http://www.ncbi.nim.nih.gov. Another example of mathematical algorithm that can be used for
comparing sequences includes an algorithm of Meyers and Miller (Comput. Appl. Biosci. 4: 11-
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17 (1988)) which has been incorporated into the ALIGN program that can be used for, for
example, GENESTREAM network server (IGH Montpellier, France) or ISREC server. When the
ALIGN program is used for comparison of the amino acid sequences, for example, a PAM120
weight residue table can be used with a gap length penalty of 12 and a gap penalty of 4.

[0030] The identity between two amino acid sequences can be determined using the GAP
program in the GCG software package, using a Blossom 62 matrix or PAM250 matrix and a
gap weight of 12, 10, 8, 6, or 4, and a gap length weight of 2, 3, or 4. Furthermore, the
homology between two nucleic acid sequences can be determined using the GAP program in
the GCG software package (available at http://www.gcg.com) with a gap weight of 50 and a
gap length weight of 3.

[0031] The enzyme to be mutated is typically a wild type enzyme (naturally occurring
enzyme). However, an enzyme to which some mutation or modification has already been given
is not excluded. Thus, the present invention can be used for the purpose of further improving
the property of an enzyme.

Step (2)

[0032] In the step (2), an amino acid sequence, in which an amino acid specified in the step
(1) has been substituted with another amino acid or the amino acid has been deleted, is
constructed based on an amino acid sequence of the enzyme to be mutated. The kinds of
substituted amino acids are not particularly limited and therefore may include conservative
substitution of amino acid or non-conservative substitution of amino acid. Herein, a
"conservative amino acid substitution” is one in which the amino acid residue is substituted with
an amino acid residue having a side chain with similar feature. The amino acid residues are
divided into some families including basic side chains (e. g. , lysine, arginine, histidine), acidic
side chains (e.g., aspartic acid, glutamic acid), uncharged polar side chains (e. g., asparagine,
glutamine, serine, threonine, tyrosine, cysteine), nonpolar side chains (e. g, glycine, alanine,
valine, leucine, isoleucine, proline, phenylalanine, methionine, tryptophan), beta-branched side
chains (e.g., threonine, valine, isoleucine) and aromatic side chains (e.g., tyrosine,
phenylalanine, tryptophan). Preferably, the conservative amino acid substitution is a
substitution between preferably an amino acid residue of the same family.

2. Preparation method of mutated enzyme

[0033] The present application also discloses a preparation method of a mutated enzyme.
The preparation method includes the following steps:

1. (1) preparing nucleic acid encoding an amino acid sequence constructed by the
designing method as described above;
2. (2) expressing the nucleic acid; and
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3. (3) collecting expression products.

[0034] In the step (1), necessary mutation (that is, substitution or deletion of amino acids in a
certain position in protein as an expression product) is applied to a gene encoding the enzyme
to be mutated based on an amino acid sequence constructed by the designing method, and
thereby nucleic acid (gene) encoding a mutated enzyme is obtained. A large number of
methods for the position specific substitution of base sequence have been known (see, for
example, Molecular Cloning, Third Edition, Cold Spring Harbor Laboratory Press, New York).
Among them, appropriate methods can be selected and used.

[0035] As the position specific mutation introduction method, a position specific amino acid
saturated mutation method can be employed. The position specific amino acid saturated
mutation method is a "Semi-rational, semi-random" technique in which a position relating to the
intended function is deduced based on the three-dimensional structure of protein, and the
amino acid saturated mutation is introduced (J. Mol. Biol. 331, 585-592 (2003)). For example,
a position specific amino acid saturated mutation can be introduced by using a kit such as
Quick change (Stratagene), Overlap extension PCR (Nucleic Acid Res. 16, 7351-7367 (1988)).
As DNA polymerase used for PCR, Taq polymerase can be used. However, it is preferable that
DNA polymerase with high purify, for example, KOD-PLUS- (TOYOBO), Pfu turbo (Stratagene)
are used.

[0036] On the other hand, a gene encoding a mutated enzyme can be prepared by inserting
random mutation into an enzyme gene, comparing the substrate specificities of expression
product by mutants each other, and selecting a gene having preferable substrate specificity.
When such a random mutation is introduced, firstly, for example, error-prone PCR is used and
mutation is introduced into a targeted gene region randomly so as to construct a mutated
enzyme gene library. Then, a clone is selected from the resultant library using the enzymatic
activity or the substrate specificity as an index.

[0037] In the step (2), a gene prepared in the step (1) is expressed. Then, in the subsequent
step (3), mutated enzymes as expression products are collected.

[0038] In general, from the step of expressing a gene to the step of collecting the expression
products (mutated enzymes) are carried out by using an appropriate host-vector system.
However, a cell-free synthesis system may be used. As to the detail of the preparation method
of the mutated enzyme by using a host-vector system, the below-mentioned description may
be employed (see, the column of 4. Nucleic acid encoding mutated enzyme).

[0039] Herein, the "cell-free synthesis system (cell-free transcription system, cell-free
transcription / translation system)" denotes that living cells are not used but a ribosome derived
from living cells (or cells obtained by genetically engineering technique) or by using a
transcription / translation factor and the like, mMRNA or protein encoded by nucleic acid (DNA or



DK/EP 2662445 T3

mRNA) as a template are synthesized from them in vitro. In general, in the cell-free synthesis
system, a cell extract obtained by purifying a cell homogenized solution if necessary is used. In
general, a cell extract includes ribosome necessary to synthesis of protein, various factors
such an initiation factor, various enzymes such as tRNA. When synthesis of protein is carried
out, various amino acids, energy sources such as ATP and GTP, creatine phosphate, and the
like, are added to the cell extract solution. Needless to say, at the time of synthesis of protein,
additionally prepared ribosome or various factors, and/or various enzymes may be replenished
if necessary.

[0040] Development of a transcription / translation system in which each molecule (factor)
necessary to synthesis of protein is reconstructed has been reported (Shimizu, Y. et al.: Nature
Biotech., 19, 751-755, 2001). In this system, a gene of 31 kinds of factors consisting of three
kinds of initiation factors constituting a protein synthesis system of bacteria, three kinds of
elongation factors, four kinds of factors involved in termination, 20 kinds of aminoacyl tRNA
synthases for binding each amino acid to tRNA, and methionyl tRNA formyl transferase is
amplified from Escherichia coli genome. They are used so as to reconstruct a protein synthesis
system in vitro. Such a re-constructed synthesis system may be used.

[0041] The term "cell-free transcription /translation system" can be used interchangeably with
the term cell-free protein synthesis system, in vitro translation system or in vitro transcription /
translation system. In the in vitro translation system, protein is synthesized by using RNA as a
template. As the template RNA, total RNA, mRNA, in vitro transcription product, and the like,
are used. On the other hand, in the in vitro transcription / translation system, DNA is used as a
template. The template DNA should include a ribosome-binding region and preferably includes
an appropriate terminator sequence. Note here that the in vitro transcription / translation
system sets a condition in which factors necessary to reaction are added so that the
transcription reaction and translation reaction proceed consecutively.

3. Mutated enzyme

[0042] According to the above-mentioned preparation method, it is possible to obtain a
mutated enzyme in which the action property with respect to a-1, 6-glycosidic linkage has been
changed. The present invention provides a mutated enzyme as characterized in the claims. In
the mutated enzyme of the present invention, an action property with respect to pullulan or
action property with respect to amylopectin are improved over the enzyme to be mutated.

[0043] The mutated enzyme of the present invention is an amino acid sequence wherein in
the amino acid sequence of enzyme (enzyme to be mutated) hydrolyzing an a-1,6-glycosidic
linkage, one or two or more amino acids selected from the group consisting of an amino acid
corresponding to an amino acid at the 292 position, an amino acid corresponding to an amino
acid at the 371 position, an amino acid corresponding to an amino acid at the 406 position, an
amino acid corresponding to an amino acid at the 407 position, an amino acid corresponding
to an amino acid at the 437 position, an amino acid corresponding to an amino acid at the 465
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position, an amino acid corresponding to an amino acid at the 475 position, an amino acid
corresponding to an amino acid at the 476 position; an amino acid corresponding to an amino
acid at the 525 position, an amino acid corresponding to an amino acid at the 526 position, an
amino acid corresponding to an amino acid at the 580 position and an amino acid
corresponding to an amino acid at the 582 position of the amino acid sequence set forth in
SEQ ID NO: 2 is/are substituted with another amino acid or deleted, wherein the amino acid
sequence of the enzyme to be mutated is the amino acid sequence set forth in SEQ ID NO: 13
and wherein the mutated enzyme differs from the parent enzyme in less than 10% with respect
to the entire amino acid sequence.

[0044] Preferably, the substituted or deleted amino acid is one or two or more amino acid
selected from the group consisting of an amino acid corresponding to an amino acid at the 292
position, an amino acid corresponding to an amino acid at the 371 position, an amino acid
corresponding to an amino acid at the 407 position, an amino acid corresponding to an amino
acid at the 475 position, an amino acid corresponding to an amino acid at the 476 position, and
an amino acid corresponding to an amino acid at the 582 position of the amino acid sequence
set forth in SEQ ID NO: 2.

[0045] Further preferably, the substituted or deleted amino acid is an amino acid
corresponding to an amino acid at the 476 position of the amino acid sequence set forth in
SEQ ID NO: 2.

[0046] The enzyme to be mutated includes an enzyme (pullulanase of Klebsiella pneumoniae
ATCC9621) consisting of an amino acid sequence set forth in SEQ ID NO: 13.

[0047] The mutated enzyme of the present invention is characterized by having an amino acid
sequence in which a certain position of the amino acid sequence of the enzyme before
mutation (enzyme to be mutated) has been mutated. In a position other than the position
related to the mutation, a part of the amino acid may be mutated or modified. Thus, the
present invention also provides protein having the same function as compared with the
mutated enzyme having the amino acid sequence to which the above-mentioned mutation has
been given but having a difference in a part of the amino acid sequence (hereinafter, also
referred to as "homologous protein"). The term "having a difference in a part of the amino acid
sequence"” typically means that the amino acid sequence is mutated (changed) by the deletion
and substitution of one to several amino acids constituting the amino acid sequence, or
addition of one to several amino acids, or the combination thereof. The difference in the amino
acid sequence herein is acceptable as long as the properties related to hydrolysis of an o-1,6-
glycosidic linkage are not radically reduced (preferably, in the limit substantially held). As long
as this condition is satisfied, the position of difference in the amino acid sequence is not
particularly limited and the difference may occur in a plurality of positions. The plurality herein
signifies a numerical value corresponding to less than 10%, preferably less than about 5%, and
most preferably less than about 1% with respect to the entire amino acid. That is to say,
homologous protein has, for example, 90% or more, preferably about 95% or more and most
preferably about 99% or more of identity to the amino acid sequence of the mutated enzyme.
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[0048] The mutated enzyme can be used for arbitrary applications that need hydrolyzing an
0-1,6-glycosidic linkage. For example, the mutated enzyme can be used for production of
maltooligosaccharide such as glucose, maltose, maltotriose, maltotetraose, maltopentaose,
and maltohexaose, and for the improvement of rice cooking, and the like. The amount of the
mutated enzyme to be used can be appropriately set so that the intended effect can be
exhibited. For example, the enzyme reaction can be carried out under conditions so that the
enzyme concentration in the reaction solution becomes about 10 nM to about 100 pM.

4. Nucleic acid encoding mutated enzyme

[0049] The present invention further provides a nucleic acid related to a mutated enzyme of
the present invention. That is to say, the present invention provides a gene encoding a
mutated enzyme, nucleic acid that can be used as a probe for identifying a nucleic acid
encoding a mutated enzyme, and nucleic acid that can be used as a primer for amplifying or
mutating a nucleic acid encoding the mutated enzyme.

[0050] A gene encoding a mutated enzyme is typically used for preparing a mutated enzyme.
A genetically engineering preparation method using a gene encoding a mutated enzyme
makes it possible to obtain a mutated enzyme in a more homogeneous state. Furthermore, the
method is a suitable for preparing a large amount of mutated enzymes. Note here that the
application of the gene encoding a mutated enzyme is not limited to preparation of a mutated
enzyme. For example, the nucleic acid can be used as an research tool for the purpose of
elucidating the mechanism of action of a mutated enzyme, or as a tool for designing or
preparing a further mutant of an enzyme.

[0051] In the present invention, the "gene encoding a mutated enzyme" refers to nucleic acid
capable of obtaining the mutated enzyme when it is expressed, and includes not only a nucleic
acid having a base sequence corresponding to an amino acid sequence of the mutated
enzyme but also a nucleic acid obtained by adding a sequence that does not encode the
amino acid sequence to the nucleic acid. Furthermore, degeneracy of codon is also
considered.

[0052] The nucleic acid of the present invention can be prepared in an isolated state by
standard genetic engineering technique, molecular biological technique, biochemical
technique, and the like, with reference to sequence information disclosed in this specification or
attached sequence list.

[0053] A yet further aspect of the present invention relates to recombinant DNA including a
gene of the present invention (a gene encoding a mutated enzyme). The recombinant DNA is
provided in a form of, for example, a vector. The term "vector" in this specification refers to a
nucleic acid molecule that can transport a nucleic acid inserted therein to the inside of a target
such as a cell.
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[0054] In accordance with the purpose of use (cloning, protein expression), and by
considering the kinds of host cells, an appropriate vector is selected. Specific examples of a
vector include a vector using Escherichia coli as a host (M13 phage or the modified body
thereof, A phage or the modified body thereof, pBR322 or the modified body thereof (pB325,
pAT153, pUCS, etc.) and the like), a vector using yeast as a host (pYepSec1, pMFa, pYES2,
etc.), a vector using insect cells as a host (pAc, pVL, etc.), a vector using mammalian cells as a
host (p.CDM8, pMT2PC, etc.).

[0055] The vector of the present invention is preferably an expression vector. The term
"expression vector" is a vector capable of introducing the nucleic acid inserted therein into the
target cells (host cells) and expressing in the cells. The expression vector usually includes a
promoter sequence necessary for expression of the inserted nucleic acid and an enhancer
sequence for promoting the expression, and the like. An expression vector including a
selection marker can be used. When such an expression vector is used, by using the selection
marker, the presence or absence of the introduction of an expression vector (and the degree
thereof) can be confirmed.

[0056] Insertion of the nucleic acid of the present invention into a vector, insertion of the
selection marker gene (if necessary), and insertion of a promoter (if necessary), and the like,
can be carried out by a standard recombination DNA technology (see, for example, Molecular
Cloning, Third Edition, 1.84, Cold Spring Harbor Laboratory Press, New York, a well-known
method using restriction enzyme and DNA ligase).

[0057] As the host cell, from the viewpoint of ease in handling, it is preferable that a bacterial
cell such as Escherichia coli is used. However, the host cell is not limited to the bacterial cell as
long as it can reproduce the recombinant DNA and express a gene of the mutated enzyme. As
a preferable example of the host includes T7 system promoter, Escherichia coli BL21 (DE3)
pLysS can be used. In other case, Escherichia coli JM109 can be used.

[0058] A further aspect of the present invention relates to a microorganism (that is,
transformant) carrying a recombinant DNA of the present invention. The microorganism of the
present invention can be obtained by the transfection or transformation using the above-
mentioned vector of the present invention. For example, a calcium chloride method (J. Mol.
Biol., Vol. 53, page 159 (1970)), a Hanahan method (J. Mol. Biol., Vol. 166, page 557 (1983)),
a SEM method (Gene, Vol. 96, page 23 (1990)), a method by Chung et al. (Proceeding of the
national Academy of Sciences of the USA, Vol.86, page 2172 (1989)), a calcium phosphate
coprecipitation method, electroporation (Potter, H. et al., Proc. Natl. Acad. Sci. U.S.A. 81, 7161-
7165 (1984)), lipofection (Felgner, PL. et al., Proc. Natl. Acad. Sci. U.S.A. 84,7413-7417
(1984)), and the like.

[0059] A microorganism of the present invention can be used for producing a mutated
enzyme of the present invention. That is to say, a further aspect of the present invention
provides a method for producing a mutated enzyme of the present invention by using the
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above-mentioned microorganism. The production method of the present invention includes at
least a step of culturing the above-mentioned microorganism under the conditions in which the
mutated enzyme of the present invention is produced. In general, in addition to this step, a
step of collecting (separating and purifying) the produced protein is carried out.

[0060] The microorganism (transformant) in accordance with the present invention is cultured
in a usual manner. As a carbon source to be used for a medium, a carbon compound that can
be assimilated may be used. An example may include glucose, sucrose, lactose, maltose,
syrup, pyruvic acid, and the like. Furthermore, as a nitrogen source, any available nitrogen
compounds may be used. An example may include peptone, meat extract, yeast extract,
casein hydrolysate, soybean cake alkali extract, and the like. Besides, salts of phosphate,
carbonate, sulfate, magnesium, calcium, potassium, iron, manganese, zinc, and the like,
certain amino acids, certain vitamins, can be used if necessary.

[0061] On the other hand, the culture temperature can be set 30 to 40°C (preferably about
37°C). Culture time can be set considering the growing property of transformant to be cultured
or production property of mutated enzyme, and the like. The pH of the medium is adjusted in a
range in which the transformant is grown and an enzyme is produced. Preferably, pH of the
medium is adjusted to about 6.0 to 9.0 (preferably, around pH 7.0).

[0062] A culture solution containing a bacterial body producing a mutated enzyme can be
used as an enzyme solution as it is or after concentration or removing of impurities are carried
out. Generally, however, a mutated enzyme is once collected from a culture solution or a
bacterial body. When the produced mutated enzyme is secreting type protein, the mutated
enzyme can be collected from the culture solution, and in other case, the mutated enzyme can
be collected from the bacterial body. When the mutated enzyme is collected from the culture
solution, purified products of the mutated enzyme can be obtained by, for example, subjecting
the culture supernatant to filtering or centrifugation so as to remove insoluble matters, followed
by carrying out separation and purification by the combination of vacuum concentration,
membrane concentration, salting out using ammonium sulfate and sodium sulfate, fractional
precipitation by methanol, ethanol or acetone, dialysis, heat treatment, isoelectric point
treatment, various chromatography such as gel filtration chromatography, adsorption
chromatography, ion exchange chromatography and affinity chromatography (for example, gel
filtration by Sephadex gel (Pharmacia Biotech) and the like, DEAE sepharose CL-6B
(Pharmacia Biotech), octyl sepharose CL-6B (Pharmacia Biotech), CM sepharose CL-6B
(Pharmacia Biotech)), and the like. On the other hand, when the mutated enzyme is collected
from a bacterial body, purified products of the mutated enzyme can be obtained by subjecting
a culture solution to filtration and centrifugation to collect a bacterial body, followed by
destructing the bacterial body by mechanical method such as pressure treatment and
ultrasonication, or by an enzymatic method using lysozyme, and then carrying out separation
and purification as mentioned above.

[0063] Purified enzyme obtained as mentioned above can be provided in a state of powder by,
for example, freeze drying, vacuum drying or spray drying. At this time, a purified enzyme may
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be solved in phosphate buffer, triethanolamine buffer, Tris hydrochloric acid buffer, GOOD
buffer in advance. Preferably, phosphate buffer and triethanolamine buffer can be used. An
example of the GOOD buffer may include PIPES, MES or MOPS.

[0064] Hereinafter, the present invention is described further specifically. However, the
present invention is not limited to these Examples.

[Example]

1. Preparation of Bacillus subtilis recombinant pullulanase

(1) Cloning of Bacillus subtilis pullulanase gene

[0065] A gene AmyX (GenBank Accesion No. NC 000964) encoding pullulanase, which is
found in the genome sequence of Bacillus subtilus, was amplified by PCR as follows. A
chromosome DNA of Bacillus subtilis strain 168 isolated by the method by Sambrook et al.
(Molecular Cloning: a laboratory manual, 2nd Edition, Cold Spring harbor Laboratory Press,
1989) was used as a template of PCR, and oligonucleotides of SEQ ID NO: 3 and SEQ ID NO:
4 were synthesized to form a primer. In the PCR reaction, 30 cycles of reactions of 94°C / 2
minutes, 94°C / 15 seconds - 60°C / 30 seconds and amplification of 68°C / 4 minutes were
carried out by using KOD plus system (TOYOBO). The obtained PCR fragment was treated
with restriction enzymes Ncol and Xhol, and then linked to plasmid pET21d (Novagen), which
had been cleaved with the both restriction enzymes. Thus, an expression plasmid pEBSP was
obtained. It was confirmed by determining the base sequence that the obtained PCR fragment
encoded pullulanase correctly.

[0066]

SEQ ID NO: 3
5'-GGCCATGGTCAGCATCCGCCGCAGCTTCGA-3'
(underlined part represents a restriction enzyme Ncol recognition site)

SEQ ID NO: 4
5'-GGCTCGAGTCAAGCAAAACTCTTAAGATCT-3'
(underlined part represents a restriction enzyme Xhol recognition site)

(2) Expression of Bacillus subtilis recombinant pullulanase
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[0067] The above-mentioned expression plasmid was introduced into Escherichia coli
HMS174 (DE3) (Novagen) by transformation. The obtained transformant was inoculated on LB
medium (500 ml) containing 100 p/ml ampicillin and the medium was shaken at 37°C. At the
time when the turbidity at 600 nm reached 0.6 to 0.8, isopropylthiogalactoside (IPTG) was
added so that the final concentration became 0.5 mM and further cultured at 18°C for 60
hours. The bacterial bodies were collected from the culture solution by centrifugation and
suspended in a buffer solution (20 mM tris-hydrochloric acid (pH 8.1) / 5 mM EDTA/ 20 mM -
mercaptoethanol / 0.2 mM PMSF).

(3) Purification of Bacillus subtilis recombinant pullulanase

[0068] The suspension obtained in (2) was subjected to ultrasonication (4°C, 30 minutes, 200
pA) and then subjected to centrifugation (14000 rpm, 4°C, 30 minutes) to obtain a crude
solution. To this solution, 30% saturated ammonium sulfate was added. Then, impurities were
removed by centrifugation. To this centrifuged supernatant, 60% saturated ammonium sulfate
was added. Then, precipitates were collected by centrifugation. The precipitates were
dissolved in the buffer solution of (2) containing 20% saturated ammonium sulfate, and
subjected to Butyl-Toyopearl 650M column (TOSOH CORPORATION) that had been
equilibrated by the buffer solution containing 20% saturated ammonium sulfate, and eluted at
the concentration gradient of 20% to 0% of ammonium sulfate. The obtained pullulanase active
fraction was dialyzed to buffer solution of (2), and subjected to HiLoad Q Sepharose Column
(Amersham) that had been equilibrated by the same buffer solution, and eluted at the
concentration gradient of 0 to 0.5 M of NaCl to obtain active fraction. This fraction was dialyzed
to the buffer solution of (2), and subjected to Mono Q Column (Amersham) that had been
equilibrated by the same buffer solution, and eluted at the concentration gradient of 0 to 0.5 M
of NaCl to obtain purified Bacillus subtilis recombinant pullulanase. The analysis result of N-
terminal amino acid sequence of this purified enzyme was MVSIRRSFEA and completely
identity to gene sequence.

2. X-ray analysis of Bacillus subtilis pullulanase

(1) Crystallization

[0069] Crystallization of Bacillus subtilis recombinant pullulanase was carried out by the
following procedure. Firstly, screening was carried out by a sitting drop vapor diffusion method
by using a 96-well plate (product by Emerald Biostructure and Hampton Research). After 24
hours at 20°C, small and thin crystal was observed in Wizard Il No.8 well. Next, by changing
the molecular weight and concentration of polyethylene glycol (PEG) or the concentration of
buffer solution or salts, conditions were optimized. Finally, a crystal was obtained by a hanging
drop vapor diffusion method by using a 24-well plate. The hanging drop (6 pl) consisting of 3l
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of enzyme solution (10 mg/ml) and 3 ul of reservoir solution (10% PEG4000, 0.1 M acetate
buffer, pH 5.2, 0.2 M Mg CH3COQ),) was used and incubated for one to two days. Thus,
diamond shaped crystal was obtained. Prior to the X-ray analysis, treatment with a reservoir
solution containing 30% glycerol was carried out and then cooled instantly by using liquid
nitrogen (-173°C).

(2) X-ray analysis

[0070] X-ray diffraction data were collected at a temperature of liquid nitrogen by using
Synchrotron radiation BL-38B1 (SPring-8, Hyogo, Japan) and processed by using HKL2000
program. X-ray diffraction data of 2.1 A resolution were collected so as to determine the
crystallographic parameter. Space group was P242124 and lattice constant was a = 70.57 A b

=127.68 A, and ¢ = 189.25 A.

(3) Determination of three-dimensional structure

[0071] A three-dimensional structure was determined at the resolution of 2.1 A by a molecule
substitution method using an atomic coordinate (PDB accession code 2FGZ) of pullulanase of
Klebsiella pneumonia. The substitution of molecules and the refinement of structure were
carried out by using program CNS_SOLUE ver.11. Data related to statistics of data collection
and refinement are shown in Table 1.

[Table 1]

Crystal Bacillus subtilis pullulanase
Data collection Spring-8 BL38B1
wavelength (A) 0.8
detector Jupiter 210 CCD
space group P242424

lattice constant (A)

A=70.57, b=127.68, c=189.25

resolution (A)

46.3-2.1(2.18 - 2.10)

measured reflection

590,744(38,618)

unique reflection

99,003 (9,775)

integrity (%)

99.6(99.6)

Rmerge (%)

7.8 (31.4)

determination of structure

molecule substitution method

Refinement

Residues/Water/Ca2+/a-CD

712x2,673,2,0

Resolution (A)

15.0-2.1 (2.17 - 2.1)
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Crystal Bacillus subtilis pullulanase
used reflection 98,636 (8,725)
r.m.s. bond (A), angle (°) 0.005, 1.25
R and Rfree 0.201, 0.238 (0.224, 0.252)

3. X-ray analysis of Bacillus subtilis pullulanase (in a state of containing a-cyclodextrin
(CD))

[0072] Since a-cyclodextrin (CD) is cyclic oligosaccharide and is an analog having a structure
of amylose helix consisting of six glucose residues, it has often been used for studying as an
inhibitor of an amylolytic enzyme such as amylase and pullulanase. In order to determine the
substrate binding site of Bacillus subtilis pullulanase, an analysis of the three-dimensional
structure of enzyme containing CD as a ligand (hereinafter, referred to as "CD-containing
Bacillus subtilis pullulanase") was carried out. The analysis of the three-dimensional structure
was carried out basically by the same method as 2. except that purified Bacillus subtilis
recombinant pullulanase was prepared in 1. and 20 mM CD was added in the hanging drop at
the time of crystallization. Data related to statistics about data collection and data are shown in
Table 2.

[Table 2]
Crystal Bacillus subtilis pullulanase containing a-
cyclodextrin
Data collection Spring-8 BL38B1
wavelength (A) 1.0
detector Jupiter 210 CCD
space group P242424

lattice constant (A)

A=70.36, b=127.86, c=189.29

resolution (A)

40.0-2.2(2.28 - 2.20)

measured reflection

4.08,687 (35,910)

unique reflection 87,392 (8,550)
integrity (%) 99.8(99.3)
Rmerge (%) 9.2 (42.4)

determination of structure

molecule substitution method

Refinement

Residues/Water/Ca2+/a-CD

712x2,673,2,2

Resolution (A)

15.0 - 2.2 (2.28 -2.2)

used reflection

87,004 (8,495)

r.m.s. bond (A), angle (°)

0.005, 1.25
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Crystal Bacillus subtilis pullulanase containing a-
cyclodextrin
R and Rfree 0.197, 0.238 (0.249, 0.282)

[0073] A model of the three-dimensional structure of the obtained CD-containing Bacillus
subtilis pullulanase is shown in Fig. 1. Note here that data of atomic coordinate are shown in
the last part of the specification.

4. Comparison analysis between three-dimensional structure of CD-containing Bacillus
subtilis pullulanase and three-dimensional structure of Klebsiella pneumoniae
pullulanase

[0074] The three-dimensional structure of CD-containing Bacillus subtilis pullulanase obtained
in 3. and the three-dimensional structure of Klebsiella pneumoniae pullulanase (J. Mol. Biol.,
359 (3): 690-707 (2006), RCSB Protein Data Bank code 2FHF) were superimposed onto each
other by Least Square method by using program TURBO-FRODO, a carbons of amino acids of
499 residues were common within 2 A with the root means square deviation (r. m. s. d.) of 1.09
A Fig. 2 shows the superimposed results. Fig. 3 is an enlarged view showing a CD binding
site. Fig. 3 shows a CD binding site with respect to Bacillus subtilis pullulanase and the binding
site of maltotetraose with respect to Klebsiella pneumoniae pullulanase (G4) (see, non-patent
document 1). An amino acid residue (upper stage) in a position capable of forming CD and
hydrogen binding in Bacillus subtilis pullulanase is shown together with the corresponding
amino acid residue (lower stage) in Klebsiella pneumoniae pullulanase. Furthermore, amino
acid residue (lower stage) that has been deduced to be involved in binding to G4 in Klebsiella
pneumoniae pullulanase and the corresponding amino acid residue (upper stage) in Bacillus
subtilis pullulanase are also shown together.

[0075] Although a domain (N1 domain) in the N terminal region observed in Klebsiella
pneumoniae pullulanase was not observed in Bacillus subtilis pullulanase, both enzymes were
very similar to each other in a catalytic region and a domain (A domain) as a nucleus including
a substrate binding region. Furthermore, a CD binding site of Bacillus subtilis pullulanase is in
the vicinity of G4 binding site of Klebsiella pneumonia.

[0076] As shown in Fig. 3, in Bacillus subtilis pullulanase, twelve in total of amino acid residues
that are thought to be involved in binding to the substrate were successfully identified as an
amino acid position in the binding site of CD: Y292 (tyrosine the 292 position), G371 (glycine at
the 371 position), D406 (aspartic acid at the 406 position), L407 (leucine at the 407 position),
W437 (tryptophane at the 437 position), D465 (aspartic acid at the 465 position), T475
(threonine at the 475 position), F476 (phenyl alanine at the 476 position), D525 (aspartic acid
at the 525 position), N526 (asparagine at the 526 position), N580 (asparagine at the 580
position), and Y582 (tyrosine at the 582 position). Furthermore, in Klebsiella pneumoniae
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pullulanase, amino acid corresponding to these amino acid residues, that is, Y559 (tyrosine at
the 559 position), C643 (cysteine at the 643 position), D677 (aspartic acid at the 677 position),
L678 (leucine at the 678 position), W708 (tryptophane at the 708 position), D734 (aspartic acid
at the 734 position), P745 (proline at the 745 position), F746 (phenyl alanine at the 746
position), D834 (aspartic acid at the 834 position), N835 (asparagine at the 835 position), D890
(aspartic acid at the 890 position), and Y892 (tyrosine at the 892 position) were successfully
determined. Among the thus determined amino acids, D677, W708, D734, D834, N835 and
D890 were amino acids deduced to be involved in binding to G4 in the above-mentioned
report.

5. Comparison analysis between three-dimensional structure of CD-containing Bacillus
subtilis pullulanase and three-dimensional structure of Pseudomonas amyloderamosa
isoamylase

[0077] The three-dimensional structure of CD-containing Bacillus subtilis pullulanase obtained
in 3. and the three-dimensional structure of Pseudomonas amyloderamosa isoamylase (J. Mol
Biol., 281 (5): 885-97 (1998), RCSB Protein Data Bank code 1BF2) were superimposed onto
each other by Least Square method by using program TURBO-FRODO, a carbons of amino
acids of 421 residues were common within 2 A with the root means square deviation (r. m. s.
d.)of 1.13 A. Fig. 4 shows the superimposed results. Fig. 5 is an enlarged view showing a CD
binding site.

[0078] The both enzymes do not have a domain (N1 domain) in the N terminal region
observed in Klebsiella pneumoniae pullulanase and is very similar in domain (A domain) in
terms of, for example, a nucleus including a catalytic region or a substrate binding region. The
amino acid residue (upper stage) in the position capable of forming hydrogen binding to CD in
Bacillus subtilis pullulanase is shown together with the corresponding amino acid residue
(lower stage) in Pseudomonas amyloderamosa isoamylase. Furthermore, amino acid residues
corresponding to the amino acids deduced to be involved in binding to G4 in Klebsiella
pneumoniae pullulanase (upper stage: Bacillus subtilis pullulanase, and lower stage:
Pseudomonas amyloderamosa).

6. Formation of alignment of amino acid sequence based on three-dimensional
structure

[0079] With the use of the result of comparison of the three-dimensional structures of CD-
containing Bacillus subtilis pullulanase, Klebsiella pneumoniae pullulanase and Pseudomonas
amyloderamosa isoamylase obtained in 4. and 5., alignments of amino acid sequences with
respect to these three enzymes were formed based on the three-dimensional structures.
Furthermore, alignments of amino acid sequences with respect to two kinds of pullulanases
(pullulanase from Bacillus sp. APC-9603 and pullulanase from Bacillus deramificans) being
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derived from strains related to Bacillus subtilis and having a high homology in primary structure
were formed by using ClustalW program. Alignments were formed with respect to five kinds of
enzymes with these two alignments added (see Figs. 6 and 7). As shown in Figs. 6 and 7,
these five kinds of enzymes have extremely high partial similarity.

7. Production of Bacillus subtilis recombinant pullulanase mutant

[0080] From the three-dimensional structure of Bacillus subtilis pullulanase to which CD
obtained in 3. was bonded as a ligand, it is assumed that the side chain of Phe476 of Bacillus
subtilis pullulanase is incorporated in the cyclic structure of the CD as a substrate analog (Fig.
8) and has something to do with the recognition of a substrate. Under this assumption, Phe476
was substituted with another amino acid by the following procedure and the effect thereof was
verified.

[0081] Based on the sequence of gene AmyX encoding Bacillus subtilis pullulanase, a primer
for substituting Phe476 with Gly or Ser was synthesized. In order to substitute Phe476 with Gly
or Ser, forward primers and the corresponding reverse primers set forth in SEQ ID NOs: 5 and
6 were synthesized, respectively, and the concentration was adjusted to 100 ng/ul. By using an
expression plasmid pEBSP of Bacillus subtilis recombinant pullulanase as a template, the
following PCR reaction was carried out: 1.5 pl (30ng/ul) of pEBSP, 5 pl of 10 x PCR buffer
solution (one attached to the below-mentioned DNA polymerase), 1.0 pl (2.5 mM each) of
dNTP, 1.25 pl each of mutated primer sets (forward and reverse primers), 39 pl of sterile water
and 1 yl (2.5 U) of Pfu Turbo Hotstart DNA polymerase (Stratagene) were prepared; 30 cycles
of reactions at 95°C for 30 seconds (denaturation) - at 55°C for 60 seconds (annealing) - at
68°C for 12 minutes (elongation) were carried out; and finally amplification at 68°C for 5
minutes was carried out. The obtained PCR product was confirmed by 1% agarose gel
electrophoresis, and then the rest of the PCR product was treated with restriction enzyme Dpn
| to degrade a methylated template plasmid and transformed to Escherichia coli competent cell
DH5a strain. Plasmid DNA was isolated from the obtained ampicillin resistance transformant,
the base sequence was confirmed and the intended mutated gene was obtained. A plasmid
having the intended mutated gene was introduced into an expression host Escherichia coli
HMS174 (DE3) strain to express and purify the mutated pullulanase of Bacillus subtilis similar
to 1. (2) and (3).

[0082]

SEQID NO: 5
5'-GTAAAAGGGAACACCGGTCACCTTAAGGCAATA-3'

SEQ ID NO: 6
5'-GTAAAAGGGAACACCICTCACCTTAAGGCAATA-3'
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8. Substrate specificity of Bacillus subtilis recombinant pullulanase mutant

[0083] The kinetic parameters with respect to pullulan and amylopectin of Bacillus subtilis
recombinant pullulanase mutant prepared in 4. were measure according to the method
described in J Biochem (Tokyo), 116(6): 1264-8 (1994). Pullulan or amylopectin having various
concentrations were dissolved in 50 mM acetate buffer (pH 5.6) and reacted at 25°C. The
concentration of a reducing sugar contained in the regularly sampled reaction solution was
determined by a Park-Johnson method, and the reaction rate was measured from the
increasing rate of the reducing sugar. Km value and Kcat value were obtained by curve fitting
into Michaelis-Menten equation by the non-linear minimum square method. Results are shown
in Table 3.

[Table 3]
pullulan amylopectin
Km (mg/ml) § kcat(sh) | Km(mg/ml) | kcat(s™)
wild type pullulanase 14.93 4317 199.20 4121
mutant type (F476G) 20.45 5362 53.19 1198
mutant type (F476S) 645.16 10365 156.25 2146

[0084] When the wild type and the mutant types are compared with each other, they are
shown to be different in the Km value and Kcat value. For example, in the mutant type (F476G:
mutated enzyme in which an amino acid residue at the 476 position is changed from phenyl
alanine to glycine), the Km value when amylopectin is used as a substrate is considerably
lower than that of the wild type, which shows that the affinity to amylopectin is radically
improved. Furthermore, in the mutant type (F476S: mutated enzyme in which an amino acid
residue at the 476 position is changed from phenyl alanine to serine), the Km value when
amylopectin is used as a substrate is lower than that of the wild type while the Km value when
pullulan is used as a substrate is radically higher than that of the wild type, which shows that
the substrate specificity has radically changed. Thus, introduction of mutation enabled the
action property with respect to pullulan and amylopectin to be changed.

9. Cloning of Klebsiella pneumoniae pullulanase gene

(1) Cloning of Klebsiella pneumoniae pullulanase gene

[0085] Two primers (SEQ ID NOs: 7 and 8) were synthesized with reference to the base
sequence of pullulanase of Klebsiella aerogence W70 strain (J. Bacteriol. 169 (5), 2301-2306
(1987) and J Bacteriol. 174(9): 3095.(1992), GenBank accession No. M16187). The PCR



DK/EP 2662445 T3

reaction was carried out under the following conditions by using chromosome DNA of Klebsiella
pneumoniae ATCC9621 strain that had been isolated by the method by Sambrook et al.
(Molecular Cloning: a laboratory manual, 2nd Edition, Cold Spring harbor Laboratory Press,
1989) as a template. The PCR reaction was carried out by using Accu TaqTM LA DNA
polymerase system (Sigma), the reaction included one cycle of reaction at 98°C for 30
seconds - at 59°C for 20 seconds - at 68°C for 3 minutes; 29 cycles of reaction at 98°C for 15
seconds - at 59°C for 20 seconds - at 68°C for 3 minutes; and reaction at 68°C for 10 minutes
of amplification was carried out. The obtained PCR fragment was subjected to TA cloning by
using a pGEM-T vector (Promega). It was confirmed that the obtained PCR fragment encodes
pullulanase correctly by determining the base sequence. The base sequence of the obtained
PCR fragment and the amino acid sequence encoded thereby are shown in SEQ ID NO: 12
and SEQ ID NO: 13, respectively.

[0086]

SEQID NO: 7
5-TTATTGCCGGAGAGTGGCGA-3'

SEQ ID NO: 8
5'-CCAGACTGCTGACAAAGTGC-3'

(2) Expression of Klebsiella pneumoniae pullulanase gene

[0087] In order to construct an expression vector, primers shown in SEQ ID NOs: 9 and 10
were synthesized, and PCR reaction was carried out by using a pullulanase gene of Klebsiella
pneumoniae as a template. The obtained PCR product was treated with restriction enzymes
Nde | and Xbal, and linked to a plasmid pCold-1 (TAKARA) to obtain an expression plasmid
pCold-KPP of Klebsiella pneumoniae pullulanase. The plasmid was introduced into Escherichia
coli JM109 (TAKARA) by transformation. Culture of the obtained transformant and purification
of the expressed recombinant pullulanase were carried out according to the method described
in 1.

[0088]

SEQ IDNO: 9
5' - GGAATTCCATATGGATGTCGTCGTCCGCTTACCG -3' (34mer)

SEQ ID NO:10
5'- GCTCTAGATTATTTACTGCTCACCGGCAG - 3' (29mer)

10. Production of Klebsiella pneumoniae pullulanase mutant
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[0089] The results obtained by analysis by superimposing the three-dimensional structure of
CD-containing Bacillus subtilis pullulanase obtained in 3. and the three-dimensional structure of
Klebsiella pneumoniae pullulanase (RCSB Protein Data Bank code 2FHF) onto each other
(Figs. 2 and 3) and the results of amino acid sequence alignments (Figs. 6 and 7), an amino
acid residue of pullulanase of Klebsiella pneumonia corresponding to Phe 476 residue that was
thought to be involved in recognition of a substrate in Bacillus subtilis pullulanase was thought
to be a Phe746 residue. Then, the Phe746 residue of pullulanase of Klebsiella pneumonia was
substituted with Ala (or other amino acid).

[0090] Forward primers and the corresponding reverse primers set forth in SEQ ID NO: 11
were synthesized respectively in order to replace Phe746 with Ala in Klebsiella pneumoniae,
and the concentration was adjusted to 100 ng/ul. By using an expression plasmid pCold-KPP of
Klebsiella pneumoniae pullulanase as a template, the following PCR reaction was carried out:
1.5 pl (30 ng/ul) of pEBSP, 5 pl of 10 x PCR buffer solution (one attached to the below-
mentioned DNA polymerase), 1.0 pl (2.5 mM each) of dNTP, 1.25 ul each of mutated primer
sets (forward and reverse primers), 39 ul of sterile water and 1 ul (2.5 U) of Pfu Turbo Hotstart
DNA polymerase (Stratagene) were prepared; 30 cycles of reactions at 95°C for 30 seconds
(denaturation) - at 55°C for 60 seconds (annealing) - at 68°C for 12 minutes (elongation) were
carried out; and finally amplification at 68°C for 5 minutes was carried out. The obtained PCR
product was confirmed by 1% agarose gel electrophoresis, and then the rest of the PCR
product was treated with restriction enzyme Dpn [ to degrade a methylated template plasmid
and transformed to Escherichia coli competent cell DH5a strain. Plasmid DNA was isolated
from the obtained ampicillin resistance transformant, the base sequence was confirmed and
the intended mutated gene was obtained. A plasmid having the intended mutated gene was
introduced into an expression host Escherichia coli HMS$174 (DE3) strain to express and purify
the mutated pullulanase of Klebsiella pneumoniae similar to 1. (2) and (3).

[0091]

SEQ ID NO: 11
5'- GCCGGCCGACTCCGGTGAC-3'

11. Substrate specificity of Klebsiella pneumoniae pullulanase mutant

[0092] The kinetic parameters with respect to pullulan and amylopectin of mutated pullulanase
(F746A) and wild type pullulanase (WT) of Klebsiella pneumoniae prepared in 10. were
measure according to the method described in J Biochem (Tokyo), 116(6): 1264-8 (1994).
Pullulan or amylopectin having various concentrations were dissolved in 50 mM acetate buffer
(pH 5.6) and reacted at 25°C. The concentration of a reducing sugar contained in the regularly
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sampled reaction solution was determined by a Park-Johnson method, and the reaction rate
was measured from the increasing rate of the reducing sugar. Km value and Kcat value were
obtained by curve fitting into Michaelis-Menten equation by the non-linear minimum square
method. Results are shown in Table 4.

[Table 4]
pullulan amylopectin
Km (%) Kcat (s7) Km (%) Kcat (s™)
wild type pullulanase 0.00091 52.0 0.0063 7.0
mutant type (F746A) 0.00045 18.2 0.0083 5.2

[0093] Km value when pullulan was used for a substrate was lowered in the case of mutated
enzyme as compared with the case of the wild type enzyme. On the other hand, Km value
when amylopectin was used for a substrate was increased. From the results, it can be
evaluated that in the mutated enzyme, the affinity to pullulan is improved (the affinity to
amylopectin is lowered). Furthermore, Kcat value is different between the wild type and the
mutant type. Thus, introduction of mutation enabled the action property with respect to pullulan
and amylopectin to be changed.

[0094] Note here that the enzyme in which the affinity to a certain substrate is improved can
act on a smaller amount of substrate. Such a property is advantageous in that the presence of
the small amount of substrates is required to be measured.

[Industrial Applicability]

[0095] A designing method and a preparation method as described above are used for
improving an enzyme hydrolyzing an o-1,6-glycosidic linkage. With a mutated enzyme of the
present invention whose affinity and specificity to a substrate are improved, the increase in the
yield of products and reduction of the amount of enzyme to be used (additive amount) can be
achieved. On the other hand, it can be expected that the use of the designing method and the
preparation method as described above provide a mutated enzyme of the present invention
usable to a novel application that has not been assumed with the use of wild type enzymes.
That is to say, the present invention is capable of contributing to expansion of the applications
of use of enzymes hydrolyzing an a-1,6-glycosidic linkage.

[0096] The atomic coordinates of three-dimensional structure of CD-containing Bacillus
subtilis (Bacillus subtilis strain 168) are shown below.

REMARK coordinates from restrained individual B-factor refinement

REMARK refinement resolution: 15.0 -2.2 A
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REMARK starting r= 0.1970 free_r= 0.2378

REMARK final r= 0.1966 free_r= 0.2377

REMARK B rmsd for bonded mainchain atoms= 1.246 target= 1.5
REMARK B rmsd for bonded sidechain atoms= 1.964 target= 2.0
REMARK B rmsd for angle mainchain atoms= 1.982 target= 2.0
REMARK B rmsd for angle sidechain atoms= 2.784 target= 2.5
REMARK rweight=0.1000 (with wa= 2.63874)

REMARK target= mif steps= 25

REMARK sg= P2(1)2(1)2(1) a= 70.327 b= 127.780 c= 189.274 alpha= 90 beta= 90 gamma=
90

REMARK parameter file 1 : CNS_TOPPAR:protein_rep.param
REMARK parameter file 2 : CNS_TOPPAR:carbohydrate.param
REMARK parameter file 3 : CNS_TOPPAR:ion.param

REMARK parameter file 4 : CNS_TOPPAR:water_rep.param
REMARK parameter file 5 : act.par

REMARK molecular structure file: generate.mtf

REMARK input coordinates: minimize2.pdb

REMARK reflection file= 050715bl38_bdpulcd.cv

REMARK ncs= none

REMARK B-correction resolution: 6.0 - 2.2

REMARK initial B-factor correction applied to fobs :

REMARK B11=-4.731 B22=-0.623 B33= 5.354

REMARK B12=0.000 B13=0.000 B23= 0.000

REMARK B-factor correction applied to coordinate array B: -0.013
REMARK bulk solvent: density level= 0.380879 e/A*3, B-factor= 43.8838 A2
REMARK reflections with |Fobs|/sigma_F < 0.0 rejected

REMARK reflections with |Fobs| > 10000 * rms(Fobs) rejected



DK/EP 2662445 T3

REMARK theoretical total number of refl. in resol. range: 87004 (100.0 %)

REMARK number of unobserved reflections (no entry or |F|=0): 142 (0.2%)

REMARK number of reflections rejected: 0 (0.0%)

REMARK total number of reflections used: 86862 (99.8 %)

REMARK number of reflections in working set: 78156 (89.8 %)

REMARK number of reflections in test set: 8706 (10.0 %)

CRYST1 70.327 127.780 189.274 90.00 90.00 90.00 P 21 21 21

REMARK FILENAME="/draco/usr1/people/sad/xplor/bspul/060312_pulcd/bindividual2"
REMARK DATE:12-Mar-06 02:57:02 created by user: sad

REMARK VERSION:1.1
ATOM 1 CB META 1 115939 61.329 91.386 1.00 54.74

ATOM 2 CG META 1 115017 62.526 91.604 1.00 57.11
ATOM 3 SD META 1 114480 62.687 93.331 1.00 62.36
ATOM 4 CE META 1 113.026 61.597 93.364 1.00 59.84
ATOM 5 C META 1 117.210 62.339 89.488 1.0050.15
ATOM 6 O META 1 117.743 63.089 90.312 1.0052.01
ATOM 7 N META 1 117.191 59.881 89.799 1.00 53.16
ATOM 8 CA META | 116.388 61.135 89.934: 1.00 52.15
ATOM 9 N VALA 2 117316 62.507 88.175 1.00 46.07
ATOM 10 CA VALA 2 118.057 63.611 §87.587 1.00 40.26
ATOM 11 CB VALA 2 118.254 63.368 86.089 1.00 41.24
ATOM 12 CGIVALA 2 119120 62.141 85.881 1.0040.69 A
ATOM 13 CG2VALA 2 116902 63.167 §5418 1.0038.76 A
ATOM 14 C VALA 2 117.269 64.899 87.781 1.0037.46 A
ATOM 15 O VALA 2 116.205 64.890 88.396 1.00 3699 A
ATOM 16 N SERA 3 117.781 66.005 87.256 1.00.34.46 A
ATOM 17 CA SERA 3 [117.083 67.281 87.386 1.0031.37 A
ATOM 18 CB SERA 3 [L17.122 67.752 88.840 1.0032.19 A
ATOM 19 OG SERA 3 118454 68.011 §9.243 1.003127 A
ATOM 20 C SERA 3 117.679 68.366 86.497 1.0029.38 A
ATOM 21 O SERA 3 118.743 68.188 85.906 1.0028.14 A
ATOM 22 N ILEA 4 116.979 69.491 86.404 1.0027.94 A
A
A
A
A
A

U S T O S

ATOM 23 CA ILEA 4 117.452 70,612 85.611 1.0027.40
ATOM 24 CB ILEA 4 116338 71.641 85.369 1.00 26.57
ATOM 25 CG2ILEA 4 116,900 72.844 84.626 1.00 26.14
ATOM 26 CGIILEA 4 115.193 71.002 84.583 1.00 26.77
ATOM 27 CDIILEA 4 114.028 71.945 84.326. 1.00 24.52
ATOM 28 C ILEA 4 118569 71.292 86.393 1.0028.09 A
ATOM 29 O ILEA 4 118421 71.562 87.584 1.0026.62 A

AT X AN KT ATWY A £ TiOYy 708 71 srE O8N0 1 AA AO AS A
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CA ARGA 5 120.808 72218 86.390 1.00 30.40
CB ARGA 5 122.074 72.075 85.548 1.0032.11
CG ARGA 5 123.358 72414 86290 1.0036.55
CD ARGA 5 124.532 72.471 85.331 1.0039.10
NE ARGA § 125.815 72.281 86.000 1.00 43.48
CZ ARGA 5 126993 72403 §5.395 1.00 44.98
NHIARGA 5 127.047 72720 84.108 1.00 44.19
NH2ARGA 5 128.118 72.197 86.070 1.0046.35
C ARGA 5 120496 73.698 86.592 1.0029.37
O ARGA 5 120210 74.415 85.632 1.0028.39
N ARGA 6 120.553 74.149 87.841 1.0029.48
CA ARGA 6 120.272 75.545 88.178 1.0029.47
CB ARGA 6 118873 75.661 88811 1.0028.91
CG ARGA 6 117.734 75.603 87.791 1.00 30.26
CD- ARGA 6 116.335 75.799 88.402 1.0030.62
NE ARGA 6 115.720 74.542 88.820 1.0030.26
CZ ARGA 6 114495 74.146 88.477 1.0027.11
NHI ARGA 6 113.726 74.902 87.706 1.00 25.84
NH2ARGA 6 114,040 72,979 §8.902 1.0028.51
C ARGA 6 121.327 76.137 §9.116 1.0029.29
O ARGA 6 121.798 75.464 90.028 1.0029.14
N SERA 7 121.694 77.396 88.877 1.00 29.53
CA SERA 7 122.687 78.103 89.691 1.00 30.61
CB SERA 7 122,845 79.545 §9.201 1.00 28.86
OG SERA. 7 123.294 79.582 §7.863 1.00 27.61
C SERA 7 122281 78.127 91.160 1.00 31.29
O SERA 7 123.083 77.832 92.049 1.0031.69
N PHEA §& 121.030 78.513 91.396 1.0031.53
CA PHEA 8§ 120458 78.582 92.734 1.00 31.67
CB PHEA § 120.849 79.902 93.419 1.00 28.57
CG PHEA 8 120331 81.130 92.729 1.00 29.33
CDIPHEA 8 119.065 81.628 93.022 1.00 28.22
CD2ZPHEA §8 121,108 81.788 91.780 1.00 30.44
CEIPHEA 8§ 118577 82.762 92.381 1.0028.93
CE2PHEA & 120.629 82.928 91.129 1.00 30.65
CZ PHEA 8 119.360 83.415 91.431 1.00 30.94
C PHEA § 118,938 78.442 92,601 1.00 31,32
O PHEA & 118427 78.272 91.491 1.00 31.74
N GLUA 9 118220 78.509 93.717 1.00 30.64
CA GLUA 9 116770 78.342 93.691 1.0031.21
CB GLUA 9 116378 77.179 94.606 1.00732.64
CG GLUA 9 117.070 75.873 94271 1.0034.49
CD GLUA 9 116.903 74.828 95.358 1.00 38.18
OEl GLUA 9 117336 75.079 96.503 1.0038.47
OE2GLUA 9 116.339 73.751 95.067 1.0041.59
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ATOM
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76 € GLUA 9
77 0 GLUA 9
78 N ALAA 10
79 CA ALAA 10
80 CB ALAA 10
81 C ALAA 10
82 O ALAA 10
83 N TYRA Il
84 CA TYRA 11
85 CB TYRA 11
86 CG TYRA 11
87 CDLTYRA 11
88 CEI TYRA 11
89 CD2TYRA 11
90 CE2TYRA 11
91 CZ TYRA 11
92 OH TYRA 11
93 €C TYRA 11
94 O TYRA 11
95 N VALA 12
96 CA VALA 12
97 CB VALA 12
98 CGl VALA 12
99 CG2VALA 12
100 € VALA 12
101 O VALA 12
102 N ASPA 13
103 CA ASPA 13
104 CB ASPA 13
105 CG ASPA 13

106 OD1 ASPA 13

107 OD2 ASPA 13
108 C. ASPA 13
109 O ASPA 13
110 N ASPA 14
111 CA ASPA 14
112 CB ASPA 14
113 CG ASPA 14

114 OD1 ASPA 14
115 OD2 ASPA 14
116 C ASPA 14

117 O ASPA 14

118 N META 15
119 CA META 15
120 CB META 15

115.985 79.586 94.096 1.0030.31 A
116.473 80.423 94.848 1.002992 A
114.761 79.688 93.584 1.0029.73 A
113.868 80.803 93.890 1.002934 A
114.124 81.962 92.948 1.0026.09 A
112,427 80.322 93.751 1.0030.21 A
112.050 79.765 92.718 1.0030.72 A
111.626 80.536 94.791 1.0029.57 A
110.231 80.113 94.776 1.002943 A
110.021 78.932 95725 1.003044 A
110991 77.797 95.533 1.0033.12 A
112.299 77.891 96.000 1.0033.76 A
113.198 76.850 95.830 1.0034.94 A
110.605 76.624 94.884 1.0033.69 A
111.498 75.576 94.707 1.003424 A
112.794 75.697 95.184 1.003491 A
113.690 74.669 95.017 1.0036.40 A
109.258 81.216 95.170 1.0029.54 A
109,588 82.109 95.955 1.0028.15 A
108.053 81.150 94.613 1.0029.47 A
107.010 82.113 94.940 1.0029.46 A
106.078 82.366 93.743 1.00:30.10 A
104.992 83.361 94.124 1.0029.98 A
106.876 82.890 92.579 1.0032.24 A
106:201 81.477 96.070 1.0028.46 A
105.343 80.631 95.824 1.0025.62 A
106.491 81.866 97.307 1.0029.17 A
105784 81.303 98.450 1.0030.71 A
106.729 81.161 99.644 1.0032.53 A
107.718 80.018 99.463 1.0034.63 A
107.279 78.892 99.144 1.00 34.80 A
108.932 80.236 99.641 1.0037.70 A
104.532 82.078 98.841 1.0031.18 A
103.755 81.629 99.683 1003097 A
104.336 83.238 98.225 1.0030.87 A
103.150 §4.039 98.485 (.0031.50 A
103.269 84.779 99.821 1.003246 A
101.909 85.116 100.424 1.0033.62 A

101.843 85.347 101.649 1.0036.34 A
100.906 85.154 99.678 1.0032.18 A
102.980 85.013 97.329 1.0031.67 A
103.902 85.208 96.543 1.0029.85 A
101799 85.611 97219 1.0032.37 A
101.502 86.533 96.133 1.0033.73 A
100.164 §7.234 96.390 1.0033.56 A
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142
143
144
145
146
147
148
149
150
151

152
153
154
155
156
157
158
159
160
161
162
163
164
165

CG META 15
SD META 15
CE META 15
C META 15
O META 15
N ASNA 16
CA ASNA 16
CB ASNA 16
CG ASNA 16
ODI ASNA 16
ND2 ASN A 16
C ASNA 16
O ASNA 16
N ILEA 17
CA ILEA 7
CB ILEA 17
CG2ILEA 17
CGLILEA 17
CDLILEA 17
C TLEA 17
O ILEA 17
N ILEA I8
CA ILEA 1§
CB ILEA 18
CG2ILEA 18
CGLILEA 18
CDIILEA 18
C ILEA 18
O ILEA 18
N THRA 19
CA THRA 19

CB THRA 19
OGI THRA 19
CG2THR A 19
C THRA 19
O THRA 19
N VALA 20
CA VALA 20
CB VALA 20
CG1 VAL A 20
CG2 VAL A 20
C VALA 20
O VALA 20
N LEUA 21
CA LEUA 21

NN T T o A

98.973 86.280 96.448 1.0034.69
98.875 85.188 95.009 1.0034.24
97.854 86.164 93.916. 1.0035.15
102.581 87.573 95.836 1.0035.41
102.766 87.960 94.679 1.0036.24
103.300 88.024 96.859 1.0035.22
104.337 §9.022 96.629 1.00 36.25
103.822 90.411 97.020 1.0039.08
103.778 90.615 98.523 1.00 42.46

103.350 89.732°99.272 1.00 43.85
104.212 91,788 98.972 1.00 44.44

105.644 88.736: 97.359 1.0035.90
106.409 89.657 97.645 1.0036.52
105.907 87.469 97.668 1.00:34.00
107.147 §7.129 98.347 1.0034.16
106.909 86.810 99.864 1.00 36.34
105.691 87.566 100.371 1.0036.74
106.741 85.312 100.097 1.00 36.64
108.046 84.618 100.447 1.00 38.52
107.860 85.975 97.643 1.0033.44
107.282 84919 97.386 1.00 33.60
109,125 86.207 97.312 1.00.31,77
109.948 85.225 96.626 1.0029.08
110,532 85.830 95.329 1.0029.42
111.555 84.881 94.710 1.00 28.45
109.392 86.136 94.354 1.00 30.22
109.813 86.934 93.139 1.00 30.93
111.090 84.758 97.523 1.00 28.86
111.914 85.563 97.963 1,00 28.83
111.132° 83.457 97.790 1.00 26.54
112.175 §2.873 98.625 1.0026.82

111.622 81.676 99.423 1.00 26.28

110.676 .82.152 100.387 1.00 27.58
112,730 80.931 100.129 1.00 23.40

113.353 82.421 97.762 1.00 28.70
113.213 81.546 96.502 1.0028.92
114.511 83.035 97.986 1.00 28.43
115711 82.704 97.229 1.0027.99
116.455 83.981 96.784 1.0027.52

117.790 83.621 96.140 1.0025.24
115.596 84.757 95.808 1.00:28.39

116.660 81.842 98.046 1.0028.73
117.109 82.239 99.120 1.00 29.24
116.957 80.654 97.537 1.00.29.19
117.869 79.743 98.215 1.0030.56
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AlUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

166 CB LEUA Z1
167 CG LEU A 21
168 CD1LEUA 21
169 CD2 LEUA 21
170 C LEUA 21
171 O LEUA 21
172 N ILEA 22
173 CA ILEA 22
174 CB 1LEA 22
175 CG2ILEA 22
176 CG1ILEA 22
177 CD1ILEA 22
178 C TLEA 22
179 O ILEA 22
180 N PROA 23
181 CD PROA 23
182 CA PROA 23
183 CB PROA 23
184 CG PROA 23
185 C PROA 23
186 O PROA 23
187 N ALAA 24
188 CA ALAA 24
189 CB ALAA 24

190 C ALAA 24
191 O ALAA 24
192 N GLUA 25
193 CA GLUA 25
194 CB GLUA 25
195 CG GLUA 25
196 CIY GLUA 25
197 OE1 GLUA 25
198 OE2 GLUA 25
199 C GLUA 25
200 O GLUA 25
201 N GLNA 26
202 CA GLNA 26
203 CB GLNA 26
204 CG GLNA 26
205 CD GLNA 26
206 OEl GLNA 26
207 NE2 GLNA 26
208 C GLNA 26
209 O GLNA 26
210 N LYSA 27
211 CA LYSA 27

L1/.23D 18.347 Y8.524 1.0U 298/
115.966 78.237 99.138 1.0032.42
115502 76.777 99.154 1.0030.46

116.204 78.746 100.561 1.00.30.26

119.166 79.674 97.426 1.00 31.70
119.170 79.363 96.234 1.0031.30

120.270 79.974 98.095 1.00 34.34

121.575 79.958 97.449 1.0036.70
122243 81.339 97.552 1.00:36.85
123.696 81.262 97.113 1.0037.70
121.463 82.333 96.694 1.0038.16
121.823 §3.761 96.946 1.0040.57

122.468 78.909 98.082 1.0037.28
122:652 78.893 99.298 1.00 38.17

123.033 78.010 97.262 1.0038.36
123.073 78.019 95.790 1.00 38.44
123.906 76.969 97.803 1.0039.36
124.468 76.299 96.547 1.00 39.32
124.404 77.386 95.515 1.00 39.88
124981 77.561 98.709 1.0039.94
125.581 78.589 98.395 1.0039.14
125.201 76.905 99,843 1.0041.93
126.176 77.348 100.831 1.00 43.24
126.438 76.223101.837 1.00 42.48

127.496 77.845 100.245 1.00 44,18
127.894 78.982 100.496 1.00 43.85
128.166 77.009 99.455 1.00 45.52
129.453 77.392 98.879 1.0047.10
130.176 76.160 98.317 L.00 49.60
129652 75.631 96.989 1.0053.94
128.198 75.212 97.047 1.0057.10
127.813 74.507 98.008 1.0057.48
127.442 75.580 96.120 1.00 58.98
129.391 78.483 97.815 1.0046.28
130.383 78.750 97.139 1.00 46.20
128,234 79.123 97.677 1.00 45.65
128.066 80.189 96.693 1,00 44.22
127.069 79.759 95.616 1.00 44.41
127.517 78551 94.818 1.0043.33
128.664 78.862 93.874 1.0042.34
129.344 77.957 93.391 1.0041.19
128.876 8(.145 93.597 1.00 39.81
127.568 81.454 97.373 1.00 43.92
127.354 82.478 96.726 1.00 42.91
127.397 81.372 98.687 1.0043.44
126.908 82.490: 99.483 1.00 44.97
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATYNA

212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227

CB LYSA 27
CG LYS A 27
CD LYSA 27
CE LYSA 27
NZ LYSA 27
C LYSA 27
O LYSA 27
N GLUA 28
CA GLUA 28
CB GLUA 28
CG GLUA 28
CD GLUA 28
OEl1 GLUA 28
OE2 GLUA 28
C GLUA 28
O GLUA 28

N ILEA 29
CA ILEA 29
CB ILEA 29
CG2ILEA 29
CGIILEA 29
CDIILE A 29
C ILEA 29
O ILEA 29
N META 30

7 CA META 30

CB META 30
CG META 30
SD MET A 30
CE MET A 30
C META 30
O META 30
N THRA 31
CA THR A 31
CB THR A 31
OGITHR A 31
CG2 THR A 31
C THRA 31
O THRA 3]
N PROA 32
CD PROA 32
CA PROA 32
CB PROA 32
CG PROA 32
C PROA 32

M DDA 2N

127.027 §2.148 100.970 1.0045.24 A
126.563 83.248 101.911 1.0045.64 A
126.689 82.798 103.359 1.0046.23 A
126.283 83.897 104327 1.0045.42 A
126.359 83.427105.738 1004495 A
127.591 83.833 99.212 1.0045.58 A
126.928 84.871 99.162 1.0044.73 A
128.907 83.821 99.031 1.00 46.60 A
129.632 85.065 98.795 1.0048.13 A
131.054 84.959 99.348 1.0049.39 A
131,121 84.597 100.824 1.0051.77 A
130.187 85.438 101.681 1.0052.63 A
130.208 86.682 101.552 1.005342 A
129437 84.849 102.489 1.0052.92 A
129.685 85483 97.331 1.0048.59 A
130.199 86.551 97.003 1.0048.76 A

129.152 84.643 96.452 1.0049.24 A

129.143 84.945 95.027 1.004883 A
129.587 83.717 94.210 1.0049.24 A
129491 84.014 92.718 1.0047.59 A
131.019 83.337 94.609 1.0048.82 A
131.516 82.038 94.006 1.004938 A

127.747 85.387 94.593 1.0048.94 A
127.531 86.554 94262 1.0049.51 A

126.802 §4.453 94.597 1.0048.66 A
125426 84.759 94.224 1.0047.600 A
124:668 83,454 93.974 1.0047.66 A
125.233 82672 92.794 1.0048.77 A
124.559 81.017 92.574 1.0049.76 A
126.043 80.098 92.197 1.0049.42 A
124.827 85.551 95385 1.0046.73 A
124.281 84.987 96.332 1.0045.70 A
124.941 86.871 95.297 1.0046.64 A
124.476 87.761 96.354 1.004585 A
125.673 §8.455 97.013 1.0045:56 A
126.330 §9.277 96.037 1.0044.15 A
126.658 87.427 97.552 1.0044.57 A
123.522 88.855 95.888 1.0045.20 A
123.359 89.082 94.690. 1.0045.13 A
122.879 §9.549 96.845 1.0044.68 A
122.846 89.220 98.282 1.004460 A
121.939 90.634 96.543 1.0044.42
121.373 90.998 97.916 1.0044.75
121.492 89.731 98.692 1.00 44.71
122.687 91.809 95918 1.0044.28 A
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2ALIIVE
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

Lo
258
259
260
261
262
263
264
265

266
267
268
269
270
271
272
273
274
275
276
2717
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302

UoI'nwenAa oL
N PROA 33
CD PROA 33
CA PROA 33
CB PROA 33
CG PROA 33
C PROA 33
O PROA 33
N PHEA 34

CA PHEA 34
CB PHE A 34
CG PHE A 34
CD1 PHEA 34
CD2 PHEA 34
CEIPHEA 34
CE2.PHE A 34
CZ PHEA 34
C PHEA 34
O PHEA 34
N ARGA 35
CA ARGA 35
CB ARGA 35
CG ARGA 35
CD ARGA 35
NE ARGA 35
CZ ARGA 35
NHI ARG A 35
NH2 ARG A 35
C ARGA 35
O ARGA 35
N LEUA 36
CA LEUA 36
CB LEUA 36
CG LEUA 36
CD1 LEUA 36
CD2 LEU A 36
C LEUA 36
O LEUA 36
N GLUA 37
CA GLUA 37
CB GLUA 37
CG GLUA 37
CD GLUA 37
OE1 GLUA 37
OE2 GLU A 37
C GLUA 37

120,714 71.004 Z70.77Y 1. UV 40.00
121.956 92.752 95.306- 1.00 44.46
122.505 94.066 94.938 1.0044.06
120.493 92,756 95.182 1.0043.69
120.181 94.197 94.774 1.0044.18
121.362 94.977 95.283 1.00 44.22
119.993 91.761 94.139 1.00 42.68
120.666 91.510 93.136 1.00:42.14
118.815 91.193 94.385 1.00 41.60

118.207 90.256 93.449 1.00 40.47
117.544 89.088 94.179 1.0038.35
118.495 88.242 94.968 1.00 35.79
118.628 88.420 96.341 1.00 35:56
119:254 87.263 94.343 1.00 34.24
119.504 87.630 97.081 1.00 34.91
120.136- 86.467 95.073 1.00 35.66
120.260 86.652 96.446 1.00 34.69
[17.141 91.020 92.680 1.0041.22
116.614 92.018 92.173 1.0041.07
116.824 90.559 91.476. 1.00 41.76
115.806 91.219 90.666 1.00 42.95
116.457 92.155 89.643 1.0042.63
117.326 93.242 90.252 1.0043.53
117.880 94.167 89.180 1.00 44.00
116.837 94.987 §8.570 1.0045.22
116.198 95.973 §9.194 1.00 45.07

116.497 96.268 90.454 1.00 45.99
115.264 96.668 §8.559 1.00 43.06

114:950 90.194 89.940 1.0042.60
115.440 §9.141 89.534 1.0042.68
113668 90.506 89.788 1.00 43.04
112.734 89.625 89,099 1.00 44.77
111.347 89.722 §89.737 1.0045.16
110.261 88.804 89.172 1.00 44.99
110.536 87.368 89.586 1.00 44.69
108.903 89.250 89.685 1.00 4548
112.666 90.084 87.650 1.00 45.76
112:517 91.272 87.385 1.00 46.60
112.776 §9.150 §6.714 1.0047.94
112,740 89.499 §5.298 1.0049.94
114.125 89.292 84.676 1.0049.25
115.228 90.113 85.322 1.00 50.16
116.616 89.725 84.835 1.00 50.85
117.598 90.371 85.265 1.00 52.21
116.729 88.777 84.028 1.00 49.90
111.714 88.695 84.509 1.0051.61
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ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

303

304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331

O GLUA 37

N THRA 38
CA THRA 38
CB THR A 38
OG1 THR A 38
CG2 THR A 38
C THRA 38
O THR A 38
N GLUA 39
CA GLUA 39
CB GLUA 39
CG GLUA 39
CD GLUA 39
OE1 GLUA 39
OE2GLUA 39
C GLUA 39
O GLUA 39
N ILEA 40
CA ILEA 40
CB ILEA 40
CG2ILEA 40
CGITLE A 40
CDIILE A 40
C ILEA 40
O ILEA 40
N THRA 41
CA THRA 41
CB THRA 41
OG1 THR A 41
CG2THR A 41
C THRA 41
O THRA 41
N ASPA 42
CA ASPA 42
CB ASPA 42
CG ASPA 42
OD1 ASPA 42
OD2.ASP A 42
C ASPA 42

2 O ASPA 42

N PHEA 43

CA PHEA 43
CB PHEA 43
CG PHEA 43
CD1 PHEA 43

108.943 92.045 79.652 1.00 65.47

111:407 87.550 84.847 1.0050.85 A

111.190 89.311 83.453 1.00 54.61 A
110.214 88.672 82.578 1.0057.52 A
108.849 88.485 83.309 1.0058.18 A
108.467 87.104 83.251 1.00 58.77
107.754 89.321 82.673 1.00.58.05

110.053 89.522 §1.314 1.0059.04

L10.619 90.610 §1.231 1.00 58.72
109303 89.009 80.338 1.0061.78
109.049 §9.688 79.061 1.0063.71
107.542 §89.702 78.774 1.0064.30
106.697 90.407 79.825 1.00 64.97
105.504 89.583 80.264 1.0065.10
105.713 88.488 80.827 1.00 65.23
104.358 90.027 80.046 1.00 65.73

109.612 91.108 78.991 1.00 64.83

110.629 91.348 78.341 1.0065.93

109.387 93433 79.696 1.00 66.35
108.268 94.401 79247 1.0066,17
108.328 94.602 77.743 1.00 66.73
106.896 93.861 79.667 1.00 65.74
106.671 93.804 81.161 1.0064.36

g
S s >>>>>>>>>>>>>

109.758 93.733 §1.142 1.0067.16 A
110.375 94,755 §1.452 1.0067.66 A

109380 92.803 82.013 1.0067.15 A
109.612 92.894 §3.447 1.0066.42 A
108.866 91.760 84.183 1.0066.31 A
107.461 91.889 83.948 1.00 6774 A
109.134 91.805 85.678 1.0067.02 A

111.074 92.846 83.875 1.00 65.60 A

111.892 92,139 83.287 1.006587 A

111.373 93.609 84,921 1.006452 A
112,701 93.682 85.518 1.0062.03 A
113.734 94.194 84.519 1.0063.58 A
115.139 94.178 §5.089 1.0065.32 A
115.406 94.938 86.043 1.0065.65 A
115.975 93.396 84.589 1.0067.19 A

112.602 94.635 86.696 1.005923 A

112.914 95817 86.582 1.0058.83 A

112.154 94.108 87828 1.0056.72 A
[11.984 94.910 §9.028 1.0054.68 A
110.538 94.805 89.522 1.0054.97 A
109.520 95.309 88.539 1.0056.22 A
109.390 94.722 87.286 1.0057.40 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM

ATIYRA

380
381
382
383
384
385
386
387
388
389
390
391
392

202

8 CD2 PHE A 43

CE1 PHE A 43
CE2PHEA 43
CZ PHEA 43
C PHEA 43
O PHEA 43
N PROA 44
CDh PROA 44
CA PROA 44
CB PROA 44

§ CG: PROA 44

C PROA 44
O PROA 44
N LEUA 45
CA LEUA 45
CB LEUA 45
CG LEUA 45
CD1LEUA 45
CD2 LEU A 45
C LEUA 45
O LEUA 45
N ALAA 46
CA ALAA 46
CB ALAA 46
C ALAA 46
O ALAA 46
N VALA 47
CA VALA 47
CB VALA 47
CG1VALA 47
CG2 VALA 47
C VALA 47

O VALA 47
N ARG A 48
CA ARG A 48
CB ARG A 48
CG ARG A 48
CD ARG A 48
NE ARG A 48
CZ ARG A 48
NHI1 ARG A 48
NH2 ARG A 48
C ARGA 48
O ARGA 48
N GLUA 49

MK ATTT A AD

108.681 96.367 88.872 1.0057.59 A
108.438 95.181 86.377 1.0058.18 A
107.725 96.835 87.971 1.0057.80 A
107.604 96.240 86.721 1.0057.75 A
112.930 94.488 90.145 1.00 52.78 A
113.519 93.405 90.102 1.0053.25 A
113.093 95352 91.161 1.0050.32 A
112,616 96.747 91.217 1.0049.06 A
113.970 95.064 92298 1.004846 A
114.284 96451 92.837 1.0048.40 A
112,985 97.161 92.629 1.0048.00 A
113.260 94.199 93332 1.00:46.64 A
112.032 94.125 93.349 1.0045.99 A
114.039 93.552 94.191 1.0044.56 A
113.486 92.706 95.239 1.004286 A
113.804 91.233 94966 1.0041.22 A
113.167 90.58% 93.733 1.0040.07 A
113.623 89,142 93.626 1.0038.96 A
111.655 90.666 93.836 1.0039.02 A
114.067 93.109 96.586 1.0042.81 A
115.284 93.113 96.771 1.0042.89 A
113.193 93448 97.525 1.0042.14 A
113.623 93.854 98.855 1.0040.81 A
112.614 94.828 99.453 1.003984 A
113,774 92.636 99.754 1.0040.61 A
112.908 91.762 99.778 1.00 40.86 A
114.880 92.581 100487 1.0040.37 A
115.147 91.474 101.394 1.0040.30 A
116.665 91.239 101.551 1.0040.27 A
116.927 90.137 102,578 1.0039.03 A
117.273 90.871 100.205 1.0039.84 A
114.544 91.753 102.766 1.0041.25 A

115.034 92,601 103.508 1.0042.46 A
113.471 91.042 103.095 1.0041.56 A
[12.810 91.211 104.382 1.0043.02 A
111.405 90.613 104.336 1.0043.66 A
110.755 90.464 105.705 1.0044.35 A
109.463 89.684 105.599 1.0044.37 A
108.483 90.389 104,781 1.0044.46 A
107.371 89.836:104.310 1.0044.86 A

107.100 88.562 104.572 1.0045.62 A
106.525 90.562 103.592 1.0043.96 A

113.619 90.531 105.482 1.0043.40 A
113.658 90.998 106.619 1.0044.15 A
114.250 89.416 105.141 1.0043.34 A
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Arum
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

27
394
395
396
397
398
399
400
401
402
403
404
405
406
407
408
409
410
411
412
413
414
415
416
417

418
419
420
421
422
423
424
425
426
427
428
429
430
431
432
433
434
435
436
437
438

LA LY A 17

CB GLUA 49
CG GLUA 49
CD GLUA 49
OE1 GLUA 49
OE2 GLUA 49
C GLUA 49

O GLUA 49

N GLUA 50

CA GLUA 50
CB GLUA 50
CG GLUA 50
CD GLUA 50
OE1 GLUA 50
OE2 GLU A 50
C GLUA 50

O GLUA 50

N TYRA 51

CA TYRA 51
CB TYRA 51
CG TYRA 51
CDITYRA 51
CEITYRA 51
CD2TYRA 51
CE2TYRA 51

CZ TYRA 51
OH TYR A 51
C TYRA 51
O TYRA 51
N SERA 52
CA SERA 52
CB SERA 52
OG SER A 52
C SERA 52
O SERA 52
N LEUA 53
CA LEUA 53
CB LEUA 53
CG LEUA 53
CDETEUA 53
CD2 LEUA 353
C LEUA §3
O LEUA 53
N GLUA 54
CA GLUA 54
CB GLUA 54

1ED.UDY 00070 TUUZ0 1.UY 40,01
114.190 88.033 107.167 1.00 45.48
113.265 86.947 106.662 1.00 47.79
112.373 86.395 107.763 1.00 51.49
112.907 85.988 108.823 1.00:50.16
111.137 86.368 107.566 1.0052.91

115.897 87.639 105.382 1.0043.59

115.591 87.251 104.252 1.0042.77

116.953 87.187 106.049 1.0042.31
117.856 86.194 105.491 1.0041.53
118.950 86.891 104.677 1.00 41.50
119.837 87.825105.497 1.00 40.46
120.856 88.569 104.651 1.00 39.23
120.485 89.550 103.970 1.00.38.19
122.035 88.164 104.663 1.0040.01

118.485 85.382 106.615 1.0041.78

118.803 85.918 107.674 1.0040.43

118.658 84.087 106.383 1.0043.05
119.252 83.209 107.380 1.00 44.63
118.259 82.944 108.518 1.0042.61
116,910 82,403 108.095 1.00 42.40
116.731 81.046 107.831 1.00 43.28
115.476 80.539 107.476 1.00 44,10
115.803 83.247 107.989 1,0042.06
114548 82.754 107.637 1.00.43.06

114.391 81.400 107.384 1.00 43.81
113.148 80.903 107.056 1.00:45.73
119730 8§1.900 106.763 1.00.46.83
119.276 81.499 105.690 1.00 45.89
120.649 81.238 107.456 1.00 48,97
121.235 79.997 106.978 1.0051.68
122.640 79.844 107.565 1.0052.76
123.214 78.600 107.209 1.00 55.13
120.439 78.725 107.246 1.00 53.34
119.793 78.578 108.285 1.00 54.02
120.503 77.810 106.284 1.00 54.71
119.840- 76.514 106.367 1.00 55.74
118.836. 76.340 105.226 1.00 55.23
117.533 77.140 105.311 1.00 55.28
117.833 78.626 105.356 1.00 55.55
116.657 76.808 104.113 1.00 54.71
120,934 75.463 106.252 1.00 56.68
122.078 75.793 105.946 1.00 57.60
120.587 74.203 106.489 1.00 57.49
121.562 73.120 106.426 1.00 58,37
120.868 71.795 106.108 1.00:61.35
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AITOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATONM

439
440
441
442
443
444
445
446
447
448
449
450
451
452
453
454
455

456
457
458
459
460
461
462
463
464
465
466
467
468
469
470
471
472
473
474
475
476
477
478
479
480
481
482

483
494

CG GLUA 54
CD GLUA 54
OEl GLUA 54
OE2 GLUA 54
C GLUA 54
O GLUA 54
N ALAA 55
CA ALAA 55
CB ALAA 55
C ALAA 55
O ALAA 55
N LYSA 56
CA LYSA 56
CB LYSA 56
CG LYSA 56
CD LYS A 56
CE LYS A 56

NZ LYSA 56
C LYSA 56
O LYSA 56
N TYRA 57
CA TYRA 57
CB TYRA 57
CG TYRA 57
CDITYRA 57
CEITYRA 57
CD2TYRA 57
CE2ZTYRA 57
CZ TYRA 57
OH TYRA 57
C TYRA 57
O TYRA 57
N LYSA 58
CA LYSA 58
CB LYSA 58
CG LYSA 38
CD LYS A 58
CE LYSA 38
NZ LYS A 58
C LYSA 58
O LYSA 58
N TYRA 59
CA TYRA 59
CB TYRA 59

CG TYRA 59
CDTTYVR A RQ

121.817 70.602 106.089 1.0064.78
122,579 70.439 107.397 1.0067.45
121.929 70.214 108.443. 1.00 68.66
123.827 70.538 107.382 1.00 67.89
122.693 73.348 105.423 1.00.57.65
123.855 73.484 105.809 1.00 58.27
122.358 73.395104.139 1.0055.87
123.376 73.586 103.116 1.00 54.00
123,544 72.301 102.310 1,00 53.78
123.077 74.750 102.182 1.00-52.30
123.599 74.807 101.068 1.00:52.77
122.247 75.682 102.631 1.0049.35
121.903 76.825 101.799 1.0047.24
120.617 76.541 101.018 1.0046.55
120.648 75277 100.178 1.0045.96
119.303 75.034 99.522 1.00 45.42
119.255 73.679 98.846 1.0045.31

117.898 73.384 98.315 1.00 45.32
121.702 78.083 102.625 1.0045.65
121.478 78.015 103.832 1.00 46.18
121.803 79.233 101.970 1.00 43.01
121.575 80.500 102.642 1.00 42.42
122,722 81.483 102.413 1.00 42.23
122,617 82.705 103.297 '1.00 42.14
122.763 '82.603 104.684 1.00 42.50
122.627 83.723 105.508 1.0041.46
122.334 83.958 102.756. 1.00 42.83
122.196 85.082 103.569 1.00 42.35
122.342 84.958 104.941 1.00 41.84
122.198 86.070 105.737 1.00 39.76
120.301 81.025 102.007 1.00.41.54
120.207 81.134 100.785 1.0042.53
119322 81.344 102.844 1.00 40.57
118023 81.804 102,377 1.00 38.34
116.944 81.028 103.136 1.00 37.04
115.510 81.487102.921 1.0038.62
114.560 80.611 103.740 1.00 37.22
113.134 §1.121 103.692 1.00 38.41
112.219 80.271 104.501 1.0037.40
117.760 83.300 102.488 1.0038.84
118,208 83.957 103.429 1.00 39.56
117.033 83.826 101.505 1.0038.28
116.638 85.230 101.472 1.0038.39
117.288 §5.994 100.313 1.00 38.31

118.789 §6.130 100.366 1.00 39.75
110 A14 85 13Q 00 R40 1 NN G 8§
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PECRVITTE

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

TUT

485
486
487
488
489
490
491
492
493

494
495
496
497
498
499
300
501
502
503
504
505
506
507
508
509
510
511
512
513
514
515
516
317
518
519
520
521
522
523
524
525
526
527
528
529

LS L L LANEE D

CEITYRA 59
CD2TYRA 59
CE2TYRA 59
CZ TYRA 59
OH TYRA 59
C TYRA 59
O TYRA 59
N VALA 60
CA VALA 60

CB VALA 60
CG1 VAL A 60
CG2 VAL A 60
C VALA 60
O VALA 60
N CYSA 61
CA CYSA 6l
CB CYSA 61
SG CYSA 61
C CYSA 6l
O CYSA 61
N VALA 62
CA VALA 62
CB VALA 62
CG1VALA 62
CG2 VAL A 62
C VALA 62
O VALA 62
N SERA 63
CA SER A 63
CB SER A 63
OG SERA 63
C SERA 63
O SERA 63
N ASPA 64
CA ASPA 64
CB ASPA 64
CG ASPA 64
OD1 ASP'A 64
OD2 ASPA 64
C ASPA 64
O ASPA 64
N ALAA 65
CA ALAA 65
CB ALAA 65
C ALAA 65

FUTRVETS SEVICAT ST S 21t R TR VIV e

120.996 85279 99.853 1.0041.96
119.386. 87.274 100.901 1.00 40.29
120.769 87.427 100.914 1.0041.27
121.570 86.425100.385 1.0043.03
122.942 86.567 100.369 1.00 43.16
115.128 85.279 101.257 1.00 38.88
114.614 84.680 100.308 1.00 38.60
114,420 85.974 102.141 1.0037.61
112,979 86.119 102.004 1.00 35.06

112.261 86.061 103.373 1.00 33.72
110.752 86.224 103.184 1.00 30.67
112.562 84.736 104.059 1.00 30.00
H2.801 87.494 101.377 1.00:36.04
112.894 88.513 102.058 1.00:36.33
112.566 87.514 100.068 1.00 36.80
L12.416 88.766 99.338 1.00 3747
113.119 88.649 97.988 1.00 37.28
114.823 88.071 98.131 1.00 40.32
110.975 89.216 99.134 1.0038.27
110.039 88.422 99.212 1.00 38.68
110.811 90.506 98.864 1.00 38.89
109.498 91.088 98.650 1.0039.43
109.145 92.064 99.795 1.00 38.16
107.742 92.612 99.605 1.00.36.50
109.260 91.354 101.132. 1.00 38.06
109.464 91.841 97.324 1.00 41.49
110,407 92.553 96.981 1.0042.14
108.380 91.673 96.573 1.00:43.70
108.228 92.361 95.297 1.0046.67
107.868 91.374 94.181 1.00 46.64
106.559 90.857 94.354 1.00 50.52
107.120 93.392 95.444 1.0047.72
106.181 93.198 96.215 1.0048.71
107.235 94.492 94.711 1.0049.10
106.240 95.554 94.772 1.00 50.27
106.798 96.822 94.127 1.00 51.61
107.965 97.398 94.901 1.0052.12
108.645 98.303 94.372 1.00 53.00
108:195 96.947 96.044 1.00 52.26
104.965 95.129 94.066 1.00 50.49
103.863 95.294 94.588 1.00 50.52
105.123 94.578 92.871 1.0051.19
103.984 94.122 92.094 1.00 50.75
104.223 94.401 90.615 1.00:51.84
103.770 92.628 92.323 1.00 50.15
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM

O ALAA 65
N PROA 66

CD PROA 66
CA PROA 66
CB PROA 66
CG PROA 66
C PROA 66
0 PROA 66
N VALA 67
CA VALA 67
CB VALA 67
CGL VAL A 67
CG2 VAL A 67
C VALA 67
O VALA 67
N THRA 68
CA THR A 68
CB THRA 68
OGI THR A 68
CGZTHR A 68
C THRA 68
O THRA 68
N PHEA 69
CA PHE A 69
CB PHE A 69
CG PHEA 69
CD1 PHEA 69

7 CD2PHE A 69

CEL PHEA 69
CE2 PHE A 69
CZ PHEA 69
C PHEA 69
O PHEA 69
N GLYA 70
CA GLYA 70
C GLYA 70
O GLYA 70

7N LYSA 71

CA LYSA 71
CB LYSA 71

CG LYSA 71
CD IYSA 71
CE LYSA 71
NZ LYSA 71
C LYSA 71

104,726 91.849 92.337 1.0049.39
102,511 92.212 92.532 1.00 49.22

101.304 93.030 92.753 1.00.48.82
102.225 90.791 92.752 1.00:47.29
100.710 90.770 92.924 1.0048.04
100.434 92.100 93.569 1.00 48.20
102.684 89.987 91.538 1.00 45.53
102.544 90.439 90.401 1.0045.24
103.241 88.806 91.781 1.0043.11
103.723 87.956 90.700 1.00 40.06
104.346 86.659 91.259 1.00 40.00
104.911 85.819 90.126 1.00 40.59
105.433 86,999 92.258 1.00 39.79
102.594 87.588 89.742 1.00 38.83
101.466 87.335 90.163 1.0039.12
102.8399 87.570 88.450 1.00 36.61
101.911 87.222 87.438 1.0035.06
101.936 88.210 86.267 1.00 35.97
103.274 88.315 85.763 1.00 36.22
101.438 89.578 $6.721 1.0036.19
102.201 85.826 86.908 1.00 33.60
103.230 85.590 8§6.276 1.00 35.05
101,276 84.909 87.159 1.0030.89
101.432 83.524 86.751 1.00 28.63
100.558 82.642 87.640 1.0027.08
100.882 82,759 89.103 1.0025.99
100402 33.828 89.852 1.0023.80
101.693 81.812 §9.727 1.00 24.43
100.723 83.954 91.200 1.00 24.23
102.022 81.929 91.076 1.00 24.23
101.536 83.001 91.813 1.0023.93
101.153 §3.222 85.284 1.0028.19
100.403 83.931 84.612 1.0028.28
101.773 82.155 84.794 1.0027.66
101.582 81.763 83.411 1.0029.14
102.768 82.114 82.539 1.0028.84
102.896 81.621 §1.418 1.0029.13
103.638 82.973 83.057 1.0029.40
104.824 83.399 82.328 1.0031.04
104.834 §4.924 82.172 1.0033.80

103.724 85475 §1.290 1.0036.24
103.939 85.101 79.833 1.0037.57
102.787 85.584 78.964 1.00 39.11
102.599 87.057 79.063 1.0040.41
106.070 82.962 83.078 1.0031.42
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ATOM
ATOM
ATOM
ATOM
ATOM
AI'OM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

575
576
577
578
579
580
581

W
O o0
LUS I NO 1

584
585
586

608
609
610
611
612
613
614
615
616
617
618
619
A0

O LYSA 71
N ILEA 72
CA ILEA 72
CB ILEA 72
CG2ILEA 72
CGLILEA 72
CDIILEA 72
C ILEA 72
O ILEA 72
N HISA 73
CA HISA 73
CB HISA 73
CG HISA 73
CD2HISA 73
NDIHIS A 73

0 CE1HISA 73

NE2 HIS A 73
C HISA 73
O HISA 73
N CYSA 74
CACYSA 74
CB CYSA 74
SG CYSA 74
C CYSA 74
O CYSA 74
N VALA 75
CA VALA 75
CB VALA 75
CG1IVALA 75
CG2VALA 75

5 C VALA 75

O VALA 75
N ARGA 76

CA ARGA 76
CB ARGA 76
€G ARGA 76
CD ARGA 76
NE ARGA 76
CZ ARGA 76
NHI ARG A 76
NH2 ARG A 76
C ARGA 76

O ARGA 76

N ALAA 7]

CA ALAA 77
CR ATAA 77

106.098 82.976 84.308 1.00 31.35
107.097 82.560 82.336 1.00 32.04
108.342 82.134 82.952 1.0033.26
109.247 81.410 81.931 1.0033.42
110.638 §1.197 82.515 1.0032.27
108.615 80.067 81.553 1.0034.17
109:388 79.280 80.520 1.0035.59
109,067 83.355 83.513 1.00 34.96
109.299 84.331 82.805 1.00 35.13
109.407 83.299 84.794 1.0036.96
110.105 84.400 85.447 1.00 38.95
109.397 84.802 86.747 1.0041.62
108.086 85.493 86.543 1.00 43.82
106.891 85.336 87.160 1.00 43.83
107.921 86.528 85.648 1.0045.26
106.683 86.980 85.723 1.00 45.00
106.037 86.275 86.634 1.0044.45
111.539 84.017 85.781 1.00 38.32
111.847 82.850 86.014 1.00 38.29
112.412 85.015 85.805 1.00 38.26
113.809 84.793 86.138 1.00 38.92
114.707 85.056 84.919 1.00 38.99
114.560 83.861 §3.554 1.0039.93
114.214 85.729 87.277 1.0039.23
113.844 86.904 §7.289 1.0037.39
114944 85.195 88251 1.0039.61
115.439 86.008 §9.353 1.0040.12
115.101 85.403 90.738 1.00.39.52
113.597 85.383 90.941 1.0039.02
115.659 84.012 90.848 1.0042.29
116.952 86.078 89.152 1.00 40.60
117.632 85.057 89.013 1.0039.51
117.466 87.298 89.114 1.0042.29

118.881 87.529 88.884 1.0043.64
119.036 88.554 87.759 1.0045.09
120.458 88.980 87.492 1.00 50.21
120514 89.989 86.361 1,00 53.73
121.857 90.534 86,196 1.00 56,98
122.495 91.236 87.126 1.0058.18

121.911 91.481 88.293 1.00 59.11
123.718 91.693 86.890 1.00 58.95

119.625 88.004 90.124 1.0042.66
119.151 88.879 90.849 1.0043.59
120.794 87.416 90,360 1.0041.50

121.628 87.784 91.497 1.00 40.78
192 300 R4 566 02004 1.060 30.04
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aAL Nriva

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

621
622
623
624
625
626
627
628
629
630
631
632
633
634
635
636
637
638
639
640
641
642
643
644
645

646
647
648
649
650
651
652
653
654
655
656
657
058
659
660
661
662
663
664
0665

(O

C ALAA 77
O ALAA 77
N SERA 78

CA SERA 78
CB SERA 78
OG SERA 78
C SERA 78

O SERA 78

N SERA 79
CA SERA 79
CB SERA 79
OG SERA 79
C SERA 79

O SERA 79
N GLYA 80
CA GLY A 80
C GLYA 80
O GLYA 80
N HISA 81

CA HISA 81
CB HIS A 81
CG HIS A 81
CD2HIS A 81
NDI HISA 81
CEl HISA 8l

NE2 HIS A 81
C HISA 81
O HISA 81
N LYSA 82
CA LYSA 82
CB LYSA 82
CG LYSA 82
CD LYS A 82
CE LYSA 82
NZ LYSA 82
C LYSA 82
O LYSA 82
N THRA 83
CA THRA 83
CB THRA 83
OGITHRA 83
CG2THRA 83
C THRA 83
O THRA 83
N ASPA 84

Ll SV UM VN EaUV O L3UY e

122.607 88.868 91.047 1.0040.92
122.844 89.038 89.849 1.00 39.87
123.169 89.602 92.004 1.0040.85
124.121 90.658 91.680 1.0041.40
124.651 91.32(° 92.962 1.00 40.60
125422 90.421 93.747 1.00 40.76
125.285 90.083 90.876 1.0041.49
125.875 90.769 90.045 1.0041.60
125.600 88.814 91.129 1.00 42.28
126.689 88.126- 90.444 1.00 42.83
126979 86,791 91.129 1.0043.59
125.863 85.923 91.036 1.0044.81
126.381 87.874 88.973 1.0042.83
127.264 87.502 88.201 1.00°43.50
125127 88.069 88.586 1.0042.75
124,757 87.852 87.201 1.00 42.53
124.089 86.512 86.959 1.00.42.15
123.495 86.296 85.904 1.00 42.50
124.186 85.603 87.922 1.0041.85
123.558 84.299 87.767 1.0041.97
123.966 83.357 §8.902 1.00-43.31
125.420 83.004 88.902 1.0046.14
126.058 §1.857 88.507 1.00 47.85
126.404 83.895 89.271 1.0046.87
127.586 83.314 89.164 1.0047.04

127.404 82.077 88.739 1.0049.03
122.042 84.463 87.756 1.00 40.59
121.510 85.471 88.223 1.0040.52
121.350 83.471 87.211 1.0038.88
119.897 83.507 87.143 1.0037.83
119.432 84.026 §5.779 1.0037.66

119.845 85.447 85.483 1.00 39.64

119.299 8§5.904 §4.143 1.0041.73
119.764 87.316 83.821 1.0042.18
119.147 87.828 82.566 1.00:43.56
119.322 82.123 87.360 1.00 35.64
120.042 81.125 87.339 1.0034.49
118.013 82.080 §7.572 1.00 34.25

117.295 80.833 §7.771 1.0033.00

117.462 80.299 §9.217 1.00.33.28

116.980 78.951 89.288 1.0034.63
116,686 §1.143 90.198 1.00 32.68

115.827 81.127 §7.477 1,0032.51
115.385 82.278 87.571 1.00 31.89
115.082 80.098 87.090 1.00 30.76
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ATOM 666 CA ASPA 84 113.671 80.268 86.777 1.0030.18 A
ATOM 667 CB ASPA 84 113.174 79.121 85.900 1.0028.81 A
ATOM 668 CG ASPA 84 113.373 77.764 §6.548 1.0029.34 A
ATOM 669 ODLASPA 84 112413 76.965 §6.577 1.0030.95 A
ATOM 670 OD2ASPA 84 114492 77.490 87.025 1.002842 A
ATOM 671 C ASPA 84 112858 80.303 88.061 1.0029.78 A
ATOM 672 O ASPA 84 113.080 79.496 88.966 1.0029.68 A
ATOM 673 N LEUA 85 111.917 81.235 88.134 1.0028.78 A
ATOM 674 CA LEUA 85 111.070 81.357 89.311 1.0029.93 A
ATOM 675 CB LEUA 85 110.235 82.631 89.239 1.0030.53
ATOM 676 CG LEUA 85 110,085 83.444 90.525 1.0033.79
ATOM 677 CDILEUA 85 108.802 84.260 90.414 1.00 33.62
ATOM 678 CD2LEUA 85 110.049 82.539 91.751 1.0029.98
ATOM 679 C LEUA 85 110.133 80.161 89.366 1.0029.42
ATOM 680 O LEUA 85 109.252 §0.020 88.519 1.0029.56
ATOM 681 N GLNA 86 110.332 79.302 90360 1.00 29.16
ATOM 682 CA GLNA 86 109.504 78.118 90.536 1.0029.33
ATOM 683 CB GLNA 86 110.346 76.973 91.103 1.0028.89

- S

ATOM 684 CG GLNA 86 111.298 76.342 90.103 1.0028.39
ATOM 685 CD GLNA 86 112.231 75.343 90.753 1.0028.31
ATOM 686 OE1 GLNA 86 113.396 75.644 91.021 1.0026.61
ATOM 687 NE2GLNA 86 111.718 74,149 91.027 1.0029.36
ATOM 688 C GLNA 8 108312 78390 91.459 1.0031.17
ATOM 689 O GLNA 86 108.221 79.451 92.080 1.0031.38
ATOM 690 N ILEA 87 107411 77.415 91.540 1.0031.26
ATOM 691 CA ILEA 87 106.211 77.503 92.364 1.00 31.49
ATOM 692 CB ILEA 87 105.130 76.505 91.874 1.0032.58
ATOM 693 CG2ILEA 87 103.783 76.838 92.514 1.00 31.64
ATOM 694 CGLILEA 87 105.007 76.572 90.345 1.0031.86
ATOM 695 CDITLEA 87 104.224 75427 89.735 1.00 27.73
ATOM 696 C ILEA 87 106516 77.190 93.828 1.00 31.66
ATOM 697 O ILEA 87 107.175 76.197 94.140 1.00 33.04
ATOM 698 N GLY A 88 106.035 78.046 94.722 1.0029.98
ATOM 699 CA GLYA 88 106.254 77.831 96.139 1.00:28.97
ATOM 700 C GLY A 88 104.960 77.427 96.821 1.0028.26
ATOM 701 O GLY A 88 104.138 76.724 96.233 1.0028.80
ATOM 702 N ALAA 89 104.768 77.874 98.057 1.0026.21
ATOM 703 CA ALAA 89 103.557 77.542 98.797 1.00 24.87
ATOM 704 CB ALAA 89 103.840 77.570 100.297 1.0024.93
ATOM 705 C ALAA 89 102.436 78.516 98.456 1.0023.75
ATOM 706 O ALAA 89 101.327 78.404 98.975 1.0023.96
ATOM 707 N VALA 90 102.727 79.465 97.572 1.0023.58
ATOM 708 CA VALA 90 101.753 80.478 97.172 1.00 22.81
ATOM 709 CB VALA 90 102.305 81.332 96.009 1.0022.73
ATOM 710 CG1'VALA 90  102.423 80.473 94.735 1.00 19.42
ATOM 711 CG2VALA 90 101.409 82.544 95.780 1.0020.49

5 > >



713
714
715
716
717
718
719
720
721

722
723
724
725
726
727
728
729
730
731
732
733
734
735
736
737
738
739
740
741
742
743
744
745
746
747
748
749
750
751
752
753

712 C VALA 90 100411 79.874 96.750 1.0023.83

0O VALA 90
N ILEA 91
CA ILEA 91
CB ILEA 91
CG2ILE A 91
CGIILEA 91
CDIILE A 91
C ILEA 91
O ILEA 91

N ARGA 92
CA ARGA 92
CB ARGA 92
CG ARGA 92
CD ARG A 92
NE ARGA 92
CZ ARGA 92
NHI1 ARG A 92
NH2 ARG A 92
C ARGA 92
O ARGA 92
N THRA 93
CA THRA 93
CB THRA 93
OG1 THRA 93
CG2THRA 93
C THRA 93
O THRA 93
N ALAA 94
CA ALAA 94
CB ALAA 94
C ALAA %4
O ALAA 94
N ALAA 95
CA ALAA 95
CB ALAA 95
C ALAA 95
O ALAA 95
N PHEA 96
CA PHE A 96
CB PHE A 96
CG PHEA 96
CD1 PHEA 96
CD2 PHEA 96
CE1PHE A 96

99.358 80.480 96,931 1.0024.29
100:468 78.674 96.186 1,00 23.92
99.294 77.946 95.706 1.00 24.54
99.718 76.599 95.132 1.0024.87
100423 76.797 93.794 1.0024.01 A
100.614 75.907 96.168 1.0027.14 A
101.029 74.520 95.835 1.0030.80 A
98.238 77.660 96766 1.0023.37 A
97.054 77.564 96.458 1.0022.93 A

A S

98.674 77.505 98.009 1.0024.62 A
97.767 77.196 99.107 1.0026.53 A
98.463 76.254 100.097 1.0027.20 A
98.753 74867 99.533 1.0029.06 A
99.233 73.911 100,618 1.0031.93 A
100.628 74.133100.992 1.00 33.57 A
101.669 73.794100.237 1.0033.46 A
102.904 74.033 100.655 1.0034.45 A
101.475 73.211 99.064 1.0031.91 A
97.218 78.409 99.857 1.0027.58 A
96.557 78.251 100.886 1.0029.59 A
97.480 79.611 99346 1.0027.10 A
97.010 80.837 99.995 1.0025.81 A
97.927 82.026 99.691 1.0024.50 A
97.868 82.316 98.290 1.0023.82 A
99.359 81.720100.097 1.0022.99 A
95.610 81.234 99.550 1.002621 A
95.196 80.947 98.425 1.0027.36 A
94.894 81.918 100.437 1,00 24.60 A
93.539 82.371 100.150 1.0022.54 A
92.934 83.027 101.392 1.0022.77 A
93.554 83.359 98.996 1.0021.67 A
92.635 83.392 98.179 1.0021.39 A
94.608 84.167 98.933 1.0020.79 A
94.732 85.165 97.878 1,.0020.19 A
95.940 86.047 98.143 1.0018.24 A
94.856 84.497 96.511 1.0020.85 A
94.257 84.942 95528 1.0021.10 A
95.645 83.430 96.450 1.002091 A
95.836 82708 95206 1.0019.94 A
96.889 81.615 95397 1.002242 A
97.234 80.879 94.133 1.0022.55 A
98.168 81.398 93.244 1.0022.69 A
96.609 79.676 93.821 1.0022.13 A
98.476 80.725 92.058 1.0024.90 A
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ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

757
758
759

760
761
762
763
764
765
766
767
768
769
770
771
772
773
774
775
776
777
778
779
780

790
791
792
793
794
795
796
797

798
799
800
801

CE2PHE A 96
CZ PHEA 96
C PHEA 96

O PHEA 96
N ASPA 97
CA ASPA 97
CB ASPA 97
CG ASPA 97
OD1 ASPA 97
OD2 ASPA 97
C ASPA 97
O ASPA 97
N ASPA 98
CA ASPA 98
CB ASPA 98
CG ASPA 98
OD1 ASPA 98
OD2 ASP A 98
C ASPA 98
O ASPA 98
N GLUA 99
CA GLUA 99
CB GLUA 99
CG GLUA 99
CD GLUA 99
OEL GLUA 99
OE2 GLU A 99
C GLUA 99

50 GLUA 99

N PHEA 100
CA PHE A 100
C3 PHE A 100
CG PHE A 100
CD1 PHE A 100
CD2 PHE A 100
CE1 PHEA 100
CE2 PHE A 100
CZ PHE A 100
C PHEA 100
O PHEA 100
N TYRA101

CA TYRA 101
CB TYRA101
CG TYRA 101
CD1ITYRA 101

96.911 78997 92.636 1002204 A
97.843 79.522 91.757 1.0022.51 A
94.504 82.078 94,783 1.0020.04 A
94.120 82.131 93.615 1.00.17.39 A
93.801 81.491 95.748 1.0020.36 A
92.518 80.847 95484 1.0021.31 A
91.968 80.222 96.773 1.0021.73 A
91.578 78.757 96.604 1.0021.70 A

91.557 78.252 95456 1.0021.72 A

91.282 78.109 97.628 1.0021.86 A
91.491 81.829 94.923 1.0021.94 A
90.819 81.538 93937 1.0021.62 A
91.367 82.994 95.551 1.0024.51 A
90.397 83.988 95.100 1.0026.34 A
90.237 85.084 96.160 1.0030.39 A
89.466 84.601 97.387 1.0033.78 A

89.370 85.357 98.379 1.0033.77 A

88.950 83.460 97.354 1.0035.82 A
90.756 84.595 93.751 1.0026.15 A
89.881 85.031 93.005 1.0026.97 A
92.043 84.613 93.430 1002631 A

92.496 §5.162 92.156 1.0027.29

93.996 85.482 92.225 1.0029.58

94.675 85.738 90.869 1.00 36.43

94.216 87.023 90.185 1.00 40.64

94.732 87.326 §9.086 1.00 43,48

93.345 87.731 90.737 1.00 43.74
92.233 84.210 90.985 1.0026.16 A
91.858 84.643 89.899 1.002550 A
92.408 82912 91.209 1.002443 A

A
A
A
A
A
A

92.230 81.954 90.128 1.0024.07 A
93.501 81.117 89.984 1.0023.41 A
94.708 81.920 89.604 1.0021.35 A
95.657 82.274 90.559 1.0021.43 A

94,894 §2.331 88.286 1.0020.27 A

96.782 83.030 90.201 1.0022.94 A
96.010 83.086 87.916 1.001821 A
96.956 83.435 88.873 1.0021.17 A
91.022 81.026. 90.161 1.0022.79 A
90.871 80.188 89.274 1.0021.16 A

90.160 §1.159 91.161 1.0022.86 A

88.991 §0.290 91.213 1.00.23.01 A
88.068 80:660 92372 1.002138 A
86.768 79.897 92.306 1.0023.85 A
86.725 78.535 92.598 1.0023.47 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

802

804
805
806
807
808
809
810
811
812
813
814
815
816
817
818
819

CE1TYRA 101
CD2TYRA 101
CE2TYRA 101
CZ TYRA 101
OH TYR A 101
C TYRA10L
0O TYRA 101
N TYRA102
CA TYRA 102
CB TYRA 102
CG TYRA 102
CDITYRA 102
CE1ITYRA 102
CD2TYR A 102
CE2TYR A 102
CZ TYRA 102
OH TYRA 102
C TYRAI102
0O TYRA 102
N ASPA 103
CA ASPA 103
CB ASPA 103
CG ASPA 103
OD1 ASP A 103

y OD2 ASPA 103

C ASPA.103
O ASPA 103
N GLYA 104
CA GLY A 104
C GLYA 104
0O GLYA 104
N GLUA105
CA GLUA 105
CB GLUA 105

CG GLUA 105
CD GLUA 105
OEL'GLUA 105
OE2 GLUA 105
C GLUA 105

O GLUA105

N LEUA 106

CA LEUA 106
CB LEUA 106
CG LEUA 106
CDILEUA 106
CD2 LEU A 106

85.552 77.800 92.450 1.0023.95
85.594 80.515 91.866 1.00.23.68
84.413 79.789 91.713 1.00 25.67
84.404 78.428 92.007 1.0025.81
83:255 77.692 91.844 1.0027.38
88.204 §0.401 §9.911 1.0022.67
87.875 §1.503 89.475 1.0022.63
87.905 79.258 §9.3000 1.0023.02
87.154 79.214 88.046 1.0021.50
87.971 78.498 86.967 1.0020.67
87.249 78312 85.651 1.00 20.49
86.855 79.410 84.881 1.00 20.44
86.215 79.238 83.649 1.0020.13
86.982 77.035 85.161 1,00 21.83
86.344 76.851 83.933 1.0022.48
85.967 77.956 83.184 1.0021.43
85.369 77.766- §1.964 1.0024.58
85.834 78.484 §8.268 1.0022.33
85.809 77.345 88.740 1.0023.05
84.738 79.137 87.901 1.0023.29
8§3.411 78.571 88.092 1.00 23.76
82467 79.665 88.590 1.00 28.08
81.229 79.105 89.260 1.00 32.52
81.377 78.312 90.216 1.00 35:06
80.109 79462 §8.837 1.0037.22
82.793 77.885 86.876 1.0021.88
81.664 77.407 86.956 1.00.20.91
83.524 77.823 85.763 1.00 19.92
82.996 77.191 84.564 1.0019.07
83.211 75.688 84.543 1.0021.38
83.587 75.099 85.561 1.0020.21
82.963 75.048 §3.402 1.0020.58
83.173 73.608 83.332 1.0020.82
82.115 72.907 82.463 1.0021.89

81.974 73.382 81.039 1.0028:49
81.038 72:481 80.226 1.0031.55
80.447 72.967 79.238 1.00 31.48
80.903 71.282 80.569 1.00 31.47
84.569 73.267 82.839 1.00 18.34
85.156- 73.970 §2.009 1.00 18.85
85.099 72.182 83.381 1.00 16.11
86.430 71.721 83.036 1.0016.23
87.298 71.691 §4.299 1.0016.52
87.510 73.065 84.953 1.00.17.21
88.077 72.907 86.362 1.00 17.28
88.437 73.895 84.078 1.00 16.89

A
A

A
A
A
A
A
A
A
A
A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

C LEUA106
O LEUA 106
N GLYA 107
CA GLY A 107
C GLYA 107
O GLYA 107
N ALAA 108
CA ALAA 108
CB ALAA 108

857 C ALAA 108

882
883
884
885
886

888
889
890
891
892

O ALAA108
N VALA109
CA VAL A 109
CB VAL A 109
CG1 VALA 109
CG2 VAL A 109
C VALAT09
O VALA 109
N TYRA110
CA TYRA L10
CB TYRA 110
CG TYRA 110
CDITYRA 110
CEITYRA 110
CD2TYRA 110
CE2 TYRA 110

CZ TYRA 110
OH TYRA 110
C TYRAI11O
O TYRAILLO
N THRAII1
CA THRA 111
CB THR A 111
OGl THRA 111
CG2THRA I11
C THRAIlL
O THRA1IlL
N ALAA112
CA ALAA 112
CB ALAA 112
C ALAAILI2
O ALAAILI2
N ASPA 113
CA ASPA 113
CB ASP A 113

86.329 70.336 82.428 1.00 16.05
85.318 69.652 82.597 1.00 15.88
87.377 69.930 §1.717 1.00 18.28
87.394 68.617 81.094 1.00 18.36
87.218 68.686 79.590 1.00 19.52
87.538 69.698 78.962 1.00 19.16
86.719 67.602 79.009 1.00 19.11
86.482 67.544 77.575 1.0020.28
86.866 66.160 77.036 1.00 16.64
85.003 67.837 77.297 1.0020.68
84.122 :67.058 77.671 1.0020.44
84.736 68.973 76.659 1.0021.31
83.370 69.366 76.332 1.0022.71
83.174 70.881 76.514 1.0025.86
81.702 71.253 76.334 1.0026.32
83.667 71.300 77.888 1.00 24.42
83.1537 68.980 74.875 1.0023.92
83.609 69.672 73.966 1.0023.61
82.462 67.865 74.673 1.0023:34
82.213 67.312 73.353 1.0024.37
82.058 65.797 73.468 1.0022.58
81.721 65.105 72.166 1.0021.36
82.728 64.683 71.297 1.00 19.47
§2.423 64.034 70.102. 1.00 20.02
80.393 64.866 71.805 1.0020.26
80,076 64.220 70.610 1.00 20,71

81.095 63.805 69.768 1.0020.62
80.789 63.147 68.607 1.0021:02
81.031 67.841 72.555 1.00.27.13
79.997 68.211 73.102 1.0029.62
81.220 67.833 71.240 1.0028.21
80.234 68.228 70.244 1.0028.32
80.358 69.723 69.841 1.0030.25
79:679 70.549 70.798 1.0031.34
79.765 69.953 68.474 1.00 30.59
80.653 67.363 69.061 1.0028.37
81.843 67.102 68.882 1.00 26.37
79.697 66.898 68.268 1.00 28.43
80.043 66.071 67.114 1.0029.90
78.777 65633 66.384 1.0030.09
80.949 66.855 66.164 1.0029.75
8§1.795 66.289 65.465 1.0027.74
80.767 68.168 66.164 1.0030.43
§1.524 69.061 65.299 1.0031.92
80.740 70.374 65.138 1.0036.28
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

893
894
895
896
897

859
900
901
902
903
904
905
906
907
908
909
910
911

912
913
914
915
916
917
918
919
920
921
922
923
924
925
926
927
928
929
930
931
932
933
934
935
936
937
938

CG ASPA 113
OD1 ASPA 113
OD2 ASPA 113
C ASPAI113
O ASPA 113
N HISA 114
CA HISA 114
CB HISA 114
CG HISA 114
CD2 HISA 114
ND1 HIS A 114
CELHISA 114
NE2 HISA 114
C HISA1l4
O HISA114
N THRA 115
CA THRA 115
CB THRAIIS
OGI THRA 115

CG2THRA 115
C THRA115
O THRA115
N VALA1l6
CA VAL A 116
CB VALA 116
CGLVALA 116
CG2 VAL A 116
C VALAL1l6
O VALALL6
N PHEA 117
CA PHEA 117
C3 PHEA 117
CG PHEA 117
CDIPHEA 117
CD2 PHE A 117
CELPHEA 117
CE2 PHEA 117
CzZ PHEA 117
C PHEA 117
O PHEAI117
N LYSA I8
CA LYSAI1IS
CB LYSA 118
CG LYS A 118
CD LYSA1LS
CE LYSA118

81.331 71.287 64.083 1.0040.61
80.773 72.384 63.873 1.0045.45
82.346 70.916 63.460 1.00-44.57

82.926 69.355 65.825 1.00 29.65

83.886 69.441 65.056 1.0028.88

83.041 69.498 67.141 1.0029.06

84.318 69.818 67.761 1.0025.28
84.637 71.296 67.527 1.0023.96
83.647 72.227 68.161 1.0024.37
83.577 72.734 69.416 1.00-23.30
82.526 72,686 67.502 1.00 23.88
81.810 73.435 68.322 1.00 23.12
82,425 73.479 69490 1.0022.81

84.291 69.553 69.267 1.0023.66
83.227 69.409 69.867 1.0022.88

85.473 69.518 69.872 1.0022.34

85.611 69.286 71.308 1.0021.14
86.259 67.910 71.603 1.00 18.57
85.357 66.866 71.223 1.0022.15

86.575 67.769 73.080 1.00:21.35
86.485 70.368 71.929 1.0020.53
87.553 70.690 71.410 1.0022.15
86.022 70.940 73.031 1.00 19.58
86.793 71.959 73.722 1.00 19.22
85.892 73.115 74.229 1.00 20.08
86.752 74.186 74.895 1.00 16.14
85.096 73.720 73.064 1.00 18.56
87.449 71.281 74.922 1.0020.72
86.775 70.597 75.692 1.0021.13
88.762 71.446 75.062 1.00 18.74
§9.485 70.863 76.183 1.00:17.87
90.755 70.145 75.715 1.0015.85
90.495 68.918 74.897 1.0014.71
90.468 68.982 73.508 1.00 15.14
90.274 67.694 75.517 1.0013.73
90.226 67.837 72.745 1.00 17.41
90,030 66.544 74.768 1.00 15.85
90.006: 66.611 73.379 1.00 13.38
89.865 71.967 77.152 1.0017.73
90.449 72.970 76.756 1.00 18.46
89.528 71.783 78.422 1.00 18.02
89.846 72.776 79.438 1.00 18.32
88.599 73.599 79.794 1.00 19.50
88.218 74.639 78.746 1.0020.86
87.057 75.513 79.213 1.0021.23
85.743 74.762 79.150 1.0023.53
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

939
940
941
942
943
944
945
946
947
948
949

950
951
952
953
954
955
956
957
958
959
960
961
962
963
964
965
966
967
968
969
970
971
972
973
974
975
976
977
978
979
980
981
982
983

NZ LYSA1L8
C LYSAI1ISR
O LYSA1I8
N VALA 19
CA VALA 119
CB VALA119
CG1' VAL A 119
CG2 VAL A 119
C VALAI19
O VALAII9
N TRPA 120

CA TRPA 120
CB TRPA 120
CG TRPA 120
CD2TRPA 120
CE2TRP A 120
CE3TRPA 120
CD1 TRPA 120
NEL TRP A 120
CZ2'TRP A 120
CZ3 TRPA 120
CH2 TRPA 120
C TRPA 120
O TRPA 120
N ALAA 121
CA ALAA 121
CB ALAA 121
C ALAAI121
O ALAA 121
N PROA122
CD PROA122
CA PROA 122
CB PROA 122
CG PROA 122
C PROA122
O PROAI122
N ALAA 123
CA ALAA 123
CB ALAA 123
C ALAAI123
O ALAA 123
ALAA 124
CA ALAA 124
CB ALAA 124
C ALAA124

N

84.613 75.561 79.700 1.00 24.59
90.418 72.156 80.702 1.00:17.97
89.902 71.155 81.211 1.00 17.57
91.496 72.754 81.198 1.00 16.68
92.134 72.291 82.418 1.00 15.97
93.327 71.351 82.124 1.00 17.38
94.332 72.042 81.216 1.00 16.22
93.982 70.925 83.441 1.00 13.98
92.616 73.487 §3.233 1.00 16.83
93.126 74.469 82.689 1.00 17.25
92.437 73.396 84.543 1.00 16.58

92.828 74.453 85.461 1.00 16.37
91.882 74.431 B6.666 1.00 16.09
91.984 75.607 87.582 1.0017.02
92.508 75612 88.919 1.00 15.56
92,401 76,934 89.403 1.00 1542
93.058 74.628 89.752 1.0017.34
91.593 76.887 87.319 1.00 15,09
91.840 77.690 88.407 1.00 16.25
92.825 77.302 90.686 1.00 16.00
93.483 74.991 91.034 1.0017.14
93.362 76.320 91.485 1.00 19.44
94.276 74.224 §5.902 1.00 16.84
94.572 73.271 86:625 1.00 19.45
95.178 75.092 85.454 1.0017.70
96.596 74.984 85.801 1.00 18.79
97.347 74.198 84.719 1.0018.20
97.185 76.384 85.944 1.00 19.20
98.060 76.784 85.177 1.0019.22
96.721 77.139 86.953 1.00 18.36
95.805 76.653 88.001 1.00 18.82
97.160 78.507 87.239 1.0018.73
96.333 78.879 88.476 1.00 19.96
96.141 77.551 89.167 1.00 19.63
98.659 78.731 87451 1.00 19.67
99.199 79.761 87.037 1.00 19.95
99.333 77.777 88.088 1.0020.14
100.762. 77.920 88.367 1.00 19.76
101.130- 77.140 89.636 1.00 19.74
101.647 77.476 87.214 1.00 19.78
102.853 77.703 87.230 1.00 19.92
101.045 76.842 86.215 1,00 20.36
101.788 76.369 §5.058 1.00 19.51
100.965 75.320 84.311 1.00 18.32
102.141 77.529 84.126 1.00 18.99

A
A
A
A

A

A

A

A
A
A
A

e T T

>>>>>>>>>>>>>>>>>>

HoP P

A

DK/EP 2662445 T3



AIOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM

Y84 O ALAALZ4
985 N THR A 125
986 CA THR A 125
987 CB THR A 125

988 OG1 THR A 125
989 CG2THR A 125
990 C THRA 125
991 O THRA 125
992 N SERA 126
993 CA SERA 126
994 CB SER A 126
995 OG SERA 126
996 C. SER A 126
997 O SERA 126
998 N ALAA 127
999 CA ALAA 127
1000 CB ALA A 127
1001 C ALAA 127
1002 O ALAA 127
1003 N ALAA 128
1004 CA ALAA 128
1005 €B ALAA 128
1006 C ALAA128
1007 O ALAA 128
1008 N° VAL A 129
1009 CA VAL A 129
1010 CB VAL A 129
1011 CGLVAL A 129
1012 CG2 VAL A 129
1013 € VALA129
1014 O VAL A 129
1015 N LYS A 130
1016 CA LYS A 130
1017 CB LYSA 130
1018 CG LYSA 130
1019 €D LYS A 130
1020 CE LYS A 130
1021 NZ LYS A 130
1022 C LYSA 130
1023 O LYSA 130
1024 N LEU A 131
1025 CA LEUA 131

1026 CB LEUA 131
1027 CG LEUA 131
1028 CD1 LEU A 131

101.615 78.641 84.273 1.00 18.41
103.041 77.266 §3.179 1.00 16.29
103.457 78.280- 82.205 [.00 17.53
104.984 78.539 82.236 1.00 16.64

165,687 77.298 82.084 1.00 16.36
105.388 79.213 §3.548 1.00 15.04

103.095 77.832 80.796 1.00 18.80
103.259 78.579 79.828 1.00 17.99
102,597 76.606 80.680 1.00 17.39
102,227 76.094 79.375 1.00 18.81
103.482 75.903 78.522 1.00 18.31
103.153 75.897 77.153 1.00 23.44
101.479 74.778 79.526 1.00 17.88
101631 74.075 80.522 1.00 17.38
100.659 74.459 78.534 1.00 16.91
99.881 73.238 78.568 1.00 18.10
98.606 73450 79.376 1.00 16.60
99.531 72.819 77.156 1.00 17.36
99.497 73.642 76.244 1.0019.18
99.269 71.529 76.990 1.00 17.64
98.909 70,977 75.695 1.00 18.62
100.171 70.603 74.910 1.00 16.86
98.046 69.746 75.900 1.00 18.40
98.068 69.125 76.971 1.00 17.84
97.275 69.402 74.876 1.00°18.22
96.446 68.217 74.949 1.00 18.22
94.985 68.525 74.566 1.00 17.92
94.896 68.986 73.112 1.00 14.81
94,133 67.297 74.804 1.00 16.09
97.044 67.186 73.995 1.00 18.98
97.393 67.510 72.858 1.00 20.74
97.191 65.952 74.469 1.00 19.33
97.758 64.892 73.647 1.00 18.97
98.889 64.168 74.383 1.00 19.55
99.489 63.046 73.546 1.0023.33
100.528 62.222 74.290 1.00 28.71
101.813 62.984 74.524 1.00 30.15
102.913 62.033 74.864 1.00:32.58
96.686 63.889 73.246 1.00 18.97
96.145 63.170 74.090 1.00 16.29
96.403 63.848 71.946: 1.00 16.61
95.394 62.967 71.376 1.00 18.79

94,559 63.742 70.351 1.00 18.64
93.899 65.029 70.860 1.00 19.28
93.420 65.860 69.685 1.00 19.96
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1029
1030
1031
1032
1033
1034
1035
1036
1037
1038
1039
1040
1041
1042
1043
1044
1045
1046
1047
1048
1049
1050
1051
1052
1053
1054
1055
1056
1057
1058
1059
1060
1061
1062
1063

1064
1065
1066
1067
1068
1069
1070
1071
1072
1073
1074

CD2LEU A 131
C LEUA 131
O LEUA 31
N SERA132
CA SERA 132
CB SERA 132
OG SERA 132
C SERA 132
O SERA132
N HISA133
CA HISA 133
CB HIS A 133
CG HISA 133
CD2 HIS A 133
ND1 HIS A 133
CE1 HISA 133
NE2 HIS A 133
C HISA 133
O HISA 133
N PROA 134
CD PROA 134
CA PROA 134
CB PROA 134
CG PROA 134
C PROA134
O PROA 134
N ASNA 133
CA ASNA 135
CB ASNA135
CG ASNA 135
ODI ASN A 135
ND2 ASN A 135

C ASNA135

O ASNA13S
N LYSA136

CA LYSA 136
CB LYSA 136
CG LYSA 136
CD LYSA 136
CE LYS A 136
NZ LYS A 136
C LYSA136

O LYSAI136

N SERA 137

CA SERA 137
CB SER A 137

92.745 64.689 71.786 1,00 18.89 A
95.988 61,730 70.701 1.0020.14 A
97.007 61.804 70.013 1.0020.44 A
95.334 60.593 70.902 1.0021.37 A
95.764 59.334 70.309 1.0023.20 A
96.756 58.614 71.230 1.0019.52 A
96.169 58321 72.484 1.0020.63 A
94.523 58474 70.073 1.002672 A
93.487 58.665 70.716 1.002553 A
94.627 57.525 69.151 1.0031.78 A
93494 56.672 68.821 1.0036.51 A
92.646: 57.358 67.745 1.0037.84 A
91.388 56.625 67.399 1.0039.99 A
91.183 55494 66.682 1.0039.89 A
90.143 57.045 67.817 1.0041.47 A
89.225 56,205 67.373 1.00 40.63 A
89.830 55.254 66.682 1.004031 A
93.987 55331 68.303 1.003987 A
94.980 55271 67.577 1.003994 A
93.302 54.234 68.671 1.0043.06 A
92,112 54.135 69.538 1.0043.46 A
93.718 52.909 68,204 1.0045.50 A
92.533 52.029 68.589 1.004585 A
92.073 52.656 69.871 1.0044.19 A
93.981 52.925 66.697 1.004740 A
93,085 53.218 65.902 1.004632 A
95.220° 52.622 66,317 1.0051.08 A
95.623 52,612 64.914 1.0053.22 A
95.226 51.286 64.257 1.00 57.00 A
96.163 50,150 64.632 1.005942 A

95.961 49.001 64.231 1.0061.06 A

97.201 50.470 65400 1.00 60.56 A
95.050 53.789 64.123 1.005296 A
94.231 53.617 63.217 1.0052.72 A
95.489 54.987 64.493 1.00 51.96¢ A
95.070 56.220 63.841 1.0050.04 A
93.713 56.691 64.376 1.004940 A
93.163 57912 63.651 1.004833 A
91.751 58.261 64.096 1.0048.64 A
90.741 57.241 63.609 1.0049.32 A
89.348 57.618 63.992 1.005045 A
96.150 57.263 64.119 1.0048.83 A
97.133 56.975 64.805 1.004980 A
95.970 58.469 63.593 1.004558 A
96.956 59.529 63.761 1.0042.81 A
96.808 60.545 62.624 1.0044.92 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1075
1076
1077
1078
1079
1080
1081
1082
1083
1084
1085
1086
1087
1088
1089
1090
1091
1092
1093
1094
1095
1096
1097
1098
1099
1100
1101

1102
1103
1104
1105
1106
1107
1108
1109
1110
1111
1112
1113
1114
1115
1116
1117
1118
1119

0G SERA 137
C SER A137
O SERA 137
N GLY A 138
CA GLY A 138
C GLYA 138
O GLYA138
N ARGA 139
CA ARG A 139
CB ARG A 139
CG ARGA 139
€D ARGA 139
NE ARG A 139
CZ ARG A 139
NHI ARG A 139
NH2 ARG A 139
C ARGA 139
O ARGA 139
N THR A 140
CA THR A 140
CB THR A 140
OG1 THR A 140
CG2 THR A 140
C THRA 140
O THR A 140
N PHEA 141
CA PHEA 141

CB PHE A 141
CG PHEA 141
CD1 PHE A 141
CD2 PHE A 141
CEl PHE A 141
CE2 PHE A 141
CZ PHE A 141
C PHEA 141
O PHEA 141
N GLNA 142
CA GLNA 142
CB GLN A 142
CG GLNA 142
CD GLN A 142
OE1 GINA 142
NE2 GLNA 142
C GLNAT142
O GLNA 142

96.710 59891 61.368 1.00 48.12
96.883 60.257 65.105 1.0039.41
95.832 60.781 65.484 1.0038.19
98.009 60.284 65.817 1.0035.20
98.071 60.968 6€7.096 1.00 31.79
98.521 62.401 66.874 1.00 29:59
99.320 62.665 65.977 1.0030.48
98.014 63.331 67.677 1.0025.51
98.372 64.739 67.534 1.00 22.57
97.342 65462 66.656 1.00°20.88
97.043 64.803 65.307 1.0025.04
98.114 65.096 64.256 1.00:22.87
98.167 66512 63.910 1.0022.59
97.204 67.174 63.273 1.00 22.73
96.095 66.551 62.895 1.00 21.60
97.343 68.469 63.028 1.0021.12
98.412 65.415 68.901 1.0022.14
97.624 65.085 69.787 1.0020.24
99.332 66.360 69.074 1.0021.17
99.432 67,092 70.336 1.0020.49
100.733 66.761 71.094 1.00 20.60
100.726 65377 71.459 1.0021.45
100.846 67.605 72.363 1.00 18.59
99.398 68.570 70.012 1.0019.38
100.271 69.082 69.307 1.00 20.15
98.380 69.247 70.528 1.00 17.43
98.181 70,669 70.283 1.0017.21

96.754 70.899 69.785 1.00 14.89
96.425 70.156 68.523 1.00 17.06
95.239 69.433 68415 1.00 15.19
97.290 70.191 67.434 1,00 16.39
94.920 68.757 67.240 1.00 16.55
96.977 69.516 66.250 1.00 16.87
95.791 68.799 66.155 1.00 16.20
98.418 71,532 71.518 1.00 19.11
97.989 71.189 72.626 1.00 18.90
99.093. 72.658 71.325 1.00 19.57
99:341 73.562 72.433 1.0020.59
100.277 74.696 72.021 1.00 23.11
100.630 75.601 73.189 1.00 29.08
101.492 76.778 72.805 1.00 33.00
102.041 77.457 73.671 1.00 39.31
101.608 77.038 71.508 1.00 35.20
98.002. 74.157 72.851 1.00 19.90
97.124 74.364 72,017 1.00 18.19
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ALOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1120
1121
1122
1123
1124
1125
1126
1127
1128
1129
1130
1131
1132
1133
1134
1135
1136
1137
1138
1139

1140
1141
1142
1143
1144
1145
1146
1147
1148
1149
1150
1151
1152
1153
1154
L155
1156
1157
1158
1159
1160
1161
1162
1163
1164
1165

N MEL'A143
CA META 143
CB META 143
CG META 143
SD META 143
CE META 143
C META 143
O META 143
N THR A 144
CA THRA 144
CB THRA 144
OG1 THR A 144
CG2 THR A 144
C THRA 144
O THRA 144
N ARG A 145
CA ARG A 145
CB ARG A 145
CG ARG A 145
CD ARG A 145

NE ARGA 145
CZ ARG A 145
NHI ARG A 145
NH2 ARG A 145
C ARGA 145
O ARGA 145
N LEU A 146
CA LEU A 146
CB LEUA 146
CG LEUA 146
CD1 LEUA 146
CD2 LEUA 146
C LEUA146
O LEU A 146
N GLUA 147
CA GLUA 147
CB GLUA 147
CG GLUA 147
CD GLUA 147
OE1 GLUA 147
OE2 GLU A 147
C GLUA 147
O GLUA 147
N LYSAI48
CA LYS A 148
CB LYSA 148

91847 14420 /4.142 190 18.96
96.615 75.006 74.655 1.00 19.94
96.146 74246 75.906 1.00 17.87
95.732. 72.801 75.610 1.00 19.17
95366 71.780. 77.058 1.0021.35
93.707 72320 77.469 1.0017.43
96.872 76.474 74.979 1.00 20.18
98.016 76.877 75.219 1.00 19.89
95.815 77.275 74.979 1.00:19.31
95.952 78.:697 75264 1.0021.23
95.134 79.541 74.266 1.00:21.90
95.547 79.229 72.929 1.00 22,68
95.348 81.032 74.520 1.0021.21
95.481 79.023 76.675 1.00 21.58
94.475 78.489 77.139 1.0022.49
96.205 79.905 77.353 1.00 21.27
95.830 80.294 78.706. 1.00 22.16
97.054 80.755 79.507 1.0020.70
96.714 81.119 80.954 1.00 18.15
97.941 81.525 81.759 1.0019.19

97.593 81.912 83.126 1.00 18.04
98.034 §1.294 84.216 1.0017.93
98.841 B0.248 84.107 1.00 18.86
97.684 81.733 85.417 1.00 17.79
94.799 81.418 78.681 1.0022.11
95.035 82.470 78.100 1.00 21.50
93.658 81.180- 79:316 1.00.22.33
92.590 82.166 79.391 1.0022.95
91.244 §1.503 79.105 1.00:22.25
91.154 80.645 77.838 1.00:24.65
89.754 80.052 77.736 1.0021.10
91.472 81.488 76.613 1.00 19.93
92.593 82.730 80.808 1.0024.61
93.604 82.651 81.513 1.0026.21
91.465 83.286 81.233 1.0025.28
91.362 83.846 82.577 1.00 26.61
90.132 §4.755 82.681 1.0029.29
90.190 85.953 81.758 1.0035.59
91.397 86.829 82.037 1.00 40.51
91.699 §7.709 81.204 1.00 44.44
92.044 86.640 83.092 1.0043.00
91.258 82.738 83.612 1.0025.61
90,972 81.591 83.276 1.0023.46
91.502 83.090 §4.871 1.00.25.38
91.415 82.143 85.978 1.0023.98
89.972 81.654 86.129 1.0025.57
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AT A

1166 CG LYS A 148
1167 CD LYS A 148
1168 CE LYS A 148
1169 NZ LYS A 148
1170 C LYSA 148

1171 O LYSA 148

1172 N GLY A 149
1173 CA GLY A 149
1174 C GLY A 149
1175 O GLY A 149
1176 N VAL A 150
1177 CA VAL A 150

1178 CB VAL A 150
1179 CGI VAL A 150
18O CG2 VAL A 150
1181 C VALA 150
1182 O VAL A 150
1183 N TYRA1SI
1184 CA TYR A 151
1185 CB TYRA 151
1186 CG TYRA 151
1187 CDITYRA 151
1188 CE1 TYRA 151
1189 CD2TYR A 151
1190 CE2TYRA 151
1191 CZ TYRA 151
1192 OH TYR A 151
1193 C TYRA I51
1194 O TYRAI1S51
1195 N ALAA 152
1196 CA ALAA 152
1197 CB ALAA 152
1198 C ALAA 152
1199 O ALAAI1S52
1200 N VAL A 153
1201 CA VALA 153
1202 CB VALA 153
1203 CG1 VAL A 153
1204 CG2 VAL A 153
1205 C VALA 153
1206 © VALA153
1207 N THR A 154
1208 CA THR A 154
1209 CB THR A 154
1210 OG1 THR A 154

1AL AN TTTITY A 1S A

88.931 82.768 86.125 1.00 26.35
89.178 83.755 87.247 1.00 28.03
§8.131 84.854 §7.272 1.0027.41
88.321 85.706 88.477 1.0027.48
92.341 80.941 85.821 1.0023.89
92.005 79.834 86.246 1,00 23.62
93.502 §1.164 §5.212 1.00 21.55
94.467 80.098 85.027 1.00 19.09
93.962 78.878 84.278 1.00 18.97
94.495 77.770 84.438 1.00 17.47
92.939 79.070 83.455 1.00 17.85
92.386 77.970 82.673 1.00 16.35

90.844 78.112 82.520 1.00 17.78
90.316 77.134 81.465 1.00:14.08
90.165 77.848 83.865 1.00 13.60
93.011 77.884 81.280 1,00 17.12
93.063 78.875 80.558 1.00 19.24
93.491 76.700 80.913 L.00 17.09
94.068 76.478 79.587 1.00 17.10
95.339 75.623 79.672 1.00 14.98
96.536 76.385 80.172 1.00 16.11
97415 77.013 79.284 1.00 15.75
98.484 77.772 79.754 1.00 15.20
96.759 76.535 81.537 1.00 14.80
97.814 77.291 82.014 1.0015.23
98.672 77.909 81.123 1.00 16.51
99.704 78.672 81.620 1.0017.89
93.025 75.757 78.741 1.00 17.04
92.353 74.840 79.213 1.0016.81
92.891 76.166 77.487 1.00 16.81
91.916 75,537 76.612 1,00 16.67
90.590 76.285 76.704 1.00 17.71
92.376 75.490 75.168 1.00 16.90
93.290 76.209 74.771 1.0018.15
91.735 74.624 74391 1.0017.29
92.010 74,492 72.968 1.00 16.64
93.300 73.666 72.669 1.0017.27
93.122 72.209 73.053 1.00 12.35
93.643 73.780 71.189 1.00 16.43
90.805 73.790 72.371 1.00 18.13
90.252 72.870: 72.972 1.0019.58
90,373 74.243 71.203 1.00 17.35
89.234 73.633 70,547 1.00 18.05
88.211 74.694 70.117 1.0018.26
87.804 75437 71.269 1.00 17.88
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ALum
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

s e

UATZ LEUS AL LD
C THRA 154
O THRA154
N VAL A 155
CA VAL A 155

CB VAL A 155
CGI1 VAL A 155
CG2 VAL A 155
C VALA155
O VAL A LS5
N THRA 156
CA THR A 156
CB THR A 156
OG1 THRA 156
CG2THR A 156
C THRA 156
O THRA156
N GLYA157
CA GLY A 157
C GLY A 157
O GLYAIS7
N ASPA 158
CA ASPA 158
CB ASPA 158
CG ASPA 158
OD1ASPA 158
OD2 ASP A 158

1238 C ASPA 158

O ASPA 158
N LEUA 159
CA LEUA 159
CB LEUA 159
CG LEUA 159
CD1 LEUA 159
CD2 LEU A 159
C LEUA1S9
O LEUA 159
N HISA 160
CA HIS A 160
CB HIS A 160
CG HIS A 160
CD2 HIS A 160
ND1 HIS A 160

CE1 HIS A 160
NE2 HIS A 160

O0.Y0L 144944 0%4YY L.UY 17400

89.759 72.886 69.336 1.0019.27
90,481 73.453 68.518 1.00 18.46
§9.410 71.607 69.245 1.00 19.50
89.857 70,755 68.148 1.00.21.32

90.495 69.449 68.703 1.00 20.19

91.052 68.608 67.572 1.00 19.19
91.596 69.793 69.705 1.00 17.15

88.648 70.415 67.279 1.00 23.50
87.677 69.836 67.766 1.0024.72
88.691 70.785 65:999 1.0024.96
87.561 70.500 65.123 1.00 24.38
87.562 71.357 63.837 1.0025.83

88.096 70.583 62.759 1.0028.92
88.394 72.608 64.013 1.0023.23

87.588 69.040 64.706 1.0025.30
88.655 68.439 64.561 1.00 24.58
86.399 68.484 64.507 1.00 26.05
86.277 67.095 64.117 1.00.25.39
85.508 66.360 65.194 1.0025.37
85.256 66.913 66.264 1.0023.39
85.116 65.124 64.907 1.00.25.33
84,388 64.313 65.872 1.0026,00
83.460 63.329 65.156 1.0028.34
82.498 62.644 66.107 1.0029.60
82.832 62.517 67.307 1.0028.79
81.411 62.226 65.654 1.0031.89
85.446 63.536 66.636 1.00 24.87
86.062 62.625 66.086 1.0024.74
85.667 63.885 67.895 1.0024.25
86.691 63.192 68.659 1.0024.19
87.389 64.166 69.621 1.0023.29
88.160 65.351 69.011 1.00 22.99

89.197 65.846 70.006 1.0022.30
88.861 64.930 67.732 1.0024.14

86.214 61.963 69.423 1.00 24.45
86.908 61.492 70.325 1.0025.62
85.048 61.433 69.064 1.0022.78
84.531 60.253 69.755 1.0023.00
83.149 59.848 69.221 1.00 22.66
82.610 58.596 69.845 1,00 23.13
81.800 58.410 70.914 1.0024.71
82.951 57.334 69.402 1.0023.29

82.376 56.427 70.171 1.0022.43
81.672 57.053 71.097 1.00:24.97
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ALUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1256
1257
1258
1259
1260
1261
1262
1263
1264
1265
1266
1267
1268
1269
1270
1271
1272
1273
1274
1275
1276
1277
1278
1279
1280
1281

1282
1283
1284
1285
1286
1287
1288
1289
1290
1251

1292
1293
1294
1295
1296 -
1297
1298
1299
1300
1301

© HISA 60
O HISA 160
N GLYA 61
CA GLY A 161
C GLY A161
O GLYA61
N TYRA 162
CA TYRA 162
CB TYRA 162
CG TYRA 162
CDITYRA 162
CE1 TYRA 162
CD2 TYR A 162
CE2TYRA 162
CZ TYRA 162
OH TYRA 162
C TYRA162
O TYRA162
N GLUA 163
CA GLUA 163
CB GLUA 163
CG GLU A 163
CD GLUA 163
OEl GLU A 163
OE2 GLU A 163
C GLUAI163
O GLUAI63
N TYRA 164
CA TYRA 164
CB TYRA 164
CG TYRA 164
CDITYR A 164
CEITYRA 164
CD2 TYR A 164
CE2TYRA 164
CZ TYR A 164

OH TYR A 164
C TYRA164
O TYRA 164
N LEUA 165
CA LEUA 165
CB LEUA 165
CG LEUA 165
CD1 LEU A 165
CD2 LEU A 165
C LEUALI65

B3.4%81 dY.U/1 6Y.622 L.UU 2Z2.62
85.899 58.717 68.517 1.0022.36
85.816 58465 70.758 1.0021.49
86.712 57,323 70.756 1.00 20.58
88.158 57.734 70.925 1.00 20.86
89.023 56.889 71.165 1.0021.45
88.422 59.032 70.792 1.00 19.32
89.774 59.562 70.931 1.00 19.44
89.851 60.999 70.397 1.00 19.84
90.224 61.097 68.933 1.0023.17
89.282 60.856 67.930 1.00 23.70
89.640 60.904 66:577 1.00 25.48
91.535 61.390 68.553 1.0022.93
91.906 61.435 67.213 1.00 25.60
90.955 61.191 66.230 1.00 26.50
91.330 61.221 64.908 1.00 28.51
90.281 §9.543 72,371 1.00 18.98
§9.568 59.930 73.303 1.00 17.45
91.516 59.081 72.542 1.0017.29
92.143 59.043 73.856 1.00.17.10
93.182 57.929 73.919 1.00 18.00
92.659 56.599 73.412 1.0022.64
93.760 55.596 73.149 1.0024.59
94.865 56.015 72.725 1.00 23.85
93.510 54.389 73.345 1.00 26.35
92.832 60.391 74.005 1.00 16.94
93.267 60.984 73.013 1.00 17.04
92.916 60.890 75,230 1.00 14.45
93.565 62.166 75.444 1.00 13.69
92.552 63.322 75.330 1.00 12.99
91.573 63.493 76.483 1.00 13.11
91.635 64.620 77.308 1.00 12.65
90.681 64.842 78302 1.00 11.84
90.535 62.583 76.693 1.00 10.43
89.580 62,795 77.681 L1.00 11.29
89.655 63.928 78.483 1.0013.96

88.697 64.156 79.450 1.00 10.64
94281 62227 76.773 1.00 13.38

93.938 61.514 77.711 1.00 12.69

95.295 63.079 76.822 1.00 13.30

96.096 63.297 78.013 1.00 13.49
97.392 62.493 77.946 1.00 14.08
97.351 60.969 78.049 1.00 15.54
98.766 60.437 77.850 1.00 13.53
96.808 60.538 79.413 1.00 9.61
96.446 64.767 78.008 1.00 14.83
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ATOM 1302 O LEUA165 96.434 65.402 76.955 1.00 15.53 A

ATOM 1303 N PHEA 166 96.740 65.317 79.177 1.0015.09 A

ATOM 1304 CA PHEA 166 97.142 66.712 79.259 1.00 1741 A
ATOM 1305 CB PHEA 166  96.363 67.466 8(0.352 1.00 14.80 A
ATOM 1306 CG PHEA 166 94930 67.764 79.992 1.00 1587 A
ATOM 1307 CDIPHEA 166  93.940 67.763 80.975 1.0014.74 A
ATOM 1308 CD2ZPHEA 166  94.566 68.046 78.675 1.0016.72 A
ATOM 1309 CELPHEA 166  92.606 68.034 80.654 1.00 14.88 A
ATOM 1310 CE2PHEA 166 93234 68,321 78.341 1,00 17.11 A
ATOM 1311 €Z PHEA 166  92.252 68.314 79.333 1.00 1627 A
ATOM 1312 C PHEA 166  98.629 66.737 79.592 1.0018.69 A

ATOM 1313 O PHEA166  99.140 65.879 80.321 1.0018.13 A

ATOM 1314 N CYSAL67 99328 67.706 79.025 1.0020.66 A

ATOM 1315 CA CYSA167 100742 67.875 79.292 1.0022.05 A
ATOM 1316 CB CYSA 167 101.534 67.898 77.979 1.002554 A
ATOM 1317 SG CYSA 167 101503 66.327 77.047 1.0034.53 A
ATOM 1318 C CYSA167 100.789 69.227 80.002 1.0021.20 A
ATOM 1319 O CYSA167 100.432 70.252 79427 1.0021.25 A
ATOM 1320 N ILEA 168 101.199 69.220 81.263 1.00 19.78 A

ATOM 1321 CA ILEA 168 101,249 70.444 82.048 1.00 18.12 A
ATOM 1322 CB ILEA 168 100.432 70.290 83.354 1.0017.63 A
ATOM 1323 CG2ILEA 168 100.328 71.626 84.050 1.00 1587 A
ATOM 1324 CGIILEA 168  99.041 69.711 83.052 1.001622 A
ATOM 1325 CD1ILEA 168  98.158 70.596 82.193 1.0017.67 A
ATOM 1326 C ILEA 168 102.687 70.802 82.410 1.00 1846 A

ATOM 1327 O ILEA 168 103.432 69.975 82.942 1.0017.84 A

ATOM 1328 N CYSA 169 103,077 72.040 82.132 1.00 17.78 A
ATOM 1329 CA CYSA169 104.437 72.466 82440 1.0018.13 A

ATOM 1330 CB CYSA 169 105.045 73.203 81.242 1.0017.87 A
ATOM 1331 SG CYSA169 106765 73.698 81.488 1.00 1589 A
ATOM 1332 C CYSAI169 104.516 73.351 83.679 1.00 17.64
ATOM 1333 O CYSAI169 104,162 74.532 83.628 1.00 16.45
ATOM 1334 N ASNA170 104975 72.762 84.785 1.00 16.52
ATOM 1335 CA ASNA 170 105.143 73,458 86.059 1.00 16.30
ATOM 1336 CB ASNA 170 104347 72.758 87.177 1.00 14.76
ATOM 1337 CG ASNA 170 102.841 73.000 87,082 1.00 17.58
ATOM 1338 ODIASNA 170 102.371 74.138 87.196 1.0017.69
ATOM 1339 ND2ASNA 170 102.079 71.926 86.884 1.00 11.45
AlOM 1340 C ASNAL170 106.627 73.441 §6:433 1.00 1'7.55
ATOM 1341 O ASNA170 107.269 72.389 86.378 1.00 18.20
ATOM 1342 N ASNA171 107.172 74.596 86.813 1.00 18.49
ATOM 1343 CA ASNA171 108577 74.676 87.206 1.00 18.39 A
ATOM 1344 CB ASN A 171 108791 73.875 88489 1.002037 A
ATOM 1345 CG ASN'A 171 108.017 74.446 89.669 1.0024.13 A
ATOM 1346 ODIASNA 171 107.652 73,722 90.594 1.0027.89 A
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Alum
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

134/
1348
1349
1350
1351
1352
1353
1354
1355
1356
1357
1358
1359
1360
136t
1362
1363
1364
1365
1366
1367

1368
1369
1370
1371
1372
1373
1374
1375
1376
1377
1378
1379
1380
1381
1382
1383
1384
1385
1386
1387
1388
1389
1390
1391
1392

DNUZADIN AL/ L
C ASNA171
O ASNAI171
N SERA172
CA SERA 172
CB SERA 172
OG SERA 172
C SERA172
O SERAL72
N GLUA173
CA GLUA 173
CB GLUA 73
CG GLUA 173
CD GLUA 173
OE1I'GLUA 173
OE2.GLUA 173
C GLUALT73
0O GLUAI173
N TRPA 174
CA TRPA 174
CB TRPA174

CG TRPA 174
CD2 TRP A 174
CE2 TRPA 174
CE3 TRPA 174
CDI1 TRP A 174
NEI TRPA 174
CZ2 TRPA 174
CZ3 TRPA 174
CH2 TRP A 174
C TRPA 174

O TRPAL74

N META175
CA META 175
CB META 175
CG META 175
SD META 175
CE META 175
C META 175

O META 175

N GLUA 176

CA GLUA 176
CB GLUA 176
CG GLUA 176
CD GLUA 176
OEI'GLUA 176

LU/ 1D 42,490 87040 LUV L4/
109.501 74.147 86.110 1.00 18.06
110,502 73,479 86.389 1.0017.13
109.147 74.442 84.864 1.0016.91
109.918 74.009 83.704 1.6019.03
111,334 74.575 83.775 1.00 19.66
111.314 75.979 83.584 1.00 23.18
109.973 72.493 83.478 1.00 19.71
110.804 72.005 82.706 1.00 20.95
109.098 71.751 84.150 1.00 18.44
109.037 70.308 83.961 1.00 16.95
109.283 69.553 8§5.268 1.00 18.55
109,208 68.041 85.077 1.00 18,25
109.636 67.240 86.306 1.0020.21

110.106 67.837 87.300 1.0020.61

109.508 66.001 86.263 1.0019.29
107.657 69.950 83.426 1.00 17.05
106.636. 70.330 84.008 1.00 14.92
107.631 69.235 82.305 1.00 16.39
106376 68.826 81.705 1.00.15.04
106.506 68.614 80.191 1.00'16.73

106.605 69.864 79.386
105.522 70.579 78.783
106.078 71.699 78.124
104,133 70.384 78.735
107.740 70.556 79.081
107.433 71.658 78.323
105,296 72.624 77.424
103.353 71.305 78.039 1.00 16.47
103.939 72.412 77.393 1.00 16.79
105.944 67.521 82.307 1.00 16.63
106.752 66.610 82.479 1.00 18.87
104.667 67.427 82.641 1.00 17.19
104.150 66.187 83.165 1.00 19.82
103.853 66.305 84.658 1.0022.99
105:085 65.932 85.484 1.00 24.86
104.870 66.018 §7.242 1.00 34.31
106.534 66.392 §7.781 1.0029.75
102,929 65.781 82.366 1.00 21.33
102.135 66.019 81.936 1.0022.93
102.819 64.483 82.132 1.00 21.36
101.722 63.918 81.367 1.00 22.69
102.255 62.782 80.517 1.00 24.09
101.448 62.453 79.315 1.0028.75
102.144 61.402 78.483 1.0032.06
102.168 60.228 78.918 1.00:33.42

1.0017.53
1.00 18.82
1.00 17.44
1.00 18.01
1.00 18:56
1.00 19.16
1.00 15.50

A

A
A
A
A
A
A
A
A
A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATONS

1393
1394
1395
1396
1397
1398
1399
1400
1401
1402
1403
1404
1405

1406
1407
1408
1409
1410
1411
1412
1413
1414
1415
1416
1417
1418
1419
1420
1421
1422
1423
1424
1425
1426
1427
1428
1429
1430
1431
1432
1433
1434
1435
1436

1437
1428

OE2 GLUA 176 102.685 61.758 77.415 1.0031.96 A
C GLUA176 100.699 63.385 §2.347 1.0020.61 A
O GLUA176 101.051 62.671 83.275 1.0023.13 A
N THRA 177 99433 63.711 82.139 1.00 19.75 A
CA THRA 177  98.420 63.245 83.064 1.00 19.81 A
CB THRA177  98.284 64.214 84254 1.0021.87 A
OGITHRA 177  97.309 63.713 85.170 1.0025.08 A
CG2THR A 177  97.847 65.589 83.771 1.0023.16 A
C THRA177 97.054 63.086 82.442 1.0018.00 A
O THRAI177 96.759 63.671 81.407 1.0018.15 A
N VALA178  96.224 62.280 83.093 1.0016.76 A
CA VALA 178 94.860 62,049 82.657 1.00 15.51 A
CB VALA 178  94.293 60.732 83.235 1.00 14.060 A
CGIVALA 178 92797 60.635 82.958 1.0013.99 A
CG2VALA 178 95014 59.547 82.624 1001459 A
C VALAL178 94.029 63.199 §3.207 L.0017.27 A
O VALA 178  94.251 63.651 84.332 1.00 19.10 A
N ASPA 179  93.081 63.674 82.410 1.001695 A
CA ASPA179  92.189 64.754 82817 1.001529 A
CB ASPA 179 9l.164 64.982 81.693 1.0016.40 A
CG ASPA179  90.038 65.915 82.088 1.0018.44 A
ODIASPA 179  90.202 66.715 83.038 1.00 1885 A
OD2ASPA 179 88982 65.853 §1.423 1.0019.09 A
C ASPATL79 91500 64,362 84.126 1.00 15.85 A
O ASPAI179  90.987 63.248 84.246 1.0014.56 A
N GENA180 91.518 65262 85.111 1.00 15:14 A
CA GLNA 180  90.880 65.019 86.410 1.0016.46 A
CB GLNA 180  91.063 66.228 87.340 1.0015.16 A
CG GLNA 180 92504 66.606 8§7.609 1.0015.02 A
CD GLNA 180  92.648 67.981 88.234 1.0016.64 A
OELGLNA 180  93.747 68.534 88.286 1.00 19.71 A
NE2GLNA 180  91.544 68.539 88.713 1.00 1034 A
C GLNA180 89381 64.785 86.213 1.0018.39 A
O GLNAI180  88.741 64.062 86.982 1.0017.36 A
N TYRAI8I 88831 65.409 85.174 1.00 1855 A
CA TYRA 181 87411 65295 84.860 1.0018.23 A
CB TYRA I81 86.874 66.662 8§4.442 1.0017.50 A
CG TYRA 181 86,649 67.605 85.599 1.0016.76 A
CDITYRAI18L 85394 67.702 86.200 1.00 15.01 A
CEITYRA181 85.166 68.567 87.265 1.00 16.28 A
CD2TYRA 181  87.689 68.402 86.099 1.00 1583 A
CE2TYRA 181 87470 69275 87.175 1.00 16.12 A
CZ TYRA 181 86201 69.349 87.746 1.0016.65 A
OH TYRA 181 85943 70.211 8§8.782 1.00 1611l A
C TYRAI81 87.122 64.271 83.766 1.0019.11 A
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L3LAsLYL

ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

ATMARA

Lo

1439
1440
1441
1442
1443

1444
1445
1446
1447
1448
1449
1450
1451
1452
1453
1454
1455
1456
1457
1458
1459
1460
1461
1462
1463
1464
1465
1466
1467
1468
1469
1470
1471
1472
1473
1474
1475
1476
1477
1478
1479
1480
1481

1482

1402

L A I S SN RC TN

N ALAAI82
CA ALAA 182
CB ALAA 182
C ALAAI82
O ALAAI182

N LYSA183
CA LYSA 183
CB LYSA 183
CG LYSA 183
CD LYSA 183
CE LYSA183
NZ LYS A 183
C LYSAI183
O LYSAI183
N ALAA 184
CA ALAA 184
CB ALAA 184
C ALAA 184
O ALAA 184
N VAL A 185
CA VALA 185
CB VALA IS5
CGl VAL A 185
CG2 VAL A 185
C VALA185
O VALA 185
N THRA 186
CA THR A 186
CB THRA 186
OG1 THR A 186
CG2 THR A 186
C THRA 186
O THRAI186
N VAL A 187
CA VAL A 187
CB VAL A 187
CGl VAL A 187
CG2 VAL A 187
C VALAI187
O VALAI187
N ASN.A 188
CA ASNA 188
CB ASNA 188

CG ASN A 188

MY AONT A 100

WU VU UT.UTY QJ.1V 7 LUV LU

88.034 63.322 83.578 1.0017.54
87.867 62.280 82.567 1.00 16.62
89.092 61.373 82.555 1.00 11.71
§6.611 61.455 §2.854 1.0017.26
86.490 60.859 83.928 1.0017.26

85.690 61.406 81.896 1.00 15.69
84.447 60.657 82.082 1.00 17.65
83.272 61.496 §1.562 1.00 14.78
83,039 62.690 §2.492 1.00 17.73
82.197 63.814 81.922 1.00 18.02
82.117 64.949 82.953 1.0021.75
§1.349 66.140 82.487 1.0027.10
84.482 59.261 81.469 1.00 17.33
83.525 58.491 81.551 1.00 17.78
85.625 58.935 §0.885 1.00 17.60
85.855 57.631 80.283 1.00 17.24
85.274 57.578 78.873 1.00 16.25
87.363 57467 80.243 1.00 16.33
88.092 58.451 80.132 1.00 15.79
87.834 56.232 80.354 1.00:16.61
89.264 55.973 80.319 1.00 17.37
§9.872 55,973 81,740 1.0017.99
89.687 57.344 82.384 1.00 17.68
89.221 54.878 82.588 1.00 16.63
89.566 54.639 79.665 1.00 17.33
88.680 53.802 79.498 1.0020.28
90.825 54.448 79.295 1.00 17.29
91.267 53.213 78.667 1.00 17.51
02,583 53,439 77.909 1.00 18.19
93.554 54.010 78801 1.0017.37
92.360 54.379 76.736 1.00 17.22
91.490 52.153 79.749 1.00.18.90
91.419 52.459 80.944 1.060 17.63
91.758 50.916 79.333 1.0018.07
91.990 49.829 80.282 1.0019.82
92.456 48.535 79.555 1.00 20.05
93.784 48.771 78.853 1.00 19.96
92.567 47.388 80.547 1.0020.41
93.035 50.248 81.323 1.00 19.45
94.064 50.830 §0.986 1.0019.50
92.754 49.955 §2.589 1.00.19.02
93.645 50.314 83.693 1.00 19.46
94.991 49.586 83.575 1.00 19.20

94.900 48.127 84.012 1.00 22.86
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ALUVL
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ALOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1402
1484
1485
1486
1487
1488
1489
1490
1491
1492
1493
1494
1495
1496
1497
1498
1499
1500
1501
1502
1503
1504
1505
1506
1507
1508
1509
1510
1511
1512
1513
1514
1515
1516
1517
1518
1519

N

UL ADIN A 100
ND2 ASN A 188
C ASNAI88
O ASNAT188
GLY A 189
CA GLY A 189
C GLY A 189
O GLYA 189
N GLUA 190

CA GLUA 190

CB GLUA 190
CG GLUA 190
CD GLUA 190
OET GLU A 190
OE2 GLU A 190
C GLUA 190
O GLUA 190
N LYSAI91
CA LYSA 191
CB LYSA 191
CG LYSA 191
CD LYSA 191
CE LYSA 191
NZ LYS A 191
C LYSAI191
O LYSA 191
N GLY A 192
CA GLY A 192
C GLYA192
O GLYA 192
N VALA193
CA VAL A 193
CB VALA 193
CG1 VAL A 193
CG2VALA 193
C VALA 93
O VALA 193

1520 N VAL A 194

1521
1522
1523
1524
1525
1526

1527 N

1528

CA VAL A 194
CB VALA 194
CGl VAL A 194
CG2 VAL A 194
C VALA19%4
O VALA 194
LEUA 195
CA LEUA 195

FUHLIY AL ITD OHHAID LU LI.OU
95.650- 47.254 83.344 1.00 19.60
93.879 S51.818 83.825 1.0019.77
94,902 52.252 84.358 1.0018.23
92.918 52.599 83.330 1.00 19.48
92,972 54.052 83.413 1.00 18.51
94.235 54.791 83.010 1.0019.13
94.574 55.812 83.610- 1.00 18.83
94,925 54.307 81.987 1.00 19.91
96:152 54.957 81.538 1.0022.01
96.961 53.990 80.664 1.00 23.89
97.179 52.638 §1.339 1.00 33.67
98.264 51.799 80.680 1.0039.90
99.443 52.213 80.722 1.00 43.40
97.941 50.726 80.123 1.00 42.19
95.878 56.262 80.790 1.00 20.01
96.662 57.204 80.862 1.0020.02
94.762. 56:323 80.073 1.00 19.47
94.417 57.531 79.335 1.00 19.99
94.764 57.377 77.851 1.0020.21
96.226 57.114 77.561 1.0020.17
96.446 56.900 76,074 1.0021.50
97.913 56.686 75.758 1.00 21.14
98.117 56.564 74.295 1.00 26.39
92.936 57.847 79.447 1.00 19.45
92.116 56.965 79.703 1.00 19.17
92602 59.116 79.256. 1.00 18:67
91.211 59,513 79.292 1.0017.58
90.675 5§9.278 77.893 1.00-17.86
91455 59.098 76.949 1.0017.08
89.356 59.268 71.747 1.00'17.55
88.746 59.048 76.440 1.00 16.68
88.226 57.594 76.292 1.00 16.61
8§7.622 57400 74.919 1.00 17.12
89.356 56.601 76.504 1.00 18.40
87.569 59.984 76.242 1.00 16.66
§6.797 60.219 77.167 1.0017.66

87.442 60.522 75.035 1.00 17.64
86.331 61.407 74.696 1.00 16.97
86.736 62.457 73.644 1.00 17.21
85.582 63.425 73.415 1.00 14.46
87.991 63.188 74.088 1.0015.59

85.227 60.544 74.085 1.00.17.67

85.474 59.795 73.144 1.00 18.97
84.016 60.644 74.619 1.00 17.29
82.892 59.864 74.107 1.00 18.24

A2

A
A
A
A
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A
A
A
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A
A
A
A
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A
A
A
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ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATON

1529
1530
1531
1532
1533
1534
1535
1536
1537
1538
1539
1540
1541
1542
1543
1544
1545
1546
1547
1548
1549
1550
1551
1552
1553
1554
1555
1556
1557

1558
1559
1560
1561
1562
1563
1564
1565
1566
1567
1568
1569
1570
1571
1572

1573
1574

CB LEUA 195
CG LEUA 195
CD1 LEU A 195
CD2 LEU A 195
C LEUAI195
O LEUA 195
N ARG A 196
CA ARG A 196
CB ARG A 196
CG ARG A 196
CD ARGA 196
NE ARG A 196
CZ ARG A 196
NH1 ARG A 196
NH2Z ARG A 196
C ARG A 196
O ARGA 196
N PROA197
CD PROA197
CA PROA 197
CB PROA 197
CG PROA 197
C PROA197
O PROA 197
N ASPA 198
CA ASPA 198
CB: ASPA 198
CG ASPA 198
ODILASP A 198

OD2 ASP A 198
C ASPA 198
O ASPA 198
N GLNA 199
CA GLNA 199
CB GLNA 199
CG GLNA 199
CD GLN A 199
OElI GLN A 199
NE2 GLN A 199
C GLNA 199
O GLNA 199
N MET A 200
CA MET A 200
CB MET A 200

CG MET A 200
N MET A 700

82.570 58.691 75.049 1.00 17.65
83.608 57.569 75.195 1.00 19.18
83.141 56.568 76.248 1.00 19.22
83.819 56.879 73.854 1.00 18.52
81.669 60.751 73.996 1.00 18.89
81:440 61.602 74.854 1.0018.04
80.879 60.560 72.944 1.00 19.73
79.667 61.355 72.788 1.00 20.60
79.097 61.202 71.378 1.0023.24
78.691 59.784 71.036 1.0027.04
78.346 59.657 69.562 1.00 29.07
78.644 58307 69.109 1.00 34.53
79.381 58.022 68.044 1.0033.43
79.901 58.994 67.305 1.00 34.50
79.607 56.759 67.730 1.00 36.74
78.671 60.811 73.796 1.00 19.21
78.821 59.680 74.266 1.00 16.64
77.638 61.599 74.139 1.0020.39
77.278 62.924 73.600 1.00.21.23
76.637 61.133 75.108 1.0021.26
75.579 62.234 75.072 1.0021.64
76.369 63.467 74.676 1.0021.83
76.094 59.790° 74.634 1.00 2232
75.750 59.644 73.462 1.0023.02
76.030 58.811 75.530 1.00 23.14
75.550 57.485 75.158 1.0023.88
76.010 56.430 76.175 1.0024.30
75.601 56.762 77.603 1.0024.35
74.550 57.409 77.806 1,00 23.84

76.333 56.355 78.527 1.0023.09
74.038 57.398 74.991 1.0024.57
73.503 56.327 74.711 1.0023.99
73.351 58.519 75.168 1.00.25.75

71.900 58.546 75.014 1.0028.42

71.536 58.348 73.538 1.0029.47

72:188 59.367 72.610 1:.0032.38

71.755 60.795 72.905 1.00 34.71

72.414 61.755 72.495 1.00 36.67

70.636 60.942 73.607 1.0033.91
71184 57.496. 75.874 1.0028.42
70.125 56.991 75.505 1.00 28.49
71.773 57.168 77.018 1.00 27.48

71.181 56.204 77.936 1.0026.52

72.097 56.018 79.152 1.00 28.00

71.442 55340 80.349 1.0028.01
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PEVEWITAY

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1596
1597
1598
1599
1600
1601
1602
1603
1604
1605
1606
1607
1608
1609
1610
1611
1612
1613
1614
1615
l6l16
1617
1618
1619

[Tt ST R vy

CE MET A 200
C META200
O MET A 200
N LYSAZ201
CA LYS A 201
CB LYS A 201
CG LYSA201
CD LYSA201
CE LYSA201
NZ LYS A201
C LYSA201
O LYSA201
N TRPA?202
CA TRP A 202
CB TRP A 202
CG TRPA 202
CD2 TRP A 202
CE2 TRP A 202
CE3 TRP A 202
CD1 TRP A 202
NEI'TRP A 202

CZ2 TRP-A 202
CZ3TRPA202
CH2 TRP A 202
C TRPAZ202
O TRPAZ202
N THR A 203
CA THR A 203
CB THRA203
0G1 THR A203
CG2 THR A 203
C THRA?203
O THR A 203
N ALAA204
CA ALAA204
CB ALAA204
C ALAA204
0O ALAA204
N TRO A205
CD PRO A 205
CA PROA205
CB PRO A 205
CG PROA 205
C PROA205
O PROA205

PV ATV W eV UVAYTTY L UM SUeD

70.315 53.164 81.664 1.0025.27
69.836 56.767 78382 1.0025.58
69.722 57.969 78.626 1.0026.16
68.821 55.912 78.478 1.00 22.73
67.502 56367 78.912 1.00 24.68
66.425 56.036 77.869 1.0024,23
66.707 56,527 76.459 1.0023.21
66.920 58.025 76.414 1.00-24.61
67.262 58.482 75.006 1.00 25.99
67.687 59.909 74.995 1.0029.01
67.115 55.711 80.234 1.0025.86
67.134 54.490 80.359 1.00 26.50
66.773 56.526 81.224 1.0027.22
66.357 55.998 82.515 1.00 28.69
66.710 36.992 83.621 1.00 26.26
68.176 57.304 83.613 1.0026.84
69.234 56.462 84.090 1.0024.86
70.454 57.120 83.804 1.0024.99
69.270 55214 84.731 1.00 24.44
68.779 58.407 83.074 1.00 26.74
70.146 58.303 83.185 1.0025.04

71.699 56.572 84.137 1.0023.44
70.508 54.669 85.063 1.00 2450
71.705 55350 84.764 1.00 24.56
64.854 55.759 82.424 1.0029.85
64.066: 56.700 82.322 1.00 30.81
64.472 54.487 82.448 1.00 30.75
63.078 54.097 82.313 1.00 31.93
62.941 53.019 81.219 1.00 31.67

63.763 51.892 81.550 1.0032.20
63.385 53.572 79.873 1.00 31.69

62.406 53.592 83.584 1.0032.29
61.424 52.857 §3.522 1.0032.39
62.919 53.995 84.736 1.0034.30
62.344 53.556 86.000 1.00 35.34
63.176 52.422 86.583 1.00 35.05
62.267 54.708 86.988 1.00 36.60
62,908 54.680 §8.039 1.0038.08
61.478 55.741 86.661 1.0037.60
60.703 55.893 85.416 1.0038.45
61.312 56.917 87.520 1.00 37.63
60.187 57.683 86.829 1.00 38.50
60.428 57.380 85.388 1.0038.29
60.969 56.573 88.967 1.0037.25
60.021 55.833 89.233 1.0038.01
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1620
1621
1622
1623
1624
1625
1626
1627
1628
1629
1630
1631
1632
1633

1634
1635
1636
1637
1638
1639
1640
1641
1642
1643
1644
1645
1646
1647
1648
1649
1650
1651
1652
1653
1654
1655
1656
1657
1658
1659
1660
1661
1662
1663
1664
1665

N LEUA 206
CA LEU A 206
CB LEU A 206
CG LEUA206
CDI1 LEU A 206
CD2 LEU A 206
C LEUA206
O LEUA?206
N LYSA207
CA LYS A 207
CB LYS A207
CG LYS A 207
CD LYS A 207
CE LYSA207

NZ LYS A 207
C LYSA207
O LYSA207
N PRO.A208
CD PRO A 208
CA PROA208
CB PROA208
CG PROA208
C PROA208
O PROAZ208
N PHEA 209
CA PHE A 209

CB PHE A209
CG PHE A 209

CD1 PHE A 209
CD2 PHE A 209
CE1 PHE A 209
CE2 PHE A 209
CZ PHE A 209
C PHE A 209
O PHEA209
N SERAZ2I0
CA SERA210
CB SERA210
OG SERAZ210
C SER AZ210
O SERAZ210
N HISA2I11
CA HISA?211
CB HISA211
CG HISA211
CD2HIS A 211

61.751 57.107 89.898 1.0036.86 A
61.511 56.876 91.317 1.00 36.02
62.727 56.233 91.988 1.00 35.42
62.979 54.762 91.658 1.00 35.94
64.124 54.234 92515 1.0035.41
61.708 53.965 91.924 1.00 35.30

61,194 58.185 92.010 1.0035.31

61.810 59.213 91.737 1.00.35.11

60.217 58.141 92.902 1.00 35.12
59.821 59.324 93.646 1.00 36.03
58.490 59.071 94.362 1.00 38.65
57,312 58,760 93.436 1.00 42.37
57.520 57,502 92.579 1.0046.24
57.647 56.219 93.406 1.0047.07

>>>>>>>>>>>>

58.908 56.133 94.198 1.00 47.92
60.915 59.614 94.671 1.0033.93
61.645 58.711 95.086 1.0032.46
61.072 60.883 95.067 1.0031.74
60.422 62.123 94.617 1.00 31.59
62.115 61.158 96.057 1.00 31.06
61.948 62.658 96.340 1.00 31.23
60.554 62.984 95.835 1.00 32.88
61.889 60.278 97.284 1.0029.49
60.750 60.082 97.709 1.0028.87
62.963 59.730 97.842 1.0026.94
62.812 58,859 98.995 1.0025.72
64.159 58278 99.412 1.00 24.42
64.034 57.061 100.274 1.0026.12
64.328 57.118 101.635 1.0024.80
63.578 55.862 99.731 1.00 25.35
64.169 55.996 102.447 1.0026.35
63.413 54.730 100.534 1.00 27.98
63.710 54.797 101.898 1.00 26.46
62.161 59.617 100.144 1.00 24.10
62.531 60.747 100.442. 1.00 25.54
61.185 58.985 100.784 1.00 23.65
60.433 59.618 101.864 1.0022.65
59.424 58.626 102.450 1.0022.40
60,071 57.478102.968 1.00 24.04
61.233 60.245102.995 1.00 21.86
61.103 61.436 103.264 1.0022.10
62.059 59.446 103.656 1.0021.79
62.837 59:935 104.785 1.00 21.54
61.894 60.158 105.973 1.0022.62
62.560 60.716 107.192 1.0023.59
63318 60.122 108.145 1.00:21.09
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATON

1666
1667
1668
1669
1670
1671

1672
1673
1674
1675
1676
1677
1678
1679
1680
1681
1682
1683
1684
1685
1686
1687
1688
1689
1690
1691
1692
1693
1694
1695
1696
1697
1698
1699
1700
1701
1702
1703
1704
1705
1706
1707
1708
1709

1710

NDIHISA211  62.469 62.046 107.547 1.0023.86 A
CEIHISA211  63.140 62.246:108.669 1.002431 A
NE2HISA211  63.664 61.094 109.052 1.0025.43 A
C HISA211  63.886 58.883 105.135 1.0021.67 A
O HISAZ2Il 63.652 57.684 104.959 1.0022.26 A
N PROAZ212 65058 59318 105.631 L0020.97 A

CD PROA212 65484 60.730105.737 1.0020.28 A
CA PROA212  66.152 58414 106.008 1.0019.43 A
CB PROAZ212 67.153 59.352 106.683 1.0017.48 A
CG PROA2I2 66.996 60.6016 105.887 1.00 1886 A
C PROA212 65777 57.226 106.901 1.00 1896 A
O PROAZ2I2  66.169 56.095106.619 1.0018.95 A
N VALA213 65.026 57.467 107.974 1.00 18.71 A
CA VALA213  64.659 56.371108.869 1.00 18.30 A
CB VALAZ2I3  63.980 56.889110.171 1.0017.53 A
CGIVALA213  64.859 57.944 110.811 1.00 1537 A
CG2ZVALAZI3 62,584 57.437 109.884 1.00 14.51 A
C VALA2I3  63.765 55.335 108,199 1.00 18.95
O VALA213 63492 54.287 108.779 1.0020.52
N ASPA214  63.321 55.633 106.976 1.00 18.98
CA ASPA214 62475 54.725 106.195 1.00 19.11
CB ASPA214  61.490 55511 105316 1.00 19.80
CG ASPA214  60.372 56,150 106.114 1.0022.99
ODI1ASPA214  59.654 57.008 105,550 1.0021.94 A
OD2ASPA214  60.210 55.789 107.301 1.0023.90 A
C ASPA214 63321 53.841105.282 1.0019.03 A
O ASPA214 62,783 53.058 104.496 1.0018.03 A
N ALAA215  64.639 53.972 105.369 1.0016.92 A
CA ALAA215 65516 53.170 104.523 1.0017.93 A
CB ALAA2I5  66.626 54.045 103.937 1.0016.87 A
C ALAA2I5S 66.138 51.972.105.219 1.0017.09 A
O ALAA215  66.204 51.907106.449 1.00 1740 A
N VALAZ216 66582 51.017 104.409 1.00 1632 A
CA VALA216  67.261 49.826 104.903 1.00 17.96 A
CB VALAZ216 66.358 48.568 104.857 1.00 18.75 A
CGTVALA216  67.115 47.367 105423 1.0017.69 A
CG2VALA216  65.082 48.805 105.664 1.00 15.66 A
C VALA2I6 68.434 49.664 103.944 [.0019.29 A
O VALA216 68256 49.282102.783 1.001941 A
N ILEA217  69:630 49979 104.436 1.00.18.72 A
CA ILEA217  70.848 49.929103.637 1.00 17.96 A
CB ILEA217 71.818 51.042 104.109 1.00 18.09 A
CG2ILEA217  73.049 51.094 103.214 1.00 17.36 A
CGIILEA217 71.084 52389 104.085 1.0017.89 A
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FENRVITTY

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

PNV}

1711
1712
1713
1714
1715
1716
1717
1718
1719
1720
1721
1722
1723
1724
1725
1726
1727
1728
1729
1730
1731
1732
1733
1734
1735
1736
1737
1738
1739
1740
1741
1742
1743
1744
1745
1746
1747

1748
1749
1750
1751
1752
1753
1754
1755

ANV IS W

C ILEA?217
O ILEA217
N TYRAZ2LE
CA TYRA 218
CB TYRA218
CG TYRAZ218
CDITYRA218
CE1TYRAZ2IS8
CD2TYR A 218
CE2TYRAZIS
CZ TYRAZ2IR
OH TYRA218
C TYRAZ2IS
O TYRAZ21S
N GLUAZ219
CA GLUAZ219
CB GLUA219
CG GLUA 219
CD GLUA219
OEl GLUA 219
OE2GLUA219
C GLUA219
O GLUAZ219
N THR A 220
CA THR A 220
CB THR A 220
OG1 THR A 220
CG2 THR A 220
C THRA220
O THR A 220
N HISA221
CA HISA221
CB HIS A 221
CG HISA221
CD2 HIS A 221
NDI HIS A 221
CE1 HIS A221

NE2 HIS A 221
C HISA221

O HISA221

N LEUA222
CA LEUA222
CB LEUA 222
CG LEUA222
CDI LEU A 222

FLEU U SeUNIY AN LS BaVN BeTeuat

71.548 48.568 103.661 1.0017.82
71.760 47.975 104.719 1.00 17.13
71.907 48.094 102.472 1.00 16,63
72.562 46.803 102.286 1.00 17.27
71.653 45.910 101.429 1.00 16.94
72.015 44.445 101.423 1.00 17.86
72.457 43.822100.259 1.00 20.32
72.783 42.465 100.243 1.0020.21
71.906 43.674 102.580 1.00 21.56
72.233. 42317 102.577 1.0020.13
72.670 41.723 101.406 1.00 19.83
73.012 40.394 101.400 1.00 19.80
73.910 47.037 101.589 1.00 17.29
73.961 47.353 100.402 1.0016.01
74.998 46.888 102.338 1.00 17.22
76.333 47.123 101.804 1.00 18.13
77.270 47568 102.921 1.00 17.85
78.537 48.193 102.406 1.00 20.16
79.593 48343 103.476 1.0021.66
80.422 49.271 103.354 1.0021.78
79.600 47.529 104.425 1.00 19.88
76.945 45.919 101.101 1.00 15.63
77.159 44.869 101.709 1.00 17,79
77.259 46.089 99.822 1.00 19.21
77.833 45.003 99.050 1.0020.32
76.736 44273 98.257 1.00 21.65
77.333 43.276 97423 1.0027.21
75.975 45247 97.390 1.0020.12
78.923 45.444 98.077 1.00 19.67
78.934 46.581 97.612 1.00 19.94
79.835 44.522 97.785 1.00 19.05
§0.944 44.740 96.863 1.00 18.21
82.226 44.128 97.445 1.00 18.55
83.441 44.315 96.590 1.00 17.09
83.989 43.524 95.638 1.0017.27
84.264 45416 96.691 1.00 18.40
85.269 45293 95.643 1.00 16.84

85.126 44,154 95.191 1.0016.76

RN

A
A
A

S T T S S

A
A
A
A
A
A
A
A
A

A
A
A
A
A
A

A

80.542 44.008 95582 1.0018.08 A
80.094 42.861 95.640 1.00 18.51 A

§0.703 44.651 94.428 1.0018.08
80.301 44.017 93.165 1.00 17.84
80.506 44,979 91.993 1.00 15.73
79.530 46.156 91.957 1.00 15.97
79810 47.031 90.743 1.00 14.64
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ATOM
ATOM
ATOM
ATOM.
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1756
1757
1758
1759
1760
1761
1762
1763
1764
1765

1766 NH1 ARG A 223
NH2 ARG A 223

1767
1768
1769
1770
1771
1772
1773
1774
1775
1776
1777
1778
1779
1780
1781
1782
1783
1784
1785

1786
1787
1788
1789
1790
1791
1792
1793
1794
1795
1796
1797
1798
1799
1800
1801

CD2 LEU A 222
C LEUA?222

O LEUAZ222

N ARGA?223

CA ARGA223
CB ARG A 223
CG ARGA 223
CD ARGA?223
NE ARGA 223
CZ ARG A 223

C ARG A223
O ARGA223
N ASPA224
CA ASPA224
CB ASPA 224
CG ASPA224
OD1 ASPA 224
OD2 ASP A 224
C ASPA224
O ASPA224
N PHEAZ225
CA PHEA 225
CB PHE A 225
CG PHEA225
CD1 PHE A 225
CD2 PHE A 225
CEl PHE A 225
CE2 PHE A 225

CZ PHEA225
C PHEA?225
O PHEAZ225
N SERA 226
CA SERA?226
CB SER A 226

OG SER A 226

C SERA226
O SERA?226
N ILEA227
CA ILEA 227
CB ILEA 227
CG2 ILEA 227
CG1ILEA?227
CDI ILE A 227
¢ ILEA227

78.104 45.624 91.910 1.00 17.01
80.964 42.674 92.854 1.00 17.86
80.376 41.836 92.176 1.0018.31
82.182 42.465 93.336 1.00 18.01

82.858 41.201 93.091 1.0020.83

84.368 41,376 93.243 1.0024.09

85.197 40.130 92.973 1.0025.00

86.581 40.569 92.540 1.0027.92

87.563 39.493 92.489 1.0028.20
88,764 39.628 91.933 1.0031.43

89.618 38.613 91.927 1.0030.25

89.102 40.783 91.361 1.0029.89
82.341 40.159 94.075 1.00.20.13
81.905 39.079 93.676 1.0021.55
82.380 40.501 95358 1.0019.26
81.910 39.610 96.421 1.0019.46
81.843 40.345 97.769 1.00 18.40
83.189 40.862 98.244 1.00 20.98

83.240 41.401 99.370 1.00 20.03

84.191 40.740 97.511 1.00 22.49
80.513 39.064 96.141 1.00 19.37
80.287 37.863 96.184 1.0020.77
79.582 39.972 95.864 1.0020.78
78179 39.645 95.630 1.00 19.99
77423 40.883 95.135 1.00 18.80
75.938 40.686 95.067 1.00 16.59

75.173 40.683 96.230 1.00 18.40

75.309 40:443 93.853 1.00 17.69

73.798 40.437 96.185 1.00 18.52

73.928 40.193 93.791 1.00 17.40

73.174 40.189 94.959 1.00 18.41
77812 38.488 94.712 1.00 21.05
76.817 37.805 94.955 1.0020.49
78.586 38.255 93.659 1.00°22.68
78.220 37.187 92.731 1.0022.86
77.497 37.794 91.535 1.00 23.82
78.381 38.648 90.826 1.0025.73
79.363 36.331 92212 1:.00 22.20
79.163 35.516 91.313 1.00 20.10
80.553 36.510 92.767 1.0022.78
81.709 35.752 92312 1.00:24.15
83.017 36.355 92.885 1.00 24.72
83.066 36.167 94.387 1.0023.34
§4.233 35725 92201 1.0023.21
84.430 36.199 90.774 1.00.24.71
81.631 34266 92.677 1.00 25.44
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1802 O ILEA227  82.232 33.429 92.005 1.0026.100 A
1803 N HISA228  80.884 33.940 93.730 1.002511 A
1804 CA HISA228  80.756 32.554 94.177 1.0027.23 A
1805 CB HISA228  79.898 32.495 95442 1.0027.59 A
1806 CG HISA228 79919 31.167 96.135 1.0030.55 A
1807 CD2 HISA 228  80.668 30.714 97.169 1.0030.61 A
1808 ND1 HIS A 228  79.069 30.135 95.798 1.0030.50 A
1809 CE1 HIS A 228  79.290 29.106 96.598 1.0030.49 A
1810 NE2 HISA 228  80.255 29.432 97439 1.0030.60 A
1811 € HISA228  80.170 31.649 93.096 1.0027.24 A
1812 O HISA228 79.202 32.003 92422 1.002682 A
1813 N GLUA?229  80.777 30.478 92941 1.0027.98 A
1814 CA GLUA229  80.362 29.496 91.941 1.00:30.05 A
1815 CB GLUA229  81.165 28203 92.127 1.003231 A
1816 CG GLUA229  81.078 27.644 93.540 1.0039.08 A
1817 CD GLUA229 81.878 26.369 93.729 1.0043.13 A
1818 OELI-GLU A 229  83.112 26.397 93.521 1.0045.12 A
1819 OE2 GLU A 229  81.268 25.338 94.092: 1.00 4542 A
1820 C GLUA229 78.874 29.167 91.976 1.0028.68 A
1821 O GLUA229  78.256 28.940 90.938 1.0026.85 A
1822 N ASN A 230 78305 29.152 93.175 1.0027.73 A
1823 CA ASNA230 76.896 28.823 93.359 1.0028.38 A

1824 CB ASNA 230  76.735 28.022 94.660 1.0030.26 A
1825 CG ASN A230 75383 27.339 94.774 1.0033.68 A
1826 OD1 ASNA230  74.959 26.954 95.870 1.0034.33 A
1827 ND2ASN A230  74.704 27.169 93.642 1.0032.24 A
1828 C ASNA230  76.004 30.065 93.411 1.0027.07 A
1829 O ASNA230  74.853 29.982 93.848 1.0024.22 A
1830 N SERA231  76.517 31.206: 92.955 1.0026.42 A
1831 CA SERA231 75739 32448 92.998 1.0026.26 A
1832 CB SERA231  76.607 33.648 92.606 1.00:26.12 A
1833 OG SERA231  76.763 33.736 91.203 1.0025.17 A
1834 C SERA231 74484 32.435 92.131 1.0026.56 A
1835 O SERA231  73.528 33.152 92416 1.0027.74 A
1836 N GLY A232 74484 31.629 91.074 1.0026.83 A
1837 CA GLY A232 73317 31.557 90.210 1.0025.14 A
1838 C GLY A232 73254 32.662 89.173 1.002585 A
1839 O GLYA232 72276 32.772 §8.423 1.0024.98 A
1840 N MET A 233 74298 33.484 89.130 1.0025.11 A
1841 CA META233  74.372 34.584 88.176 1.0024.72 A
1842 CB META233  74.659 35.903 88.906 1.0024.75 A
1843 CG MET A 233 73.529 36359 89.819 1.0024.62 A
1844 SD META233  73.975 37.765 90.853 1.0024.80 A
1845 CE MET A 233 74413 36.925 92.398 1.0023.05 A
1846 C META233 75468 34301 87.158 1.0025.16 A

DK/EP 2662445 T3



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1847
1848
1849
1850
1851
1852
1853
1854
1855
1856
1857
1858
1859
1860
1861

1862
1863
1864
1865
1866
1867
1868
1869
1870
1871
1872
1873
1874
1875
1876
1877
1878
1879
1880
1881
1882
1883
1884
1885
1886
1887
1888
1889
1890
1891
1892

O MET A 233
N ILEA234
CA TLEA 234
CB ILEA234
CG2ILE A 234
CGlILEA234
CDIILE A234
C ILEA234

O ILEA234

N ASNA235
CA ASNA235
CB ASN A 235
CG ASN A 235
OD1 ASN A 235
ND2 ASN A 235

C ASNA235
O ASNA235
N LYSA236
CA LYSA236
CB LYS A236
CG LYS A236
CD LYSA236
CE LYS A 236
NZ LYS A 236
C LYSA236
O LYSA236
N GLYA237
CA GLY A237
C GLY A237
O GLYA237
N LYSA238
CA LYS A238
CB LYSA238
CG LYSA238
CD LYSA238
CE LYS A 238
NZ LYSA238
C LYSA238
O LYSA238
N TYRA239
CA TYRA239
CB TYRA239
CG TYR A 239
CDITYRA239
CE1TYRA?239
CD2TYR A 239

75.195 34,641 85.902 1.0026.36

77.348 35368 84.834 1.0026.51
78.491 34,927 84.699 1.00 24.14

76.533 33.789 87.506 1.00 23.38

76.135 34.428 84.804 1.0028.11
75.427 34.612 83.437 1.0030.02
76.421 34415 82.304 1.0029.69
74.267 33.622 83.309 1.00.33.37
73.425 33.828 82.056 1.0034.27

77.079 36.659 85.003 1.0025.02
78.109 37.698 85.020 1.00 24.21
77.475 39.027 84.600 1.00 24.24
76.876 38.966 83.203 1.0027.02

L N e

77.598 39.016 82.207 1.0028.64 A
75.552 38.839 §3.124 1.0025.04 A

78.763 37.835 86.388 1.0021.86 A
78.674 38.878 87.031 1.0022.03 A
79.433 36.774 86.818 1.0023.11 A
80.088 36.742 88,120 1.0021.99
80.735 35371 88.332 1.0022.75
79.718 34.236 88.409 1.0022.17
80.389 32.892 88.633 1.0024.66
79.419 31.889 89.256 1.0025.20
78.180 31.700 88.456 1.0023.49
81.116 37.842 88.325 1.0022.28
82.058 37.978 87.546 1.0021.78
80.920 38.629 §9.381 1.0022.83
81.837 39711 89.695 1.0020.63
81.794 40.898 88.750 1.0021.48
82.740 41.686 88.709 1.0021.25
§0.702 41.041 §8.002 1.00 20.90
80.566 42.141 87.046 1.0021.54
80.525 41.590 85.620 1.0021.67
81.676 40.665 85.249 1.0024.87
83.020 41.384 85.252 1.00 26.67
84.096 40.535 84.584 1.00 25.93
85.433 41.201 84.599 1.0029.04
79.307 42.976 87.287 1.0020.50
78.374 42.527 87.953 1.00 20.26
79.290 44.186 §6.730 1.00 18.50
78.152 45.102 86.861 1.00 19.02
78.316 46.315 85.938 1.00 18.11
79.442 47.250 86.284 1.00:19.04

N A T T o U R S-S

80.466 47.502 §5.370 L.00 1636 A

81.482 48.407 85.665 1.00 16.26 A
79.463 47.922 87.507 1.00 1546 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1893
1894
1895
1896
1897
1898
1899

1900
1901
1902
1903
1904
1905
1906
1907
1908
1909
1910
1911
1912
1913
1914
1915
1916
1917
1918
1919
1920
1921
1922
1923
1924
1925
1926
1927
1928
1929
1930
1931
1932
1933
1934
1935
1936
1937

CE2 TYRA 239
CZ TYRA239
OH TYR A 239
C TYRAZ239
O TYRAZ239
N LEUA240
CA LEUA 240

CB LEU A 240
CG LEU A 240
CDI1 LEU A 240
CD2 LEU A 240
C LEUAZ240
O LEUA240
N ALAA?241
CA ALAA24]
CB ALAA 241
C ALAA241
O ALAA241
N LEUA242
CA LEUA 242
CB LEU A 242
CG LEU A 242
CDI1 LEU A 242
CD2 LEU A 242
C LEUAZ242
O LEUA?242
N THR A 243
CA THR A 243
CB THR A 243
OG1 THR A 243
CG2 THR A 243
C THRA243
O THR A 243
N GLUA244
CA GLUA 244
CB GLUA 244
CG GLU A 244
CD GLU A 244
OE1 GLU A 244
OE2 GLU A 244
C GLUA244
O GLUA?244
N THR A245
CA THR A 245
CB THR A 245

80.472 48.823 87.811 1.00 16.30
81.476 49.062 86.889 1.00 16.01
82:470 49.955 87.196 1.0017.37
76.825 44.452 §6.498 1.00 19.54

75.824 44.642 87.183 1.00 19.24
76.821 43.698 §5.402 1.0020.91

75.604 43.055 84.916 1,00 22.34

75.840 42,499 83.508 1.00 23.20
76.016 43.557 82.413 1.0024.02
76.164 42.862 81.064 1.0024.42
74.816 44.502 §82.400 1.0022.52
74.965 41.971 85.783 1.0022.09
73.792 41.650 85.589 1.0021.97
75.710 41.407 86.730 1.00 19.66
75.141 40.361 87.580 1.0020.89
76.143 39.949 88.665 1.0018.63
73.828 40.822 88.226 1.00 21.61
72823 40.105 88.191 1.0020.00
73.846 42.024 88.805 1.0020.97
72.674 42.579 89.470 1.00 22.75
73.035 43.871 90.219 1.00 23.99
73.290 43.803 91.732 1.00 26.64
72.189 42984 92399 1.00 24.98
74.640 43.175 92.012 1.0030.11
71.485 42.856 §8.549 1.00.23.91
70.423 43.249 §9.033 1.00.23.89
71.655 42.674 87.237 1.0021.95
70.550 42.898 86.305 1.00 22.98
71.020 43.438 84.925 1.00 21.96
71.772 42,430 84.245 1.0021.56
71877 44.691 85.088 1.0020.95
69.797 41.593 86.051 1.0023.79
68.676 41.611 §85.545 1.0024.44
70.426 40471 86.400 1.00 24.04
69.842 39.145 86.202 1.0024.78
70.924 38.072 86.365 1.00 25.04
71.984 38.128 85.268 1.0024.59
73.132 37.162 85.490 1.0024.13
72.873 35.962 85.699 1.0023.90
74.300 37.604 85.446  1.00 24.05
68.681 38.871 87.149 1.0026.56
68.840 38.843 88.370 1.0027.25
67.509 38.656 86.566 1.0027.67
66.293 38.407 87.328 1.0028.31
65.079 38.958 86.574 1.00 28.72

>>>>>>>>>>>>>>}}}>>>>>>>>>>>>>>>v>>>>>>
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1938
1939
1940
1941
1942
1943
1944
1945
1946
1947
1948
1949
1950
1951
1952
1953
1954
1955
1956
1957
1958
1959
1960
1961
1962
1963
1964
1965
1966
1967
1968
1969
1970
1971
1972
1973
1974
1975

1976
1977
1978
1979
1980
1981
1982

OG1 THR A 245
CG2 THR A 245
C THRA245
O THR A245
N ASP A 246
CA ASP A 246
CB ASP A 246
CG ASP A 246
OD1 ASP A 246
OD2 ASP A 246
C ASPA246

O ASPA?246

N THR A 247
CA THR.A 247
CB THR A 247
OGI1 THR A 247
CG2 THR A 247
C THRA247
O. THR A 247
N GLN A 248
CA GLN A 248
CB GLNA 248
CG GLN A 248
CD GLN A 248
OE1-GLN A 248
NE2 GLN A 248
C GLN A 248
O GLNA248
N THR A 249
CA THR A 249
CB THR A 249
0OG1 THR A 249
CG2 THR A 249
C THRA249
O THR A 249
N ALAA250
CA ALAA250
CB ALAA250

C ALAA250
O ALAA250
N ASN A 251
CA ASN A 251
CB ASNA251
CG ASNA251
OD1 ASN A 251

64.996 38.328 85.289 1.00 28.15
65.213 40.459 86.379 1.0026.55
66.026 36.938 87.656 1.0028.64
66.452 36.034 86.936 1.0028.54
65.322 36.724 88.765 1.0028.38
64.937 35395 89.233 1.0029.35
63.806 34.852 88.350 1.00 30.08
62.552 35.708 88.416 1.00 33.50
61.860 35.824 §7.384 1.00 38.11
62.249 36.262 89.495 1.00 33.51
66.046 34.352 89.326 1.0028.71
65.802 33.174 §9.078 1.0029.10
67.256 34.765 89:687 1.0027.06
68.353 33.807 89.805 1.0025.75
69.733 34.497 89.728 1.60 24.96
69.852 35.448 90.791 1.0025.87
69.900 35203 88.386 1.00 24.03
68.242 33.066 91.132 1.0025.95
67.603 33.546 92.067 1.0025,56
68.863 31.895 91.214 1.00.26.15
68.799 31.101 92.435 1.00 28.77
67.525 30.248 92.435 1.0029.31
67.573 29.087 91.458 1.0032.55
66.216 28.439 91.228 1.00 35.58
66.131 27.346 90.671 1.00 37.30
65.150 29.116 91.646 1.00 36.58
70.016: 30.196 92.552 1.00 28.59
70.704 29.932 91.564 1.00 28.68
70.277 29.719 93.763 1.0028.39
71.409 28.835 93.999 1.00 29,01
71.695 28.686 95.505 1.00 29.40
70.584 28.044 96.140' 1.00 27.86
71.904 30.054 96.145 1.00 29.55
71.083 27.463 93.422 1.00.30.39
69.977 27.233 92.930 1.0029.84
72.049 26.555 93.483 1.0032.26
71.860 25.206 52.966 1.00 34.44
73.123 24,387 93.180 1.00 34,57

70.676 24.524 93.647 1.0036.60
69.837 23.915 92.979 1.00 36.33
70.604 24.637 94.973 1.00 37.76
69.522 24.009 95.727 1.00 38.05
69.866 23.959 97.230 1.00 35.97
69.229 25.095 98.031 1.0041.85
69.441 26.274 97.749 1.00 42.07

A
A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1983
1984
1985
1986
1987
1988
1989
1990
1991
1992
1993
1994
1995
1996
1997
1998
1999
2000
2001
2002
2003
2004
2005
2006
2007
2008
2009
2010
2011
2012
2013

2014
2015
2016
2017
2018
2019
2020
2021
2022
2023
2024
2025
2026
2027
2028

ND2 ASN A 251
€ ASNA251
O ASNA251
N GLYA252
CA GLY A252
C GLY A252
O GLYA252
N SERA253
CA SERA?253
CB SER A253
OG SERA 253
C SERA253
O SER A 253
N :SER A 254
CA SERA 254
CB SER A254
OG SERA 254
C SERA254
O SERA254
N SER A 255
CA SERA255
CB SERA255
OG SERA 255
C SER A255
O SERAZ2S55
N GLY A256
CA GLY A 256
C GLY A256
O GLY A256
N LEUAZ257
CA LEUA257

CB LEU A 257
CG LEU A 257
CDI LEU A 257
CD2 LEU A 257
C LEUA257
O LEUAZ257
N ALAA 258
CA ALAA25S
CB ALAA258
C ALAA2S8
O ALAA258
N TYRA259
CA TYRA259
CB TYRA259
CG TYRA259

68.447 24.734 99.044 1.00 43.29

68.174 24.696 95.507 1.0037.27
67.146 24.220 95.994 1.00 37.86
68.174 25.812 94.779 1.00 34.29
66.921 26,501 94.509 1.00 32.01
66.601 27.747 95.317 1.0030.79
65.564 28.373 95.096 1.00 30.00
67.470 28.116 96.253 1.0029.77
67.234 29.314 97.059 1.0028.99
68.186 29.350 98.250 1.00 26.63
67.891 28.302 99.147 1.0027.73
67.430 30.567 96,209 1.00 28.50
68.225 30.567 95.273 1.00.27.48
66.702 31.631 96.533 1.0027.17
66.820 32.861 95.772 1.0026.83
65.762 33.870 96.225 1.0027.59
65.888 34.162 97.603 1.00 31.34
68.217 33.450 95.938 1.0025.88
68.857 33.264 96.975 1.0024.99
68.685 34.143 94.902 1.00 23.35
70.004 34.775 94.914 1.00:23.42
71.052 33.845 94.301 1.00:24.62
70.888 33.757 92.891 1.00 24.62
69.966 36.074 94.109 1.0023.01
68.929 36444 93.559 1.00°23.68
71.101 36.761 94.049 1.0022.07
71.190 38.002 93.296 1.00 20.64
70.084 39.022 93.503 1.0020.69
69.576 39.195 94.613 1.00.22.01
69.715 39.699 92.417 1.00 19.92
68.679 40.727 92.443 1.0020.25

68.341 41.179 91.019 1.0021.56
67.165 42,148 90.861 1.0022.11
67.477 43.449 91.578 1.0024.98
66.909 42,412 89.382 1.0023.34
67.408 40.274 93.139 1.00 18.71
66.888 40.975 94.003 1.00 18.05
66.909 39.102 92.762 1.0019.70
65.688 38.562 93.355 1.00 19.49
65.381 37.195 92,753 1.00 17.58
65.835 38.448 94.876 1.0021.45
64.899 38.741 95.628 1.0021.66
67.018 38.028 95.319 1.00:20.91
67.308 37.867 96.740 1.0020.03
68.703 37.261 96.909 1.00 19.43
69.166 37.117 98.348 1.00 20.12

A
A
A
A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2029
2030
2031
2032
2033
2034
2035
2036
2037
2038
2039
2040
2041
2042
2043
2044
2045
2046
2047
2048
2049
2050
2051

2052
2053
2054
2055
2056
2057
2058
2059
2060
2061
2062
2063
2064
2065
2066
2067
2068
2069
2070
2071
2072
2073 O GLY A264

CDITYRA259
CE1 TYRA259
CD2TYR A 259
CE2TYRA259
CZ TYRA259
OH TYRA?259
C TYRA259
O TYRA259
N VAL A 260
CA VAL A 260
CB VALA?260
CGl VAL A 260
CG2 VAL A 260
C VALAZ260
O VAL A 260
N LYSA261
CA LYS A 261
CB LYS A 261
CG LYS A 261
CD LYS A261
CE LYSA261
NZ LYSA26l
C LYSA2¢61

O LYSA26l
N GLUA262
CA GLU A 262
CB GLUA 262
CG GLUA 262
CD GLU A 262
OE1 GLU A 262
OE2 GLU A 262
C GLUA262
O GLUA?262
N LEUA263
CA LEUA 263
CB LEUA 263
CG LEU A 263
CD1 LEU A 263
CD2 LEU A 263
C LEUA263
O LEUA263
N GLY A264
CA GLY A 264
C GLY A264

68.718 36.062 99.149 1.00 18.22

69.151 35.925 100.474 1.00 17.92

70:059 38.036 98.906 1.00 18.19
70.494 37.910 100.226 1.00 17.51
70.036 36.854 101.001 1.0017.14
70.462 36.734 102.298 1.00 14.77
67.235 39.216 97.461 1.0021.16
66.462 39.393 98.402 1.0020.73
68.043 40.167 97.006 1.0021.02
68.076 41.492 97.605 1.0020.09
69.042 42.415 96.826 1.00 20.19
69.030 43.817 97.417 1.0020.24
70.452 41.842 96.890 1.0020.17
66.683 42,120 97.671 1.00 19.55
66.343 42,786 98.649 1.00 17.96

65.878 41.902 96.635 1.00 19.83

64.522 42,440 96.601 1.0022.87
63.902 42.221 95220 1.0024.40
62.445 42.649 95.125 1.00 27.56
62.298 44.143 95.380 1.0029.42
60.842 44.575 95355 1.0028.82
60.713 :46.046 95.502 1.0029.87

62,849 42.394 98345 1.00 23.69

63.862 40451 97.795 1.0023.32
63.145 39.606 98.741 1.00:24.80
63.542 38.153 98.467 1.00 27.89
62.801 37.082 99.228 1.0032.42
63.085 35.702 98.653 1.0034.72
62.553 35.385 97.567 1.0037.19
63.855 34.943 99.272 1.00 36.10
63.448 39.993 100.194 1.00 24.65
62.545 40.006 101.042 1.00 22.28
64,710 40.311.100.478 1.00 23.40
65.112 40.702 101.829 1,00 24.61
66.601 41.049 101.879 1.00 27.40
67.582 39.941 102.244 1.00 29.31

68.990 40.518102.291 1.0029.07
67.204 39.347 103.595 1.00 31.49

64.317 41.906 102.316. 1.00 23.01
64.067 42.049 103.507 1.0022.56
63.930 42,772 101.386 1.0022.61
63.163 43.948 101.746 1.00 21.77
64.009 45.202 101.881 1.00 2347
63.517 46.234 102.344 1.0025.19
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A
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63.658 41.756 97.663 1.0023.80 A

A
A

>D>D>>3>>;>>D>>D>>

A
A

A
A
A
A
A
A

DK/EP 2662445 T3



DK/EP 2662445 T3

AIOM 2074 N VALAZ265  65.276 45.130 101.481 1.00 2170 A
ATOM 2075 CA VALA265 66.151 46.296 101.570 1.0020.78 A
ATOM 2076 CB VALA265 67.622 45921 101.275 1.0021.35 A
ATOM 2077 CGI VALA265 68.017 44.695102.095 1.0024.04 A
ATOM 2078 CG2VALAZ265 67.813 45.664 99813 1.002235 A
ATOM 2079 C VALA265 65.680 47.359 100.580 1.00 1855 A
ATOM 2080 O VALA265  65.093 47.036 99.549 1.00 17.60 A
ATOM 2081 N THRA266 65923 48.626 100.904 1.0017.78 A
ATOM 2082 CA THRA266 65506 49.736 100.048 1.00 16.87 A
ATOM 2083 CB THRA266 64.862 50.865100.877 1.00 1648 A
ATOM 2084 OGI THRA266 65849 51.453 101.736 1.0016.65 A
ATOM 2085 CG2 THRA266  63.723 50.316 101.732 1.00 1287 A
ATOM 2086 C THRA266 66.669 50.341 99.258 1.0018.98 A
ATOM 2087 O THRA266 66.486 50.820 98.132 1.00 18.37 A
ATOM 2088 N HISA267 67.859 50.320 99.855 L.00 17.65 A
ATOM 2089 CA HISA267 69.046 50.880 99.225 1.00 16.69 A

ATOM 2090 CB HISA267 69.520 52.138 99.964 1.0017.57 A
ATOM 2091 CG HISA267 68.643 53.338 99.777 1.00 18.23 A
ATOM 2092 CD2 HISA 267  68.878 54.526 99.167 1.0016.69 A
ATOM 2093 NDIHISA267 67.364 53.417 100.288 1.00 1631 A
ATOM 2094 CELHISA 267  66.852 54.602 100.003 1.00 16.71 A
ATOM 2095 NE2HISA267 67.750 55294 99.324 1.00 17.200 A
ATOM 2096 C HISA267 70.206 49.906 99.213 1.0018.15 A
ATOM 2097 O HISA267 70.546 49.320 100.246 1.0017.07 A
ATOM 2098 N VALA268 70815 49.747 98.042 1.00 18.17 A
ATOM 2099 CA VALA268  71.985 48.896 97.900 1.00 18.64 A
ATOM 2100 CB VALA268 71.967 48.088 96.591 1.0019.08 A
ATOM 2101 CGL VALA268 73.247 47.266 96.483 1.0019.92 A
ATOM 2102 CG2VALA268  70.757 47.172 96.552 1.00.20.74 A
ATOM 2103 C VALA268  73.194 49.838 97.853 1.001948 A
ATOM 2104 O VALA268 73323 50.643 96.928 1.00 19.04 A
ATOM 2105 N GLUA269  74.059 49.756 98.859 1.0017.86 A
ATOM 2106 CA GLUA269 75252 50.593 98.896 1.00.16.31 A
ATOM 2107 CB GLUA269  75.607 50.973100.336 1.0017.15 A
ATOM 2108 CG GLUA269 76.874 51.811 100473 1.00 16.77 A
ATOM 2109 CD GLUA269 77.127 52.227 101.912 1.0020.07 A
ATOM 2110 OE1-GLUA269  76.184 52.758 102.539 1.0017.96 A
ATOM 2111 OE2GLUA269  78.259 52.030102.414 1.0019.71 A
ATOM 2112 C GLUA269 76.387 49.792 98.279 1.001599 A
ATOM 2113 O GLUA269 76.667 48.667 98.696 1.0013.57 A
ATOM 2114 N LEUA270  77.047 50.381 97.293 1.00 1531 A
ATOM 2115 CA LEUA270  78.126 49.696 96.599 1.00 16.82
ATOM 2116 CB LEUA270  77.983 49.895 95.089 1.00 17.15
ATOM 2117 CG LEUA270 76658 49.588 94.394 1.00 18.96
ATOM 2118 CDI LEUA270  76.752 50.039 92.936 1.00 18.54
ATOM 2119 CD2LEUA270  76.357 48.103 94.484 1.00 17.71

>>>>>



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AR A

2120
2121
2122
2123
2124
2125
2126
2127

2128
2129
2130
2131
2132
2133
2134
2135
2136
2137
2138
2139
2140
2141
2142
2143
2144
2145
2146
2147
2148
2149
2150
2151
2152
2153
2154
2155
2156
2157
2158
2159
2160
2161
2162
2163
2164

Rl

C LEUA270
O LEUAZ270
N LEUA27I1
CA LEUAZ271
CB LEUA271
CG LEUA271
CDl LEUA271
CD2 LEUA 271

C LEUA271
O LEUA?271
N PROA272
CD PROA272
CA PROA272

CB PROA?272

CG PROA 272
C PROA272
O PROA272
N VALA?273
CA VALA?273
CB VAL A 273
CG1 VAL A 273
CG2 VAL A 273
C VALA273
O VALA273
N ASNA274
CA ASN A 274
CB ASNA274
CG ASNA274
OD1 ASN A274
ND2 ASN A 274
C ASNA274
O ASNA274
N ASPAZ275
CA ASPA275
CB ASPA275
CG ASP'A275
OD1 ASPA275
OD2 ASPA275
C ASPA275
O ASPA275
N PHEA276
CA PHE A 276
CB PHE A 276
CG PHEA 276
CD1 PHE A 276

A R Ye A AF s
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79.502 50.191 96,999 1.00 17.08 A
79.722 51.397 97.140 1.0017.94 A
80.435 49.269 97.187 1.00 15.02 A
81.783 49.701 97.485 1.00 1543 A
82.670 48.500 97.842 1.00 14.08 A
82.718 48.356 99.379 1.001549 A
81.389 47.824 99.897 1.00 1426 A
83.847 47436 99.790 1.0017.51 A

82.215 50.441 96.197 1.00 1439 A
81.610 50.261 95.142 1.0013.52 A
83.247 51.293 96.276 1.00 14.96 A
84.194 51.313 97.408 1.00 1246 A
83.767 52.094 95.156 1.00 14.85 A
85.202 52.379 95.583 1.00 16,45 A
85.065 52.502 97.078 1.00 1536 A
83.681 51.585 93.715 1.001496 A
84.305 50.580 93.358 1.00 16.12 A
82.913 52296 92.887 1.0015.03 A
82.774 51.948 91470 1.00°14.60 A
81.287 51.823 91.022 1.0016.92 A
80.649 50.613 91.692 1.00 16.10 A
80.511 53.103 91.346 1.00 14.74 A
83.486 52.944 90.549 1.00 1543 A
§3.447 52.797 89.327 1.00:15.51 A
84,120 53.970 91.120 1.0016.24 A
84.880 54.909 90.291 1.00 15.78 A
85.203 56:199 91.051 1.0014.77 A
86.163 55.976 92.204 1.00 1494 A
87.383 56.057 92.042 1.00 18.13 A
85.618 55.681 93.371 1.00 9.38 A
86.166 54.131 89.997 1.00 1663 A
86.472 53.161 90.698 1.001503 A
86.918 54.529 88.980 1.0016.01 A
§8.124 53,782 88.658 1.0016.95 A
88.775 54.287 87.369 1.0015.24 A
89.813 53.319 86.843 1.00 1544 A
90.719 53.727 86.083 1.00 16.72 A
89.711 52.129 87.194 1.00.14.78 A
89.144 53.839 89.780 1.0016.81 A
89.475 54.918 90.270 1.00 18.03 A
89.644 52.670 90.172 1.0015.04 A
90.635 52.579 91.236 1.0016.57 A
89.983 52.090 92.536 1.0017.08 A
89.229 50.799 92,393 1.0016.32 A
87.838 50.798 92.319 L.00 I7.14 A

OfCAAS AT SHT AN A AT 1 PN AR



AlUM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2103

2166
2167
2168
2169
2170
2171
2172
2173
2174
2175
2176
2177
2178
2179
2180
2181
2182
2183
2184
2185
2186
2187
2188
2189
2190
2191
2192
2193
2194
2195
2196
2197
2198
2199
2200
2201
2202
2203

2204
2205
2206
2207
2208
2209

UL PHAE A Z/O

CE1 PHE A 276
CE2 PHE A 276
CZ PHEA276
C PHEA276
O PHEAZ276
N ALAA277
CA ALAA277
CB ALAA277
C ALAAZ277
O ALAA277
N GLYA278
CA GLYA278
C GLYA?278
O GLYA278
N VALA?279
CA VALA279
CB VALA?Z279
CG1 VAL A 279
CG2 VAL A 279
C VALA279
O VALA279
N ASPA280
CA ASP A 280
CB ASPA 280
CG ASP A 280
OD1 ASP A280
OD2 ASP A 280
C ASPA280
O ASPA280
N GLUA281
CA GLUAZ281
CB GLU A 281
CG GLU A 281
CD GLU A 281
OE1 GLU A 281
OE2 GLU A 281
C GLUA281
O GLUA?281

N GLUA282

CA GLUA 282
CB GLUA 282
CG GLU A 282
CD GLU A 282
OEI GLU A 282

3Y.YU0 49081 YL341 L.UU 12,01

87.127 49.602 92.199 1.00 17.46
89.208 48.378 92.220 1.00 16.32
§7.815 48387 92.150 1.0016.92
91.781 51.641 90.870 1.0016.56
91.689 50.873 89.913 1.00 1547
92.862 51.714 91.641 1.0017.20
94.028 50.862 91.425 1.0017.74
95.311 51.639 91.712 1.00 18.04
93.927 49.672 92.365 1.00 18.25
93.272 49.761 93.405 1.00 19.69
94.569 48.562 92.006. 1.00 17.95
94.531 47.395 92.869 1.00 19.44
94.175 46.097 92.174 1.00 20.96
94.508 45.014 92.660 1.0022.61
93.488 46.198 91.043 1.00 19.57
93.106 45.019 90.285 1.0019.11
91,589 44.758 90.389 1.0017.32
91.200 43.585 89.516 1.00 14.14
91.212 44.491 91.836 1.00 16.27
93.479 45.242 §8.826 1.00 21.60
93.042 46.217 88.211 1.00-20.77
94.310 44.357 88.283 1.0021.93
94,719 44.474 86,886 1.0021.82
95.855 43.505 86.568 1.00 22.69
96.347 43.040 85.136 1.00 2451
95.581 44.148 84.291 1.00 27.20
97.490 43.227 84.850 1.0026.29
93.505 44.121 86.039 1.00:22.73
93.092 42.960 85.985 1.0022.04
92,934 45.120 85.376 1.0021.46
91,752 44.891 84.560 1,00 22.81
91.211 46.237 84.056 1.0021.43
91.129 47.285 85.184 1.0020.01
90.436 48.586 84.783 1.0021.97
90.325 48.876 83.571 1.0021.39
90.011 49331 85.690 1.00 19.87
92.028 43.917 83.4L1 1.0023.99
91.102 43.375 82.817 1.00 25,09

93.302 43.683 83.111 1.0025.46

93.673 42737 82.058 1.00°29.07
95.097 43.011 81.556 1.0029.96
95.290 44315 80.790 1.0030.25
94.700 44.277 79.393 1.0030.58
94.917 45242 78.632 1.00 30.36
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ALOM 2210 OEZGLU A 282 94.021 43.286 /9.052 1.00 33.43 A
ATOM 2211 C GLUA282  93.604 41.304 82.606 1.003032 A
ATOM 2212 O GLUA282  93.294 40.368 §1.872 1.0030.22 A
ATOM 2213 N LYSA283 93.900 41.147 83.898 1.0031.08 A
ATOM 2214 CA LYSA283  93.877 39.843 84.576 1.0030.69 A
ATOM 2215 CB LYSA283 95.307 39.338 84.810 1.0033.15 A
ATOM 2216 CG LYSA283 96260 39.448 83.614 1.0038.05 A
ATOM 2217 CD LYSA?283 96,204 38.244 82.665 1.0040.85 A
ATOM 2218 CE LYSA 283 94.935 38201 §1.829 1.0042.09 A
ATOM 2219 NZ LYSA283  95.008 37.170 §0.753 1.0042.96 A
ATOM 2220 € LYSA283 93.193 40.039 85.935 1.0029.68 A
ATOM 2221 O LYSA283 93.833 39.927 86.981 1.002823 A
ATOM 2222 N PROA284 91.880 40.322 85930 1.0028.59 A
ATOM 2223 CD PROAZ284 91.033 40.308 84.725 1.0028.17 A
ATOM 2224 CA PROA284 91.066 40.553 87.131 1.0029.92 A
ATOM 2225 CB PROA284  89.670 40.806 86.556 1.0029.01 A
ATOM 2226 CG PROA284  §9.671 40.002 85.296 1,0028.54 A
ATOM 2227 C PROA284 91065 39.489 88.231 1.00:30.08 A
ATOM 2228 O PROA284 91.007 39827 8§9.410 1.0031.48 A
ATOM 2229 N LEUA285 91.132 38.215 87.858 1.0030.66 A
ATOM 2230 CA LEUA285 91.127 37.132 88.846 1.0030.29 A
ATOM 2231 CB LEUA285 90.869 35.788 88.159 1.0031.63 A
ATOM 2232 CG LEUA285 89.540 35.599 87.424 1.0034.84 A
ATOM 2233 CDILEUA285 89.647 34.406 86.485 1.0035.86 A
ATOM 2234 CD2 LEUA285 88408 35413 88425 1.003475 A
ATOM 2235 C LEUA285 92430 37.027 §9.638 1.0029:58
ATOM 2236 O LEUAZ285 92.476 36.360 90.673 1.0029.21
ATOM 2237 N ASPA286 93.481 37.688 89.158 1.0028.04
ATOM 2238 CA ASPA286  94.787 37.625 89.811 1.0027.89
ATOM 2239 CB ASPA286  95.880 38.048 88.829 1.0028.32
ATOM 2240 CG ASPA286 96.138 37.004 87.756 1.0027.72
ATOM 2241 ODI ASPA 286  95.284 36.114 87.569 1.00 27.30

O

ATOM 2242 OD2ASPA286 97.193 37.083 87.088 1.0029.86 A
ATOM 2243 C ASPA286 94929 38429 91.095 1.00.2820 A
ATOM 2244 O ASPA286  95.883 38232 91.850 1.0029.10 A
ATOM 2245 N ALAA287 93.998 39.340 91.347 1.0025.87 A
ATOM 2246 CA ALAA287 94073 40.141 62.558 1.0025.44 A
ATOM 2247 CB ALAA287 95.024 41.315 92355 1.002249 A
ATOM 2248 C ALAA287 92.696 40.642 92949 1.002642 A
ATOM 2249 O ALAA287 91.765 40.619 92.142 1.0026.72 A
ATOM 2250 N TYRA288 92.578 41.092 94.194 1.0024.21 A
ATOM 2251 CA TYRA288 91.318 41.606 94.707 1.00 23.68 A
ALOM 2252 CB TYRA288  90.644 40.561 95.617 1.0022.09 A
ATOM 2253 CG TYRA288 89.425 41.080 96365 1.0020.84 A
ATOM 2254 CDITYRA288 89.559 41.975 97429 1.0018.76 A
ATOM 2255 CEI TYRA288  88.446 42,480 98.094 1.0021.45 A



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AT £

2256 CD2 TYR A 288
2257 CE2 TYR A 288
2258 CZ TYR A 288
2259 OH TYR A 288
2260 C TYRAZ288
2261 O TYRAZ288
2262 N ASN A 289
2263 CA ASNA 289
2264 CB ASNA 289
2265 CG ASN A 289
2266 OD1 ASN A 289
2267 ND2 ASN A 289
2268 C ASNA289
2269 O ASN A289
2270 N TRP A 290
2271 CA TRP A290
2272 CB TRP A 290
2273 CG TRPA 290
2274 CD2 TRP A 290
2275 CE2 TRP A 290
2276 CE3 TRPA 290
2277 CD1 TRP A 290
2278 NEIL TRP A 290
2279 CZ2 TRP A 290

2280 CZ3 TRP-A 290
2281 CH2 TRP A 290
2282 C TRPA290
2283 O TRPA2%0
2284 N GLY A291
2285 CA GLY A 291
2286 C GLY A291
2287 O GLY A 291
2288 N TYRA292
2289 CA TYRA292
2290 CB 'TYRA292
2291 CG TYRA292
2292 CD1 TYR A 292
2293 CE1ITYRA292
2294 CD2TYR A 262
2295 CE2 TYR A 292
2296 CZ TYRA 292
2297 OH TYR A 292
2298 C TYRA?292
2299 O TYRAZ292
2300 N ASN A 293

AANT A A ORT A ANA

88.137 40.700 95.988 1.00 20.65
§7.013 41.201 96.648 1.0020.50
87.176 42.091 97.700 1.00 19.95
86.075 :42.593 98357 1.00:16.48
91.543 42.899 95.482 1.0023.04
92.606 43.114 96.065 1.0022.48
90.532 43.761 95488 1.0022.85
90.636 45.009 96.219 1.00 22.52
91.576 45.974 95.491 1.0022.22
92.036 47.111 96.381 1.0023.93
91.264 48.014 96.708 1.00 24.00
93.298 47.063 96.794 1.00 24.25
89.278 45.659 96.410 1.00 20.87
88.444 45653 95501 1.0020.27
§9.055 46.211 97.601 1.00 18.77
87.799 46.890 97.898 1.00 18.09
87.785 47.414 99.334 1.00 16.67
87.505 46.367 100.372 1.00 18.16
87.814 .46.445 101.772 1.00 16.83
87.307 45.273 102.379 1.00 16.36
88.469 47.392 102.572 1.0016.97
86.841 45.181 100.192 1.00 18.04
86.719 44,521 101.395 1.00 17.81
87.435 45.022 103.751 1.00 16.71

88.597 47.141 103.942 1.00 16.18
88.082 45965 104.513 1.00 15.42
87.590 48.063 96.944 1.00 16.52
86.459 48.374 96.583 1.00 19.11
88.684 48.711 96.550 1.00 14.44
88.596 49.836 95.633 1.00 15.05
§8.882 51.215 96.216 1.00 15.21
88.659 52.226 95.552 1.00 15.72
89.391 51.268 97.443 1.00 15.10
89.683 52.548 98.087 1.00 16.58
89.617 52382 99.608 1.00 16.83
88.225 52.055100.102 1.00 19.17
87.218 53.026 100.110 1.00 18.14
85.924 52.716 100.523 1.00 18.71
87.901 50.766 100.520 1.00 17.58
86.613 50.445 100.929 1.00 18.47
85.629 51423 100.929 1.00 19.09
84.349 51.096 101.318 1.00 18.49
91.022 53.161 97.679 1.00 16.62
91.739 53.718 98.515 1.00 16.73
91.344 53.057 96.391 1.00 16.61
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ALUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AI'OM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

Z3UL LA ADIN A LY
2302 CB ASNA293
2303 CG ASN.A293
2304 OD1 ASN A 293
2305 ND2 ASN A 293
2306 C ASNA293
2307 O ASNA293
2308 N PRO A 2%
2309 CD PRO A 294
2310 CA PROA 294
2311 CB PROA 294
2312 CG PRO A 294
2313 € PROA29%4
2314 O PRO A294
2315 N LEUA295
2316 CA LEUA 295
2317 CIB LEU A 295

2318 CG LEU A 295
2319 CD1 LEU A 295
2320 CD2 LEU A 295
2321 C LEU A 295
2322 O LEUA295
2323 N HISA296
2324 CA HIS A296
2325 CB HIS A 296
2326 CG HIS A 296
2327 CD2 HIS A 296
2328 NDI HIS A 296
2329 CE1 HIS A 296
2330 NE2 HISA 296
2331 C HISA?296
2332 O HIS A 296
2333 N PHEA297
2334 CA PHE A 297
2335 CB PHE A 297
2336 CG PHE A 297
2337 CD1 PHE A 297
2338 CD2 PHE A 297
2339 CE1 PHE A 297
2340 CE2 PHE A 297
2341 CZ PHEA 297
2342 C PHEA297
2343 O PHEA297
2344 N PHE A 298
2345 CA PHE A 298
2346 CB PHE A298

Y2.38Y 33.0YD ¥D.84d LUV L/.fD
93,533 52.454 95414 1.00 18.30
93.952 51.582 96.591 1.00 19.90
94.493 52.073 97.577 1.00 19.37
93.703 50.279 96.485 1.0020.37
92.161 54.375 94.585 1.00 18.75
92.373 53.929 93.455 1.00 18.72
91.561 55.560 94.786 1.00 17.15
91.425 56.232 96.088 1.0018.21
91.070° 56.427 93.717 1.00 16.86
90.522 57.639 94.473 1.00 16.64
90.238 57.111 95.850 1.00 17.91
92.076 56.840 92.651 1.00 17.63
93.146 57.371 92.964 1.00 16.29
91.715 56.591 91.393 1.00 16.07
92,539 56.984 90.252 1.00 17.83
92.835 55.793 89.332 1.00 17.67

93.878 54,797 89.837 1.0019.46
94.168 53.763 88.753 1.00 18.19
95.148 55.551 90.221 1.00 16.60
91.795 58.045 89.453 1.00 16.67
92.317 59.128 89.201 1.00 17.72
90.565 57.724 89.065 1.0017.67
89.739 58.631 88.276 1.00 17.75
89.665 58.109 86.850 1.00 16.53
91.009 57.851 86.249 1.00 18.50
91.579 56.711 85.791 1.00 18.73
91.955 58.843 86.093 1.00 18.08
93.049 58.324 85.565 1.00 19.16
92.848 57.032 85.373 1.00 19.41

A
A
A
A
A
A
A
A
A

A

A

A
A
A
A

A
A

A
A
A

A
A
A
A
A

A
A
A
A
A

88.350 58.740 88.885 1.0017.90 A

87.554 57.802 88.822 1.00 1586
88.058 59.903 89.455 1.00 18.21
86.783 60.119 90,129 1.00 17.58
86.876 61.355 91.031 1.00 16.60
87.778 61.168 92.225 1.00 16.29
89.090 61.635 92.208 1.0015.77
87.315 60.518 93.366 1.00 16.50
89.923 61.458 93.317 1.00 14.93
88.142 60.333 94.480 1.00 14.91
89.444 60.805 94.454 1.00 13.72
83.538 60.223 89.263 1.0017.17
84.435 60.010 89.758 1.00 17.00
85.702 60.547 87.984 1.00 16.70
84.548 60.684 87.099 1.00 16.21
84.658 61.960 86.253 1.00 14,34
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A
A
A

A

A
A
A
A

A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOINA

CG PHE A 298
CDI PHE A 298
CD2 PHE A 298
CEl PHE A 298
CE2 PHE A 298
CZ PHE A 298
C PHE A298
O PHE A 298
N ALA A299

CA ALAA299
CB ALLAA299
C ALAAZ299
O ALAA299
N PRO A 300
CD PROA300
CA PRO A 300
CB PRO A 300
CG PROA 300
C PROA300
O PPRO A 300
N GLUA 301
CA GLUA 301
CB GLUAZ301
CG GLU A 301
CD GLU A 301
OEl GLUA 30!
OE2 GLU A 301
C GLUA301
O GLUA301
N GLYA302
CA GLY A 302
C GLY A302
O GLYA302
N SERA303
CA SERA303
CB SERA303
OG SER A 303
C SERA303
O SERA303
N TYR A 304
CA TYRA304
CB TYR A 304
CG TYRA304
CD1ITYR A304
CEITYRA 304

CTYY TVR A 204

84.370 63.227 87.017 1,00 14.51
85.296 63,741 87.915 1.00 12.47
83.157 63.901 86.844 1.00 13.58
85.023 64.913 88.636 1.00 15.67
82.873 65.073 87.560 1.00 14.64
83.809 65.577 88.457 1.00 14.18
84.314 59503 86.173 1.00 16:19
83.405 59.544 85.343 1.00 17.07
85.118 58.454 §6.297 1.0015.17

84.937 57.293 85.428 1.00 15.44
86.126 57.143 84487 1.0012.16
84.751 56.025 86.244 1.00 15.99
85.190 55.951 87.388 1.00:13.75
84.089 55.009 85.659 1.0017.56
83.307 55.125 84.416 1.00 17.61
83.827 53.719 86.312 1.00 16.52
82,709 53.111 85.461 1.00 16.65
82.088 54.309 84.751 1.00 17.78
§5.044 52.793 §6.355 1.00 17.68
85.925 52.870 85.499 1.00 16.38
85.078 51.923 87.362 1.00 17.44
86.151 50.945 §7.513 1.00:18.81
85.997 50.198 88.845 1.00 1947
R6.628 48.814 88.867 1.00.18.46
88.142 48.837 88.733 1.00 19.07
88.724 47,759 88.496 1.00 17.38
88.748 49.919 88.871 1.00 16.16
86.007 49.966 86.357 1.00 18.50
84.889 49.601 85.995 1.00 18.19
87.129 49.523 85.795 1.00 19.27
87.073 48.604 84.666 1.00 19.53
86.987 47.102 84.921 1.0020.49
86.523 46.361 84.049 1.0020.33
87.417 46.630 §6.088 1.0018.74
87.370 45.193 86.358 1.00 19.24
88.186 44.845 87.611 1.00 18.05
87.576 45.357 88.782 1.00 20.17
85.951 44.635 86.505 1.00 19.81
85.751 43.421 86.428 1.0018.42
84.968 45.511 86.712 1.00 19.84
83.586 45.064 86.856 1.00 18.50
82.816 45.983 87.815 1.00 18.03
83.414 46.077 89.207 1.00 16.57
§3.947 44.954 §9.835 1.00 17.57
84.501 45.031 91.118 1.00 17.09
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ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM

AT A

LD T L

2393

2394
2395
2396
2397
2398
2399
2400
2401
2402
2403
2404
2405
2406
2407
2408
2409
2410
2411
2412
2413
2414
2415
2416
2417
2418
2419
2420
2421
2422
2423
2424
2425
2426
2427
2428
2429
2430
2431

2432
2433
2434
2435
2436

AT

ASL LA AN Y OV

CE2TYR A 304

CZ TYRA304
OH TYR A 304
C TYRA304
O TYRA304
N ALAA305
CA ALAA305
CB ALAA 305
C ALAA30S
O ALAA305
N SERA306
CA SERA306
CB SER A 306
OG SER A 306
C SERA306
O SER A 306
N ASNA307
CA ASN A 307
CB ASN A 307
CG ASN A 307
OD1 ASN A 307
ND2 ASN A 307
C ASNA307
O ASNA307
N PRO A 308
CD PROA 308
CA PRO A 308
CB PROA 308
CG PROA 308
€ PROA308
O PROA308

N HISA309

CA HIS A309
CB HIS A 309
CG HIS A 309
CD2 HIS A 309
ND1 HIS A 309
CEl HIS A 309
NE2 HIS A 309

C HISA309
O HIS A309
N ASPA310
CA ASPA3I0
CB ASPA310

MY ACTY A Y1

O 0 T{LTY 07.070 LYY LJI.77

83.996 47.381 91.180 1.00 16.27

84.522 46.247 91.781 1.0017.38

85.078 46.322 93.031 1.00 15.52

82.852 44.999 85.516 1.00 1848
81.691 44.584 85.456 1.0019.37
83.520 45.412 84.444 1.0018.93
82.903 45.393 83.114 1.00 17.86
83,359 46,605 82.309 1.00 16.15
§3.224 44.118 82:339 1.00 18.27
84.251 43.477 82.562 1.00 17.14
82.333 43.749 §1.426 1.0020.86
82.549 42.569 80.601 1.0021.06
8§1.343 42.339 79.691 1.00.20.64
81.162 43.429 78.803 1.00 19.48
83.800 42.805 79.748 1.0022.56
84.586 41.887 79.501 1.0023.18
83.975 44.045 79.302 1.0020.98
85.126 44.412 78.482 1.00 20.50
84.708 44.523 77.014 1.00 19.73
85.858 44,930 76.095 1.0020.71

85.670 45.075 74.887 1.0023.96
87.044 45.116 76.659 1.00 17.56

85.699 45745 78.953 1.00 18:98
85.123 46.799 78.691 1.0017.13
86.848 45.710 79:650 1.00 19.45
87.586 44.499 80.059 1.00 19.99
87.506 46.918 80.163 1.00 19.91
88.443 46.366 81.234 1.00 18.81
88.882 45.070 80.638 1.00 19.60
§8.262 47.696 79.090 1.00:20.59
88.709 48.820 79.328 1.0021.11
88.398 47.089 77.914 1.0021.20
89.111 47:.699 76.794 1.00 21.68
89.553 46.618 75.805 1.00 20.60
90.410 45.563 76.420 1.0021.89
90.129 44.292 76.793 1.00 22.89
91.723 45.786 76.774 1.0022.78
92.213 44.698 77.341 1.00 23.32
91.266 43.777 77.366 1.0023.49

88.285 48.736 76.050 1.0021.63
8R.828 49.729 75.562 1.0022.96
86.982 48.489 75.939 1.0021.27
86.091 49.414 75.245 1.0020.98
84.896 48.670 74.647 1.00 19.96
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ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM.
ATOM

2451
2438
2439
2440
2441
2442
2443
2444
2445
2446
2447
2448
2449
2450
2451
2452
2453
2454
2455
2456
2457
2458
2459
2460
2461
2462
2463
2464
2465
2466
2467
2468
2469

2470
2471
2472
2473
2474
2475
2476
2477
2478
2479
2480
2481

LI ADY AJLY
ODLASPA3IL0
OD2 ASPA310
C ASPA310
O ASPA3I0
N PROA31L
CD PROA311
CA PROA311
CB PROA3II
CG PROA 31
C PROA3ILL
O PROA3II
N GLNA3I12
CA GLNA312
CB GLNA312
CG GLN A 312
CD GLNA312
OElI' GLN A 312
NEZ GLN A 312
C GINA3I2
O GLNA312
N THR A 313
CA THRA313
CB THRA313
OGI THR A313
CG2THR A 3|3
C THRA3I13
O THRA313
N ARGA314
CA ARG A314
CB ARG A314
CG ARG A314
CD ARG A 314

NE ARGA314
CZ ARG A 314
NH1 ARGA314
NH2 ARG A 314
C ARG A314
0O ARGA3I14
N LYSA315
CA LYSA3IS
CB LYSA315
CG LYS A 315
CD LYSA3IS
CE LYSA3ILS

2482 NZ LYS A 315

BIVLL 4Y0UH /MDD LWV 21./1
82.760 49.701 74.409 1.00 23.51
84.316 50.252 72.971 1.0020.19

85.615 50.460 76.244 1.00 19.94

84.806 50.170 77.129 1.0021.63

86.119 51.696 76.112 1.00 18.10
87.029 52.140 75.041 1.00 16.95
85.778 52.817 76.991 1.0017.95
86.291 54.023 76.210 1.0018.55
87.519 53.479 75564 1.0017.22

84.306 52.947 77.371 1.00:17.66

§3.978 53.133 78.542 1.00 16.87
83.420 52:.836 76.389 1.0017.54
81.991 52.982 76.653 1.00 18.20
81.240 53.218 75.340 1.00 16.59
79.725 53.168 75478 1.0017.14
79.172 54.290 76.338 1.0020.68
78.253 54.078 77.129 1.0022.39
79.720 55495 76.181 1.00 (5.85
81.321 51.829 77.405 1.00 17.68
80.401 52.060 78.189 1.00 16.90
81.780 50.602 77.170 1.00 17.22
81.179 49.422 77.792 1.00 18.53
81.989 48.141 77.448 1.00 18.73
81.919 47.908 76.036 1.0020.11
81424 46.917 78.172 1.00 17,03

80.940 49.487 79305 1.00 19.08
79.830 49.207 79.762 1.0020.64
§1.953 49.854 80.087 1.00 18.30
81.763 49.918 81.533 1.00 18.60
3.085 50.243 82,244 1.00-18.73
83.668 51.602 81.935 1.00 19,17
85.024 51.783 82.616 1.00 19.96

86.104 51.024 §1.984 1.00 18.29
87.368 51.047 82.404 1.0020.58

87.700 51.786 83.451 1.00 18.30

88.305 50,342 §1.778 1.00 19.13
80.679 50.924 81.929 1.00 18.37
79.955 50.716 82.909 1.00 17.30
80.561 52.003 81.162 1,00 17.51
79.562 53.033 81.440 1.00 18.00
79.794 54.256 80.548 1.0016.82
81.140 54.936 80.771 1.00 17.96
§1.339 36.126 79.839 1.0020.11
80.235 57.167 80.008 1.00 23.38
80.492 58.370 79.167 1.00 28.14
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ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOWA

2483
24%4
2485
2486
2487
2488
2489
2490
2491
2492
2493
2494
2495
2496
2497
2498
2499
2500
2501
2502
2503
2504
2505
2506
2507

2508
2509
2510
2511
2512
2513
2514
2515
2516
2517
2518
2519
2520
2521
2522
2523
2524
2525
2526

C LYSA3IS
O LYSA3IS
N THRA316
CA THRA3L6
CB THRA316
OG1 THR A 316
CG2THRA316
C THRA3I16
O THRA316
N GLUA?317
CA GLUA 317
CB GLUA317
CG GLUA317
CD GLUA 317
OE1 GEUA317
OE2.GLUA 317
C GLUA317
O GLUA3L7
N LEUA3IS
CA LEUA318
CB LEUA318
CG LEUA318
CDI LEUA 318
CD2LEUA3IS
C LEUA3IS

O LEUA318
N LYSA319
CA IYSA319
CB LYSA3I9
CG LYSA319
CD LYSA319
CE LYSA319
NZ LYSA319
C LYSA3IY
O LYSA319
N GLNA320
CA GLNA320
CB GLNA 320
CG GLN A 320
CD GLN A 320
OEl GLN A 320
NE2 GLN A 320
C GLNA320
O GLNA320

2527 N META 321

IR

MA MET A 1

78.165 52.483 §1.188 1.00 18.93
77.250 52.664 81.997 1.00 19:25
78.018 51.805 80.056 1.00 19.00
76,751 51,214 79.663 1.00 17.52
76.886 50.486 78302 1.00 17.40
77.231 51.433 77.284 1.00 16.31
75.582 49.804 77.921 1.00 17.10
76.260 50.222 80.711 1.00 16.96
75.115 50.289 81.145 1.00-18.75
77.139 49.324 81.135 1.00 16.42
76.773 48.292 82.098 1.00 19.37
77861 47.214 82.125 1.00 19.14
78.190 46.700- 80.724 1.0020.50
79.067 45.462 80.723 1.0021.16
79.907 45.310 81.631 1.0021.91
78.927 44.645 79.796 1.0024.335
76.458 48.786 83.512 1.0019.03
75.525 48.290 84.150 1.00 19.32
77.218 49.755 84.007 1.00.17.68
76.944 50.284 85.336 1.00 18.49
78.029 51.277 85.759 1.00:17.16
77.847 52.007 87.100 1.0017.30
77.589 51.014 §8.240 100 13.50
79.099 52.833 87.378 1.00 13.10
75:579 50.979 85.305 1.00 20.12

74.782 50.845 86.240 1.00 19.50
75.307 51.702 84.219 1.00 20.10
74.036 52.411 84.071 1.0022.12
74.069 53.319 82,842 1.0021.69
75.055 54.476 82.973 1.0022.14
74.983 55.421 81.779 1.00 23.75
75.989 56.566 81.915 1.00 24.20
75.879 57.537 §0.790: 1.00 22.14
72.870 51.436 83.973 1.0022.51
71.786 51.696 §4.501 1.0020.35
73.097 50.313 83.300 1.00 23.62
72.062 49.297 83.161 1.00 24.43
72498 48.216 82.177 1.00 27.53
72.154 48.534 80.742 1.0035.93
72.412 47.361 79.826 1.0040.22
72.065 46.220 §0.150 1.00 43.23
73.010 47.630 78.670: 1.00 41.49
71773 48.668 §4.514 1.0022.47
70.616 48482 84.889 1.0022.79
72.835 48.341 85.243 1.00 19.30
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ATOM
ATOM
ATOM
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ATOM
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ATOM
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ATOM
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

L X AVLLAL £) D4

CB META 321
CG MET A 321
SD MET A 321
CE MET A 321
C META321
O META 321
N ILEA322
CA ILEA 322
CB ILEA 322
CG2ILEA 322
CGLILEA 322
CD1ILE A 322
C ILEA322
O ILEA322
N ASNA323
CA ASNA323
CB ASN A 323

CG ASN A323
OD1 ASN A 323
ND2 ASN A 323
C ASNA323
O ASN A323
N THR A 324
CA THR A 324
CB THR A 324
OG1 THR A324
CG2 THR A324
C THRA324
O THR A324
N LEUA325
CA LEUA325
CB LEU A 325
CG LEUA325
CD1 LEU A 325
CD2 LEU A 325
C LEUA325
O LEUA325
N HIS A326
CA HIS A326
CB HIS A326
CG HIS A 326
CD2 HIS A 326
NDI1 HIS A 326
CEL HIS A 326
NE2 HIS A 326

12 OJ T iTTO OVLJIJ S LU LU0

74.060 47.552 87.205 1.00 17.16
74.043 46.762 88.494 1.00 18.64
75.680 46.673 89.262 1.00 19.02
75.627 48.126 90.297 1.00:17.60
71.820 48.664 87.421 1.00 17.97
70.858 48.227 88.046 1.00 18.39
72.164 49.945 87.431 1.00 17.43
71.432 50.931 88.213 1.00 17.48
72.126 52.300 88.139 1.00 18.76
71.243 53.368 88.763 1.00 17.87
73.480 52.223 88.850 1.00 17.93
74.333 53.457 88.673 1.00 17.10
69.978 51.085 87.768 1.00 17.56
69.074 51.161 88.606 1.00 14.93
69.753 51.128 86.455 1.00 16.97
68.402 51.275 85.931 1.00 17.70
68,431 51.494 84.411 1.00 17.91

67.063 51.885 83.848 1.0020.31
66.478 52.908 84.236 1.0019.93
66.547 51.071 82.931 1.0021.81
67.553 50.046 86.266 1.00-18.15
66.380 50.174 86.614 1.0018.53
68.148 48.861 86.167 1.00 17.27
67.432 47.624 86.463 1.00 20.35
68.297 46.396 86,142 1.00 20.62

68.730 46.461 84.780 1.00 22.20

67.502 45.123 86.354 1.00 21.69
67.014 47.568 87.940 1.0021.79
65.873 47.217 88.262 1.00 20.91
67.946 47.903 88.831 1.0020.53
67.657 47.920 90.261 1.00 21.51
68.883 48.407 91.049 1.00 15.68
70.042 47.404 91.152 1.00 18.00

71.302 48.082 91.637 1.00 15.55

69.647 46,283 92.099 1.0020.36
66:477 48.856 90.488 1.00 22.82
65.580 48.558 91.274 1.0023.67

66.484 49.985 89.780 1.00 23.78
65.415 50.974 89.882 1.00 24.13
65.771 52226 89.071 1.00 22.40
66.746 53.139 89,752 1.00 24.50

67.259 53.122 91.007 1.0023.27
67.272 54.256 89.139 1.00 22.08
68.063 54.890 89.986 1.0023.04
68.073 54224 91.127 1.0023.03
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2574
2575
2576
2577
2578
2579
2580
2581
2582
2583

2584
2585
2586
2587
2588
2589
2590
2591
2592
2593
2594
2595
2596
2597
2598
2599
2600
2601
2602
2603
2604
2605
2606
2607
2608
2609
2610
2611
2612
2613
2614
2615
2616
2617
2618
2619

C HISA326

O HISA326

N GLNA327
CA GLNA327
CB GLNA327
CG GLN A 327
CD GLN A 327
OET'GLN A 327
NE2 GLN A 327
C GLNA327

O GLNA327
N HISA328
CA HISA328
CB HIS A328
CG HIS A 328
CD2 HIS A 328
ND1 HIS A 328
CEIl HIS A328
NE2 HIS A 328
C HIS A328

O HISA328

N GLY A329
CA GLY A329
C GLYA329
O GLYA329
N LEUA330
CA LEUA330
CB LEU A 330
CG LEUA330
CD1 LEU A 330
CD2 LEU A 330
C LEUA330
O LEUA330
N ARGA331
CA ARG A331
CB ARG A 331
CG ARGA331
CD ARG A33l
NE ARG A331
CZ ARG A 331
NHI1 ARG A 331
NH2 ARG A 331
C ARG A331
O ARG A331
N VALA332
CA VAT.A133)

64.087 50.397 89.386 1.0024.10 A
63.030 50.688 89.940 1.0022.94 A
64,146 49.585 §8.334 1.0024.92 A
62.942 48.966 87.787 1.0025.14 A
63277 48.129 86,551 1.002644 A
63.611 48.943 85.317 1.0031L.54 A
63.986 48.076 84.123 1.003431 A
63.880 48.508 82969 1.0032.87 A
64.436 46.852 84.393 1.0034.73 A
62,318 48.069 88.848 1.0023.95 A

61.099 47.983 88.959 1.0023.57 A
63.168 47.415 89.632 1.0021.71 A
62.705 46.521 90.679 1.0022.02 A
63.675 45346 90.799 1.0022.64 A
63.687 44,465 89.588 1.002631 A
64.212 44.655 88.354 1.002596 A
63.051 43.242 89.549 1.0026.03 A
63.184 42.717 88.344 1.0026.12 A
63.884 43.554 87.600 1.0028.11 A
62.491 47.207 92.032 1.0020.63 A
62.419 46.551 93.073 1002192 A
62.379 48.531 92.001 1.0019.83 A
62.136 49,302 93.209 1.0017.04 A
63.298 49.451 94.170 1.00 18.60 A
63.098 49.811 95.334 1.0020.63 A
64.512 49.188 93.705 1.00-17.57 A
65.681 49.303 94.576 1.0018.82 A
66.558 48.055 94.436 1.0018.54 A
65.946 46,738 94.930 1.0022.17 A
66.826 45577 94.505 1.0023.19 A
65.795 46.774 96.446 1.0021.55 A
66.508 50.551 94.266 1.00 1839 A
66.720 50.895 93.099 1.0014.16 A
66.971 51.233 95310 1001621 A
67.788 52.422 95.102 1.0017.35 A
67.323 53.550 96.024 1.0019.63 A
66.289 54458 95.361 1.0020.96 A
65.634 55.394 96.351 1.002624 A
64.335 54.880 96.766 1.0031.48 A
63.176 55.313 96.289 1.0030.23 A
63.149 56.278 95.383 1.0034.83 A
62.045 54.772 96.710 1.0032.92 A
69.277 52.121 95282 1.0017.32 A
69.650: 51.084 95849 1.0015.65 A
70.123 53.022 94.788 1.00 16.06 A
71 574 52832 94 R41 1001520 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

ATOWA

2620
2621

2622
2623
2624
2625
2626
2627
2628
2629
2630
2631
2632
2633
2634
2635
2636
2637
2638
2639
2640
2641
2642
2643
2644
2645
2646
2647
2648
2649
2650
2651
2652
2653
2654
2655
2656
2657
2658
2659

2660
2661
2662

CB VALA332 72,145 52,742 93.405 1.00 16.09 A
CGL VALA332  73.638 52.432 93.439 1.00 1640 A

CG2 VAL A 332 71.383 51.683 92.616 1.00 16.89 A
C VAL A332 72360 53.914 95.580 1.00 1588 A
O VALA332 72122 55.110 95401 1.0017.01 A
N ILEA333 73306 53.486 96.410 1.00 1581 A
CA ILEA 333 74.158 54.416 97.142 1.00 15.34 A
CB ILEA333  74.047 54.229 98.665 1.00 17.38 A
CG2ILEA333  75.115 55.080 99.380 1.00 1343 A
CGIILEA333  72.648 54.632 99.135 1.00 17.43 A
CDIILEA333 72381 54.285 100.582 1.0019.91 A
C ILEA333  75.601 54.160 96.719 1.00 1581 A
O ILEA333 76.054 53.018 96.685 1.00 15,12 A
N LEUA334 76319 55224 96389 1.00:14.97 A
CA LEUA334 77.702 55.089 95.964 1.0015.29 A
CB LEUA334 77955 55954 94.722 1.0016.03 A
CG LEUA334 77966 55298 93.333 1.0019.05 A
CDI LEUA334  76.820 54.316 93.163 1.00 1556 A
CD2LEUA334  77.898 56.393 92.283 1.00 19.00 A
C LEUA334 78693 55470 97.055 1.0015.66 A
O LEUA334 78622 56.561 97.624 1.0016.54 A
N ASPA335 79.609 54.554 97.346 1.0014.02 A
CA ASPA335 80.663 54.783 98.332 1.0014.82 A
CB ASPA335 81.316 53.440 98.706 1.00 15.50 A
CG ASPA335 82248 53.523 99.917 1.0017.09 A
OD1 ASPA335 82950 54.548 100,117 1.00 18.12 A
OD2 ASPA.335 82291 52.522 100.666 1.00 14.63 A
C ASPA335 81.659 55.637 97.541 1.00 15.88 A
O ASPA335 82.105 55.228 96466 1.0014.22 A
N VALA336 81.986 56.823 98.043 1.00 1696 A
CA VALA336 82.932 57.697 97.347 1.0017.09 A
CB VALA336  82.240 58,977 96.825 1.00 16.78 A
CG1 VALA 336 81.338 58,623 95649 1.00 1338 A
CG2 VALA 336  81.436 59:634 97.943 1.0015.51 A
C VALA336 84.087 58.053 98.271 1.0018.09 A
O VALA336 83.902 58208 99.478 1.0019.20 A
N VALA337 85.270 58.198 97.684 1.00 17.57 A
CA VALA337 86.502 58.447 98.422 1.0016.70 A
CB VALA337 87.528 57.328 98.063 1.00 18.74 A
CG1 VALA337  88.653 57.271 99.075 1.00 16.55 A

CG2VALA337 86810 55.983 97.975 1.0017.87 A
C VALA337 87.131 59.810 98.123 1.0017.32 A
O VALA337 88.151 59.883 97446 1.0017.38 A

2663 N PHEA338 86.543 60.884 98.639 1.001624 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

g

2665
2666
2667
2668
2669
2670
2671
2672
2673
2674
2675
2676
2677
2678

2679

2680
2681
2682
2683
2684
2685
2686
2687
2688
2689
2690
2691
2692
2693
2694
2695
2696
2697

2698
2699
2700
2701
2702
2703
2704
2705
2706
2707
2708
2709

R I N N I PR IS )

CB PHE A 338
CG PHEA 338
CD1 PHEA 338
CD2 PHE A 338
CE1 PHE A 338
CE2 PHE A 338
CZ PHEA 338
C PHE A 338
O PHEA338
N ASNA339
CA ASNA339
CB ASNA 339
CG ASN A 339
OD1ASN A 339
ND2 ASN A 339
C ASNA339
O ASNA339
N HIS A340
CA HIS A340
CB HIS A 340
CG HIS A340
CD2 HIS A 340
NDI HIS A 340
CE1 HIS A 340
NE2 HIS A 340
C HISA340
O HISA340
N VAL A341
CA VAL A341
CB VALA 341
CG1 VALA 341
CG2 VAL A 341
C VALA341

O VALA341

N TYRA342

CA TYRA342
CB TYRA 342
CG TYRA342
CDI TYR A342
CELTYRA 342
CD2TYRA 342
CE2TYRA 342
CZ TYRA342
OH TYRA 342
C TYRA342

QDU WLs o f A0WI 00 LUV BT S

85.938 63.232 98.260 1.00 16.07
84.970 62.931 97.147 1.00 15.20
85.412 62.804 95.830 1.00 16.63
83.609 62.802 97.410 1.00 15.84
84.507 62.553 94.784 1.00 15.73
82.695 62,553 96.377 1.00 16.37
83.146 62.428 95.060 1.0014.73
88.070 62.688 99446 1.00 17.79
88.393 63.875 99.517 1.00 18.06
88.564 61.755100.257 1.00 16.31
89.522 62.088 101.311 1.00 17.83
89.239 61.267 102.575 1.00 16.97
89.297 59.774 102.318 1.00 18.78
88.273 59.123 102.075 1.00 20.28
90.497 59.226 102.350 1.00 12.63
90.978 61.852 100.897 1.00 18.39
91.894 62.327 101.569 1.00 18.05
91.193 61.128 99.800 1.00 16.26
92.551 60.845 99.353 1.00 17.25
93.224 59.886 100.342 1.0018.05
92.864 58.446 100.130 1.00 19.10
91.860 57.692 100.637 1.00 18.56
93.579 57.615 99.292 1.0020.39
93.030 56.412 99.295 1.00 19.02
91.986 56.433 100.103 1.00 19.79
92.588 60.228 97.955 1.00 17.42
91.562 59.802 97423 1.00 17.34
93.776 60.194 97.365 1.00 16.45
93.963 59.599 96.048 1.00 18.11
94.405 60.644 94.984 1.00 17.47
93.455 61.829 94.988 1.00 19.34
95.837 61.094 95.249 1.00 18.71
95.063 58.555 96.165 1.00 18.88

95.829 58.550 97.128 1.00 18.05
95.140 57.668 95.186 1.0021.11
96.173 56.649 95.186 1.0022.76
95.745 55,488 94.289 1.00 24,57
96,752 54.362 94.199 1.00 26.43
97.520 54.180 93.053 1.0027.70
08.435 53.131 92.953 1.00.28.90
96.924 53.470 95.254 1.0026.53
97.835 52.421 95.169 1.0029.72
98.585 52.256 94.014 1.0031.51
99.476 51.211 93.917 1.0032.85
97.459 57.296 94.656 1.0024.39
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2710 O TYRA342
2711 N LYSA343
2712 CA LYS A 343
2713 CB LYS A 343
2714 CG LYS A 343
2715 CD LYS A 343
2716 CE LYSA343
2717 NZ LYS A 343
2718 € LYSA343
2719 O LYSA343
2720 N ARG A344
2721 CA ARG A 344
2722 CB ARGA 344
2723 CG ARGA 344
2724 CD ARG A 344
2725 NE ARG A 344
2726 CZ ARG A 344
2727 NH1 ARG A 344
2728 NH2 ARG A 344
2729 C ARG A344
2730 O ARG A 344
2731 N GLU A 345
2732 CA GLUA 345
2733 CB GLUA 345
2734 CG GLUA 345
2735 CD GLU A 345

2736 OE1 GLU A 345
2737 OE2.GLU A 345
2738 C GLU A 345
2739 O GLUA345
2740 N ASN A 346
2741 CA ASN A 346
2742 CB ASN A 346
2743 CG ASN A 346
2744 OD1 ASN A 346
2745 ND2 ASN A 346
2746 € ASNA346
2747 O ASN A 346
2748 N SER A 347
2749 CA SER A347
2750. CB SER A 347
2751 OG SERA 347
2752 C SERA347
2753 O SERA347
2754 N PRO A 348
2755 €D PRO A 348

97.447 57.961 93.618 1.0025.16
98.558 57.112 95.380 1.0025.35
99.848 57.672 94.984 1.00 25.64
100.423 56.887 93.805 1.0027.54
100.978 55.520 94.182 1.0034.26
101.628 54.838 92,987 1.00 37.73
102.389 53.591 93.406 1.00 40.41
103.555 53911 94.286 1.00 42.60
99.763 59.152 94.626 1.0024.56
99.742 59.522 93.454 1.0024.04
99.722 59.989 95.652 1.0023.08
99.634 61.438 95.497 1.00 24.18
99.904 62.112 96.852 1.00 22,29
99.920 .63.634 96.835 1.0023.73
100.432 64.182 98.171 1.0026.63
101.815 63.784 98.415 1.0026.45
102.851 64.239 97.718 1.00 28.11
102.662 65.116 96.741 1.00 28.15
104.073 63.799 97.978 1.0029.38
100.589 62.009 94.453 1.00 24.52
100.190 62.803 93.599 1.00 22.88
101.850 61.593 94.540 1.00'27.29
102.920 62.054 93.658 1.00 29.52
104.217 61.323 94.030 1.00 34.13
104,576 61.489 95.515 1.00 44.66
105.780° 60.657 95.959 1.00 49.89

106,144 60.732 97.156 1.0052.06
106.361 59.930- 95.122 1.00 54.05
102.658 61.935 92.156 1.00 27.40
103.104 62.781 91.377 1.00 26.86
101,932 60.900 91.748 1.0025.36
101:639 60.705: 90.332 1.00 24.64
102.026 59.285 89.907 1.00 28.49
103.453 58.920 90.300° 1.00 33.34
104.385 59.721 90.158 1.00 34.18
103.631 57.696 90.785 1.00 36.56
100.166 60,944 90.002 1.0023.09
99.689 60.559 8§8.939 1.00 22.41
99.445 61.591 90.908 1.00 20.76
98.028 61.840 90.689 1.00 19.59
97.330 62.105 92.031 1.00 18.48
97.727 63359 92.573 1.00 18.97
97.749 63.007 89.743 1.00 17.46
98.552 63.930 89.616 1.00 16.76
96.601 62.965 §9.047 1.00 17.69
95.698 A1.ROR KRR.RID 1.00.15.80
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2756
2757
2758
2759
2760
2761
2762
2763
2764
2765
2766
2767
2768
2769
2770
2771
2772
2773

2774
2775
2776
2777
2778
2779
2780
2781
2782
2783
2784
2785
2786
2787
2788
2789
2790
2791
2792
2793
2794
2795
2796

CA PRO A 348
CB PROA 348
CG PROA 348
C PROA348
O PRO A 348
N PHEA349
CA PHE A 349
CB PHE A 349
CG PHEA 349
CD1 PHE A 349
CD2 PHE A 349
CEl PHE A 349
CE2 PHE A 349
CZ PHE A 349
C PHE A 349
O PHE A 349
N GLUA350
CA GLUA350

CB GLUA 350
CG GLU A 350
CD GLUA 350
OEl GLUA 350
OE2 GLUA 350
C GLUA350
O GLU A 350
N LYSA351
CA LYSA351
CB LYSA351
CG LYS'A351
CD LYSA351
CE LYSA351
NZ LYS A 351
C LYSA351
O LYSA351
N THR A 352
CA THR A 352
CB THR A 352
OG1 THR A 352
CG2THR A 352
C THRA352
O THRA352

2797 N VALA 353

2798
2799
2800

CA VALA353
CB VALA 353
CG1 VAL A 353

96.234 64.044 88.125 1.00 16.65
94.833 63.644 87.688 1.00 16.99
94.953 62.143 87.615 1.00 16.28
96.265 65.394 88.854 1.00 17.50
96.698 66.403 §8.292 1.00 16.05
95.813 65.409 90.110 1.00 16.25
95.820 66.643 90.897 1.00 15.78
95.282 66410 92.312 1.00 13.66
93.780 66300 92.398 1.00 15.12
92.963 67.024 91.543 1.00 11.51

93.187 65.513 93.383 1.00 16.41

91.585 66.974 91.662 1.00 13.63
91.803 65457 93.514 1.00 18.01
90.999 66.191 92.649 1.0017.26
97.230 67.212 91.026 1.00 17.00
97.495 68.350 90.640 1.00 17.06
98.130 66.406 91.582 1.00 18.34
99.510 66.818 91.803 1.0018.04

100.253 65.715 92.560 1.00 19.57
101.654 66.088 93.017 1.0020.56
101.678 67.311 93.909 1.0021.48
100.639 67.637 94.522 1.0022.37
102.748 67.942 94.005 1.0025.61

100268 67.187 90.52¢6 1.00 17.47
101,060 68.131 90.525 1.00 16.94
100.030 66.452 89.444 1.00 16.67
100.702 66.742 88.176 1.00 18.53
100.598 65.540 87.234 1.00:19.18
101.557 64.404 87.554 1.0022.25
101.300 63.224 86.632 1.0027.50
102.336 62.139 86.809 1.00 30.98
103.691 62.610 86,401 1.0035.77

100.160° 67.986 87.463 1.00 17.44

100.827 68.547 86.593 1.00 16.74
98.956 68.419 87.829 1.00 17.10
98.351 69.588 87.190 1.00 16.87
96.818 69.398 87.037 1.00 15.75

96.558 68.153 86.364 1.0016.16
96.214 70.530 86.217 1.00 10.81

98.650 70.873 §7.973 1.00 1691
99.033. 71.884 87.389 1.00 16.09
98.465 70.824 §9.290 1.00 15.55
98.740 71.963 90.162 1.00 16.21
97.447 72.709 90.567 1.00 15.99
97816 74.026 91.256 1.00 15.35
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2801
2802
2803
2804
2805
2806
2807
2808
2809
2810
2811

2812
2813
2814
2815
2816
2817
2818
2819
2820
2821
2822
2823
2824
2825
2826
2827
2828
2829
2830
2831
2832
2833
2834
2835
2836
2837
2838
2839
2840
2841
2842
2843
2844
2845
2846

CG2 VAL A.353
C VALA353
O VALA353
N PROA354
CD PROA354
CA PROA 354
CB PROA 354
CG PRO A 354
C PROA354
O PRO A 354
N GLY A355

CA GLY A355
C GLY A355

O GLYA355

N TYRA356

CA TYR A 356
CB TYRA3S6
CG TYRA356
CDITYR A 356
CE1 TYRA356
CD2 TYR A 356
CE2TYRA356
CZ TYRA356
OH TYR A 356
C TYRA356

O TYRA356

N PHE A 357

CA PHE A 357
CB PHE A 357
CG PHEA 357
CD1 PHE A 357
CD2 PHE A 357
CEl PHE A 357
CE2 PHE A 357
CZ PHE A 357
C PHEA357

O PHEA357

N PHE A 358

CA PHE A 358
CB PHE A 358
CG PHE A 358
CD1 PHE A 358
CD2 PHE A 358
CEl PHE A 358
CE2 PHE A 358
CZ PHEA 358

96.578 72.978 89.328 1.00 14.00
99.436 71.430 91.420 1.00 17.02
98.795 71.133 92.435 1.00 15.37
100,770 71.293 91.356 1.0017.31
101.602 71.724 90.218 1.00.16.93
101606 70.792 92.452 1.00 18.10
103.027 71.084 91.969 1.00 16.29
102.905 71.008 90.484 1.00 16.76
101.327 71.449 93.794 1.00 18.81
101.309 72.673 93.894 1.0019.00
101.099 70.620 94.811 1.00 19.31

100.85% 71.108 96.158 1.00 18.32
99.552 71.822 96.470 1.00 18.70
99.363 72.290 97.594 1.00 19.33
98.642 71.898 95.509 1.00 14.83
97.379 72.588 95.738 1.00 14.91
96.850 73.160 94.420 1.00 13.98
95,499 73.838 94.549 1.0016.87
95.404 75.197 94.852 1.00 15.24
94.165 75823 94.974 1.00 17.08
94315 73.118 94.375 1.00 14.72
93,074 73.731 94.499 1.00 15.08
93.003 75.085 94.798 1.0017.79
91.774 75.703 94.934 1.0017.83
96.274 71.733 96.363 1.0015.22
95.618 72.148 97.321 1.00 15.61
96.078 70.544 95.808 1.0013.91
95.018 69.644 96.229 1.00 14.77
94.664 68.738 95.054 1.00 1346
93.997 69462 93.917 1.00 13.26
92.653 69.798 93.986 1.00 13.73
94.714 69.806 92.774 1.00 14.21
92.027 70.467 92.924 1.0015.34
94.099 70.473 91.712 1.0014.24
92.756 70.802 91.786 1.00 14.89
95.219 68.794 97.478 1.00 15.45
94.337 68.021 97.839 1.00 14.98
96.354 68.938 98.150° 1.00.16.07
96.610 68.133 99.341 1.00 17.64
97.679 67.087 99.029 1.00 15.99
97.319 66.208 97.875 1.00 15.38
96.473 65.114 98,055 1.00 1547
97.751 66.522 96.593 1.00 13.23
96.058 64.349 96.972 1.00 14.43
97.343 65.763 95500 1.00.16.20
96.491 64.673 95.690 1.0015.40
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ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

2847 € PHEA358
2848 O PHEA358
2849 N ARG A359

2850 CA ARG A 359
2851 CB ARG A 359
2852 CG ARGA359
2853 CD ARG A 359
2854 NE ARG A 359
2855 CZ ARG A 359

2856 NHI ARG A 359
2857 NH2 ARG A 359

2858 C ARG A359
2859 O ARG A 359
2860 N HISA360
2861 CA HISA360
2862 CB HIS A360
2863 CG HIS A 360
2864 CD2 HIS A 360
2865 NDI HIS A 360
2866 CE1 HIS A 360
2867 NE2 HIS A 360
2868 C HISA360
2869 O HIS A3e0
2870 N ASPA 361
2871 CA ASPA361
2872 CB ASPA361
2873 CG ASPA 361
2874 ODI ASP A 361
2875 OD2 ASP A 361
2876 C ASPA361
2877 O ASPA361
2878 N GLU A 362
2879 CA GLUA362
2880 CB GLUA 362
2881 CG GLUA 362
2882 CD GLUA 362
2883 OEL GLUA362
2884 OE2 GLUA 362
2885 C GLUA362
2886. O GLUA362
2887 N CYSA363

2888 CA CYSA363
2889 CB CYS A 363
2890 SG CYSA 363
2891 € CYSA363

97.030 68.970 100.528 1.00 18.06
97.800 69.916 100.389 1.00 19.66
96.521 68.626 101.702 1.00 18.57

96.875 69.383 102.890 1.0019.37
95908 69.072 104.033 1.00 19.03
94.487 69.521 103.767 1.00 16.47
93.605 69.349 104.993 1.00 16:07
92.205 69.570 104.642 1.00 16.54
91.231 68.695 104.865 1.00 13.44
91.496 67.533 105.450 1.00 13.61
89.997 68.973 104.476 1.00 14.73
98.291 69.065 103.323 1.00 21.04
98.774 67.951 103.136 1.00 20.06

98.951 70.059 103.904 1.00 24.89

100,312 69.897 104.392 1.0027.34
101.270 70.792 103.603 1.0027.91
101.389 70.430 102.157 1.00 28.67
102.423 69.915101.451 1.00 28.60
100.353 70.591 101.259 1.00 27.75
100746 70.190 100.063 1.00 27.44
101,997 69.776 100.152 1.00 28.70

100.381 70.271 105.871 1.00 29.78
99.572 71.063 106.354 1.00 28.20
101.347 69.692 106.582 1.00 32.89

101.545 69.982 108.000 1.00 35.71
102.285 68.823 108.690 1.00 35.17
103.683 68.578 108.124 1.00.37.20
104.267 67.518.108.441 1.00 37.65
104.210 69.433107.379 1.00 36.31

102.334 71.288 108.128 1.00 37.74
102.765 71.857 107.123 1.00 37.33

102.524 71.767 109.352 1.0040.75
103,244 73,020 109.565 1.00 42.77
103.198 73.407 111.046 1.00 44.00
102.495 72.388 111.934 1.0045.73
103.447 71.353 112.499 1.00 46.57
104.224 70.772 111.715 1.00 48.85
103.416 71.118 113.729 1.00 46.13
104.690 73.010 109.065 1.0043.65
105323 74.061 108:972 1.0045.43
105.208 71.830 108.734 1.00 43.94

106.575 71.718 108.230 1.00 43.66
107.248 70.448 108.772 1.00 43.71
107.788 70.358 110.506 1.00 45.42
106.627 71.722 106.701 1.00:42.98
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2892
2893
2894
2895
2896
2897
2898
2899
2900
2901
2902
2903
2904
2905
2906
2907
2908
2909
2910
2911
2912
2913
2914
2915
2916
2917
2018
2919
2920
2921
2922
2923
2924
2925

2926
2927
2928
2929
2930
2931
2932
2933
2934
2935
2936

O CYSA363
N GLY A364
CA GLY A 364
C GLY A 364
O GLYA364
N LYSA365
CA LYS A 365
CB LYS A 365
CG LYS A 365
CD LYS A 365
CE LYS A 365
NZ LYS A 365
€ LYSA365
O LYSA365
N PROA366
CD PRO:A 366
CA PROA 366
CB PROA 366
CG PRO A 366
C PROA366
O PROA366
N SERA367
CA SER A 367
CB SER A 367
OG SERA367
C SER A367
O SER A 367
N ASNA368
CA ASN A 368
CB ASN A 368
CG ASN A 368
OD1ASN A 368
ND2 ASN A 368
C ASNA 368

O ASNA368
N GLY A369
CA GLY A369
C GLY A369
O GLYA369
N THRA370
CA THR.A 370
CB THRA370
OGI THRA 370
CG2 THR A 370
C THRA370

107.704 71.698 106,107 1.00.43.02
105.459 71.750 106.067 1.00 42.40
105.405 71.763 104.615 1.00 41.64
105.271 70.397 103.961 1.00 41.02
105.281 70.292 102.735 1.0041.55
105.154 69.347 104.767 1.0039.79
105.013 67.997 104.230 1.00 38.53
105.813 67.003 105,081 1.0039.08
107.317 67.226 105.014 1.00 41.16
107.800 67.158 103.574 1.0041.72
109.105 67.906 103.383 1.00 43.64
109.485 67.978 101.946 1.00 43.14
103.546. 67.570 104.158 1.00.37.43
102,728 67.975 104.988 1.00 34.88
103.193 66.756 103.147 1.00 36.43
104.063 66.269102.060 1.00 36.92
101.817 66.277 102.971 1.00 35.66
101935 65.305 101.796 1.00 36.08
103.060 65.894 100.987 1.00 36.93
101.321 65.588 104.235 1.0034.36
101,998 64.708 104.768 1.00-34.55
100.144 65.994 104.710 1.00 33.32
99.556 65.417 105917 1.00.31.36
98.376 66.268 106.406 1.0033.26
97.259 66.171 105.534 1.00 32.67
99.082 63.997 105.643 1.00 30.41
98.949 63.582 104.485 1.00 28.36
98.812 63.258 106.712 1.00 28.66
98.380 61.882 106.569 1.00 28.52
99.604 60.966 106.645 1.0029.61
99.268 59.516 106.377 1.0031.60
98.430 59,204 105.531 1.00 32,12
99.936 58.616 107.089 1.0031.99
97.336 61.483 107.607 1.0027.83

97.472 60.468 108.287 1.00 28.06
96.287 62.291 107.715 1.0026.82
95.218 61.999 108.650 1.0025.76
94401 60.790 108.227 1.00 24.85
93.840 60.089 109.071 1.0024.52
94.326 60.546 106.921 1.0022.91
93.576 59.409 106.393 1.00 22,92
93.441 59475 104.853 1.0021.86
94.748 59.504 104.264 1.00 19.65
92.655 60.712104.429 1.00 18.17
94310 58.119 106.739 1.00 25.04
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2937
2938
2939
2940
2941
2942
2943
2944
2945
2946
2947
2948
2949
2950
2951
2952
2953
2954
2955
2956
2957
2958
2959
2960
2061
2962
2963

2964
2965
2966
2967
2968
2969
2970
2971
2972
2973
2974
2975
2976
2977
2978
2979
2980
2081
2982

O THR A 370
N GLY A371
CA GLY A 371
C GLYA371
O GLYAZ371
N VALA372
CA VALA372
CB VALA372
CG1 VALA 372
CG2 VALA 372
C VALA372
O VALA372
N GLYA373
CA GLY A 373
C GLYA373
O GLYAZ373
N ASNA374
CA ASNA374
CB ASNA374
CG ASN A 374
OD1 ASN A 374
ND2 ASN A 374
C ASNA374
O ASNA374
N ASPA375
CA ASPA375
CB ASPA375

CG ASPA 375
ODI1 ASPA 375
OD2 ASP A 375
C ASPAZJ7S
O ASPA375
N ILEA376
CA ILEA376
CB ILEA 376
CG2ILEA 376
CGLILEA376
CDI1ILE A 376
C ILEA376
O ILEA376
N ALAA377
CA ALAA377
CB ALAA377
C ALAA377
O ALAA377
N SERA378

93.705 57.051 106.826 1.00 24.67
95623 58.22% 106925 1.0025.53
96.420 57.062 107.261 1.00 24.95
96.894 56.282 106.048 1.0025.27
97.539 55.242 106.191 1.00 23.79
96,583 56.775 104,852 1.00 24.95
96.998 56.083 103.637 1.0024.43
95.768 §5.599 102:811 1.0025.41
95.042 54.493 103.566 1.00 19.42
94.818 56.766 102.533 1.00 26.21
97.938 56.885 102,733 1.00 24.55
98.122 56.544 101.562 1.00 24.61
98.529 57.951 103.267 1.0023.85
99.476 58.721 102.475 1.00 24.46
99.211 60.187 102,199 1.00 23.66
100.157 60.968 102.096 1.00 23.93
97.945 60.567 102.055 1.0022.58
97.602 61,955 101.778 1.0021.50
97.807 62,282 100,293 1.0020.90
96.878 61.489 99.387 1.00 23.44
97.155 60.338 99.044 1.0025.20
95.761 62.095 99.010 1.0022.28
96.164 62.279 102.147 1.00 20.89
95.324 61.389102.292 1.0020.25
95.899 63.573 102.292 1.00 19.35
94.578 64.071 102.623 1.00 18.39
94.581 64.743 103.998 1.00 18.28

94.932 63.790 105.117 1.00 20.82
95.231 64.278 106.232 1.0020.48
94.903 62.563 104.886 1.0022.71
94.220 65.114 101.579 1.00 16.95
94.947 66.090 101.412 1.00 16.32
93.114 64.912 100.872 1.00 15.92
92.688 65.890 99.881 1.00 16.61
91.497 65.379 99.048 1.00 16.27
90.879 66.532 98.250 1.00 15.25
91.964 64.255 98.124 1.00 15.06
90.877 63.688 97.247 1.00 16.36
92.257 67.139 100.633 1.00 17.26
91.492 67.054 101.594 1.00 16.86
92.761 68.291 100.202 1.00 16.16
92.427 69.562 100.835 1.00 17.32
93.556 70.581 100.593 1.00 17.97
91.102 70.095 100.287 1.00 17.32
91.075 71.037 99.487 1.00 16.39
90.007 69.488 100.732 1.00 16.63
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

2983
2984
2985
2986
2987
2988
2989
2990
2991
2992
2993
2994
2995
2996
2997
2998
2999
3000
3001

3002
3003
3004
3005
3006
3007
3008
3009
3010
3011
3012
3013
3014
3015
3016
3017
3018
3019
3020
3021
3022
3023
3024
3025
3026
3027

CA SERA378
CB SERA378
OG SERA 378
C SERA3T78
O SERA378
N GLUA379
CA GLUA379
CB GLUA379
CG GLUA 379
€D GLUA379
OE1 GLUA379
OE2 GLU A 379
C GLUA379
O GLUA379
N ARG A380
CA ARG A 380
CB ARG A 380
CG ARG A 380
CD ARG A 380

NE ARG A 380
CZ ARG A 380
NHT ARG A 380
NH2 ARG A 380
C ARGA380
O ARGA380
N ARG A 381
CA ARG A 381
CB ARG A 381
CG ARG A 381
CD ARG A 381
NE ARG A 381
CZ ARG A 381
NHI ARG A 381
NH2 ARG A 381
C ARG A 381
O ARGA381
N MET A 382
CA META 382
CB META382
CG MET A 382
SD META 382
CE META 382
C META382
O META382
N ALAA383

88.666 69.869 100.291 1.00.16.62
§7.621 69.029 101.037 1.00.14.29
§7.728 69223 102.435 1.00 15.07

88.329 71.358 100.454 1.00 16.12

87490 71.897 99.722 1.00 13.22
88.971 72.018 101.413 1.00 15.36

88.699 73.426 101.654 1.00 18.12

89.221 73.854 103.037 1.00 18.65

90.732 74.019 103.153 1.0020.73
91.480 72,712 103.391 1.00 24.35
92.714 72,780 103.586 1,00 24.02
90.850 71.626 103.385 1.0023.71

89.260 74.352 100.569 1.00 18.29
88.861 75510 100.474 1.00 17.87
90.194 73.862 99.761 1.00 18.17
90.725 74.696 98.688 1.00:18.99
91.910 73,997 98.019 1.00:19.72
93.092 73.779 98.981 1.0023.03
94.173 74837 98.821 1.0025.24

93.654 76.198 98.937 1.0027.69
93.417 76.817 100.090 1.00 29.56

92.941 78.057 100.092 1.0028.66
93.665 76.202 101.242 1.00 28.22

89.524 74.834 97.751 1.00 18.14
88.841 73.849 97478 1.00 18.08
89.255 76.046 97.270' 1.00 16.47
88.074 76.273 96.438 1.00 16.45
87.951 77.761 96,103 1.00 15.49
87.713 78.628 97.337 1.00 17.80
87.578 80.103 96.982 1.0022.01
86.413 80.364 96.136 1.0023.32
86.114 81,554 95.624 1.00 23.62
86.896 82.599 95.870 1.00 24.70
85.034 81.700 94.866 1.00 24.56
§7.887 75.422 95.178 1.00 1642
86.755 75.076 94,839 1.00 15.20
88.969 75.085 94.482 1.00 15.06
88.830 74.255 93.292 1.00 16.61
90.022 74.447 92.358 1.00 16.57
89.999 75.781 91.632 1.00 15.50
88.429 76.073 90.766 1.00 20.88
88.683 75.119 89.249 1.00 13.19
§8.663 72.779 93.662 1.00 16.99
88.216 71.977 92.838 1.00 18.63
89.016 72.430 94,900 1.00 15.41
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3028
3029
3030
3031
3032
3033
3034
3035
3036
3037
3038
3039

3040
3041
3042
3043
3044
3045
3046
3047
3048
3049
30560
3051
3052
3053
3054
3058
3056
3057
3038
3059
3060
3061
3062
3063
3064
3065
3066
3067
3068
3069
3070
3071
3072
3073

CA ALAA38R3
CB ALAA383
C ALAA3S3
O ALAA383
N ARG A 384
CA ARGA384
CB ARG A 384
CG ARGA384
CD ARG A 384
NE ARG A 384
CZ ARG A 384
NH1 ARG A 384

NH2 ARG A 384
C ARGA384
O ARGA384
N LYSA385
CA LYSA385
CB LYSA385
CG LYSA38S
CD LYSA385
CE LYSA385
NZ LYS A 385
C LYSAZ3S8S
O LYSA385
N PHE A 386
CA PHE A 386
CB PHE A 386
CG PHEA 386
CDI PHE A 386
CD2 PHE A 386
CE1 PHE A 386
CE2PHE A 386
CZ PHE A 386
C PHEA386
O PHEA?386
N ILE A 387
CA ILEA 387
CB ILE A 387
CG2ILE A 387
CG1ILE A 387
CDI1 ILE A 387
C ILEA387
O ILEA387
N ALAA388
CA ALAA3SS
CB ALAA388

88.860 71.058 95395 1.00 16.53
89.732 70.826 96.618 1.00:15.13
§7.389 70.886 95.765 1.00 14.55
§6.761 69.883 95.432 1.00 13.88
86.856 71.881 96.465 1.00 14.35
85:452 71.898 96.860 1.00 15.45
85.154 73.182 97.633 1.00 13.28
83.681 73.447 97.923 1.0014.78
83.538 74.718 98.755 1.00 13.48
84.193 74.575 100.054 1.00 16.63
84.628 75592 100.797 1.00 19.03

84.482 76.838 100.367 1.0019.19

A

A
A
A
A

A
A
A
A
A
A
A

85207 75.366 101.975 1.001643 A

84.610 71.847 95.582 1.0016.83
83.604 71.140 95.515 1.00 18.06
85.029 72.603 94.569 1.0016.15
84.325 72.620 93.291 1.00 15.41
85.014 73.576 92.314 1.00 15.10
84.470 73.532 90.884 1.00 16.31
85.443 74.197 89.918 1.00 16.48
84.975 74.111 88.472 1.00 17.95
83.862 75.060 88.191 1.00 19.52
84.344 71.214 92.701 1.00 1591
83.327 70.721 92.203 1.00.15:62
85.508 70.574 92.765 1.0014.90
85.678 69.229 92.217 1.00 15.24
87.143 68.791 92.350 1.00 15.22
§7.421 67.408 91.821 1.00 15.85
87.256. 66.287 92.633 1.00 15.83
87.860 67.228 90.513 1.00 14.56
87.530 65.002 92.149 1.00 15.35
88.134 65.949 90.019 1.00 16.26
87.969 64.834 90.843 1.00 16.27
84.761 68.199 92.867 1.00 1542
84.053 67.465 92.177 1.00 15.09

84.771 68.152 94.192 1.00 14.85

83.943 67.205 94.925 1.00 15.84
84.200 67.321 96.449 1.00 15.76
83.184 66.473 97.233 1.00 12.37
85.641 66.890 96.748 1.00 13.46
86.047 67.047 98.199 1.00 13.54

82.467 67.440 94.628 1.00 15.74
81.712 66.493 94.409 1.0016.91

82.060 68.704 94.611 1.00 15.02
80.674 69.041 94.328 1.00 14.07
80.437 70.533 94.528 1.00 11.74
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ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM

3074
3075
3076
3077

3078
3079
3080
3081
3082
3083
3084
3085
3086
3087
3088
3089
3090
3091
3092
3093
3094
3095
3096
3097
3098
3099
3100
3101
3102
3103
3104
3108
3106
3107
3108
3109
3110
3111
3112
3113
3114
3115

C ALAA388
O ALAA3SS
N ASPA38Y
CA ASP A 389

CB ASPA389
CG ASPA 389
OD1 ASPA389
OD2 ASPA389
C ASPA389
O ASPA389
N CYSA390
CA CYSA390
CB CYSA390
SG CYS A 390
C CYSA390
O CYSA390
N VALA391
CA VALA391
CB VAL A 391
CG1 VAL A 391
CG2 VAL A 391
C VALA391
O VALA391
N VALA392
CA VALA392
CB VALA392
CG1 VALA 392
CG2 VAL A 392
C VALA392
O VALA392
N TYR A 393
CA TYR A393
CB TYRA393

CG TYRA 393

CDITYRA393
CE1TYRA393
CD2TYRA393
CE2 TYRA 393
CZ TYRA393
OH TYRA393
C TYRA393

O TYRA393

31166/ N TRP A 394

3117

CA TRPA394

3118 CB TRPA 394

80.375 68.645 92.888 1.00 15.25
79.345 68.020 92,607 1.00 15.05
§1.283 69.010 91.983 1.00 L5.31
81.138 68.684 90.567 1.00 16.86

82.393 69.077 89.767 1.0016.92
82.419 70.547 §9.361 1.00 19.91
83.409 70.947 88.696 1.0020.63
81,472 71.298 89.689 1.00 16.06
80.940 67.182 90.401 1.00 16.66
80.061 66.734 89.668 1.00 19.42
81.777 66.410 91.082 1.00 16.56
81.729 64.963 90.975 1.00 15.81
82.914 64.352 91.716 1.00 15.87
83.220 62.633 91.284 1.00 16.80
80.428 64.360 91.482 1.00.15.96
79.843 63.501 90.830 1.00 14.57
79.980 64.811 92.648 1.0015.97
78.741 64.312 93.231 1.00 16.06
78.481 64.957 94.614 1.0015.77
77.067 64.664 95.079 1.00 [4.13
79.485 64.420 95.628 1.00 13.08
77.543 64.574 92.317 1.0016.40
76.730 63.683 92.082 1.00°16.93
77437 65.795 91.807 1.0015.99
76.333 66.159 90.927 1.00 17.45
76.352 67.677 90.613 1.00 18.53
75.402 67.985 §89.469 1.00 [8.25
75,952 68.469 91.852 1.00 16.48
76.392 65.362 89.621 1.0018.80
75.357 64.979 89.069 1.0019.27
77.605 65.108 §9.136 1.0017.50
77.788 64.338 87.907 1.00 17.57
79.261 64.338 87.495 1.00 14.01
79.565 63.385 86.364 1.00 16,26
79.200 63.685 §5.047 1.00 16.03
79.444 62.781 84.005 1.00 16.25
80.183 62.159 86.614 1.00 15.57
80.429 61.249 §85.585 1.0016.63
80.057 61.565 84.285 1.0017.63
80.303 60.659 83.276 1.00:17.42
77.302 62.884 88.043 1.00 17.50
76.662. 62.353 87.136 1.00 15.98

77.616 62228 89.156 1.00 15.77
77.176 60.848 89.316- 1.00 16.52
77.883 60.186 90.497 1.00 14.42
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

CG TRP A 394
CD2 TRP A 394
CE2 TRP A 394
CE3 TRPA 394
CDI1 TRPA 394
NEI TRPA 394
CZ2 TRP'A 394
CZ3 TRPA 394
CH2 TRP A 394
C TRPA3%
O TRPA394
N LEUA395
CA LEUA 395
CB LEUA395
CG LEUA395
CDI1 LEU A 395
CD2 LEU A 395
C LEUA395
O LEUA395
N GLUA39%
CA GLUA396
CB GLUA 396
CG GLUA 396
CD GLUA 396
OE1 GLU A 396
OE2 GLU A 396
C GLUA396
O GLUA39%
N GLUA397
CA GLUA 397
CB GLUA 397
CG GLU A 397
CD GLU A 397
OEL GLU A 397
OE2 GLL A 397

C GLUA397

0O GLUA397

N TYRA398

CA TYRA398
CB TYR A 398
CG TYRA398
CDITYR A 398
CELTYRA 398
CD2 TYR A 398
CE2TYRA 398

79.283 59.781 90.160 1.00 14.97
79.691 58.557 89.527 1.00.14.89
81.092 58.618 89.365 1.00 14.24
79.005 57.417 §9.082 1.00 13.81
80.420 60.511 90.347 1.0013.99
81.510 59.821 89.872 1.00 14.04
81.827 57.578 88.774 1.00 16.80
79.737 56.379 88.491 1.00 16.26
81.134 56.471 88.344 1.00 16.79
75.660 60.774 §9.475 1.00 17.35
75.025 59.795 89.069 1.00 17.58
75.082 61.818 90.056 1.00 16.41
73.638 61.879 90.226 1.00 16.64
73.254 63.067 91.116 1.00 14.73
73.531 62,902 92.609 1.00 14.08
73.205 64.198 93.337 1.00 14.44
72.698 61.745 93.155 1.00 13.09
72.973 62.034 88.863 1.00.17.29
72.043 61.303 8§8.530 1.00 17.30
73.468 62.984 88.077 1.00 16.72
72.920 63.269 86.757 1.0018.39
73.394 64.645 86.285 1.00:19.72
72,809 65.790 §7.084 1.0023.71
73.354 67.138 86.663 1.0025.21
72.865 68.161 87.182 1.00 27.02
74.271 67.179 85.820 1,00 28.37
73.232 62.245 85.680 1.00 18.33
72.340 61.824 84.951 1.0020.55
74497 61.852 85.580 1.00 19.11
74.933 60.888 84.573 1.001947
76:443 61.028 84.343 1.0019.95
77.016 60.161 83.222 1.0019.13
76.635 60.651 81.829 1.0022.59
76.116 61.784 81.707 1.0021.20
76.872 59.906 80.853 1.00 19.06

74.607 59.432 84.917 1.00 20.93
74.305 58.633 84.017 1.0020.02
74.668. 59.075 86.202 1.00 17.90
74.382 57.694 86,589 1.00 18.03
75.587 57.107 87.326 1.0017.72
76.758 56.913 86.396 1.0018.31
76.900 55.737 85.661 1.00 18,54
77.941 55.579 84.744 1.00 18.51
77.690 57.932 86.194 1.00 18.37
78.734 57787 85.283 1.00 17.54
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AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATCOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3164
3165
3166
3167
3168

3169

3170
3171
3172
3173
3174
3175
3176
3177
3178
3179
3180
3181
3182
3183
3184
3185
3186
3187
3188
3189
3190
3191

3192
3193
3194
3198
3196
3197
3198
3199
3200
3201
3202
3203
3204
3205
3206
3207
3208
3209

CZ TYRA39Y
OH TYRA 398
C TYRA398
O TYRAJ39
N ASNA399
CA ASN A 399
CB ASN A 399
CG ASN A 399
OD1 ASN A 399
ND2 ASN A 399
C ASN.A399
O ASNA399
N VAL A 400
CA VALA 400
CB VAL A 400
CG1 VAL A 400
CG2 VAL A 400
C VAL A 400
O VAL A400
N ASPA401
CA ASP A 401
CB ASPA 401
CG ASP A 401
OD1ASPA 401
OD2 ASP A 401
C ASPA401
O ASPA401
N GLY A 402

CA GLY A 402
C GLY A402
O GLY A402
N PHE A 403
CA PHE A 403
CB PHE A 403
CG PHE A 403
CDI1 PHE A 403
CD2 PHE A 403
CE1l PHE A 403
CE2 PHE A 403
CZ PHE A 403
C PHEA403
O PHEA403
N ARG A 404
CA ARG A 404
CB ARG A 404
CG ARG A404

78.853 56.607 84.559 1.0018.91
79.875 56.459 83.650 1.0015.76
73.088 57.488 87.373 1.0017.07
72.721 56.362 87.699 1.00 16.65
72.402 58.586 87.668 1.0017.45
71.112 58.542 88.344 1.0017.28
70.085 57.948 §7.369 1.0017.37
68.651 58.210 87.783 1.00 18.08

A
A
A
A
A
A
A
A

68.343 59.246 §8.369 1.00 1942 A

67.756 57.281 87.449 1.00 16.87
71.080 57.782 89.668 1.00 18.19
70.101 57.090 §9.954 1.0018.22
72.134 57.908 90478 1.00 16.98
72.161 57.206 91.758 1.00.16.38
73.611 56.997 92.290 1.0015.42

74,352 56,055 91.352 1.00 13.51

74.345 58.328 92.427 1.00 13.66
71.293 57.903 92.799 1.00 15.96
70.772 58.992 92.558 1.00 13.33
71.150 57.277 93.963 1.00 16.87
70.268 57.807 94,995 1.0016.31
69.187 56.766 95.261 1.00 16.67
68.484 56.341 93.991 1.0017.90
67.534 57.037 93.579 1.0021.27
68:897 55.327 93.394 1.00.16.79
70.890 58.241 96.306 1.0016.10
70.176 58.474 97.281 1.00 16.88
72211 58.353 96.341 1.0016.15

72.858 58.771 97.569 1.00 16.82
74.327 58421 97.582 1.00 15.69
74.814 57.725 96.689 1.00 14.58
75.030 58.893 98.605 1.00 14.61
76.458 58.647 98.720 1.00 14.63
77.260 59.858 98.221 1.00 14.03
76.958 60.243 96.806 1.00'14.79
75.894 61.095 96.513 1.00 15.70
77.722 59.744 95.764 1.00.15.48
75.598 61.445 95.199 1.00 15.45
77.435 60.087 94.436 1.00 16.67
76.371 60.940 94.156: 1.00 16.09
76.903 58.347 100.135 1.00 14.12
76.397 58.919101.096 1.00 14.31
77865 57.443 100.243 1.00 13.41
78.439 57.073 101.519 1.00 14.00
78.475 55.548 101.658 1.00 14,23
79.144 55.027 102.931 1.00 16.47

A
A
A
A

A
A

A

A
A
A

A
A
A
A

A

A

A

A

A

A
A
A
A

A
A
A
A
A
A
A
A
A
A
A
A

A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

SN o

3210
3211
3212

3213 NH1 ARG A 404
3214 NH2 ARG A 404

3215
3216
3217
3218
3219
3220
3221
3222
3223
3224
3225
3226
3227
3228
3229

3230
3231
3232
3233
3234
3235
3236
3237
3238
3239
3240
3241
3242
3243
3244
3245
3246
3247
3248
3249
3250
3251
3252
3253
3254

A

CD ARG A 404
NE ARG A 404
CZ ARG A 404

C ARG A404
O ARG A 404
N PHE A 405
CA PHE A 405
CB PHE A 405
CG PHE A 405
CDI1 PHE A 405
CD2 PHE A 405
CE1 PHE A 405
CE2 PHE A 405
CZ PHE A 405
C PHE A 405
O PHE A 405
N ASPA406
CA ASP A 406

CB ASP A 406
CG ASPA 406
OD1 ASP A 406
OD2 ASP A 406
C ASPA406
O ASP A 406
N LEUA407
CA LEU A 407
CB LEU A 407
CG LEUA407
CD1 LEU A 407
CD2 LEU A 407
C LEU A407
O LEUA407
N LEU A 408
CA LEUA 408
CB LEU A 408
CG LEU A 408
CD1 LEU A408
CD2 LEU A 408
C LEUA408
O LEUA408
N GLY A 409
CA GLY A 409
C GLY A409

N ATET A AAR

80.606 54.662 102.693 1.00 17.37
8§1.158 53.908 103.819 1.00 19.85
82.458 53.761 104.063 1.0021.09
83.359 54.317 103.260 1.0019.37
82.860 53.066 105.123 1.0020.82

79.848 57.659 101.444 1.00 15.11

80.683 57.208 100.653 1.00 13.52

80.103 58.683 102.249 1.00 14.14

81.403 59.337 102.230 1.00 15.09
81.227 60.810 102.601 1.00.1547

A
A
A
A
A
A
A
A
A
A

80.420 61.586 101.591 1.0016.90 A

81,034 62,149 100.474 1.00 16.76
79.041 61,713 101.731 1.00 17.52
80.292 62.827 99.509 1.00 15.99
78.284 62.388 100.774 1.00 18.46

78.914 62.948 99.656 1.0017.61
82.461 58.677 103.103 1.00 17.10
82.413 58.750'104.339 1.00 17.10
83.406 58.011 102,441 1.00 16.24
84.512 57.340 103.111 1.00 16.09

85.398 56.639 102.070 1.00 16.76
86.531 55.839 102.696 1.0019.91
86.251 54.911 103.492 1.00 1947
87.705 56.139 102.382 1.00 19.50

85.293 58.443 103.829 1.00 17.24
85.599 59471 103.230 1.00 17.71
§5.593 58.234 105.108 1.00 16.73

86.318 59.210 105.923 1.00 15.90
87.821 59.179 105.610 1.00 15.09
88.507 57.820 105.815 1.00 16.80
90.009 57962 105.618 1.00 17.44
88.213 57.286 107.215 1.00 16.62

85.769 60.624 105.749 1.00 15.67

86.498 61.555 105.407 1.00 13.69
84.470- 60.763 105.999 1.0016.34
83.766 62.036 105.909 1.00 17.93
82.339 61.867 106.440 1.00 19.60
81.168 62.625 105.805 1.00 23.34
79.988 62.581 106.767 1.0021.22
81.548 64.060 105.483 1.0020.77

84.485 63.090 106,757 1.00 19.21

84.569 64.264 106.380 1.00 18.67

84.994 62.650 107.908 1.00 18.39

85.690 63.533 108.827 1.00 18.22

86.896 64.266 108.269 1.00 19.56

G AFA SR A AR A Ae 6 A

4 AA 10 AR

A
A
A
A
A
A
A
A
A

A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
A
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DK/EP 2662445 T3

ALUM 3420 U ULY A4UY ¥/.304 00.2490 LUB.808 1,0V 15.1Y A
ATOM 3256 N ILEA410 87.413 63.803 107.134 1.0020.85 A

ATOM 3257 CA TLEA 410  BR.560 64.450 106.507 1.00.19.32 A
ATOM 3258 CB ILEA410 89297 63.485105.543 1.0020.71 A
ATOM 3259 CG2ILEA410 90311 64.257 104.671 1.0021.46 A
ATOM 3260 CG1ILEA410  90.004 62,392 106.352 1.0020.49 A
ATOM 3261 CD1ILEA410 91.078 62.910107.314 1.00 18.71 A
ATOM 3262 € ILEA410  88.085 65.682 105.740 1.00 19.97 A

ATOM 3263 O ILEA410 88.835 66.647 105.584 1.0021.44 A

ATOM 3264 N LEUA411 §6.838 65.654 105.275 1.00 1646 A
ATOM 3265 CA LEUA411l 86283 66.784 104.537 1.001726 A
ATOM 3266 CB LEUA4Ll  85.068 66.343 103.711 1.0017.87 A
ATOM 3267 CG LEUA411 85329 65.582102.406 1.00 19.56 A

ATOM 3268 CD1LEUA411  86.023 64.259.102.693 1.00 18.58 A
ATOM 3269 CD2LEUA411  84.003 65.338101.698 1.001861 A
ATOM 3270 C LEUA4ll  85.873 67.917 105477 1.00 16.62 A
ATOM 3271 O LEUA411 85561 67.681 106.649 1.00 1632 A
ATOM 3272 N ASPA412 85877 69.145104.962 1.00 15.18 A
ATOM 3273 CA ASPA412 85494 70.301 105.761 1001560 A
ATOM 3274 CB ASPA412  86.241 71.562 105295 1.00 16.14 A
ATOM 3275 CG ASP'A412 85793 72.037 103.925 1.0018.12 A
ATOM 3276 ODL ASPA412  86.118 71.362102.924 1.00 16.76 A
ATOM 3277 OD2ASPA 412  85.106 73.082 103.855 1.00 1835 A
AlOM 3278 C ASPA412  §3.981 70.515105.660 1.0017.53 A
ATOM 3279 O ASPA412  83.365 70227 104.629 1.0015.73 A
ATOM 3280 N ILEA413  83.392 71.028 106.736 1.00 18.07 A
ATOM 3281 CA ILEA413 81954 71.257 106.798 1.00 19.14 A
ATOM 3282 CB ILEA413  81.556 71.860 108.173 1.00 18.60 A
ATOM 3283 CG2ILEA413  80.107 72.315 108.159 1.0016.88 A
ATOM 3284 CGIILEA 413  81.752 70.805109.274 1.0020:500 A
ATOM 3285 CDIILEA413 81435 71.297 110.692 1.00 19.24 A
ATOM 3286 C ILEA413  81.389 72.124 105.672 1.0020.58 A
ATOM 3287 O ILEA413  80.342 71.799 105.104 1.0021.05 A
ATOM 3288 N ASPA414  82.067 73.217 105.335 1.0020.55 A
ATOM 3289 CA ASPA414  81.561 74.083 104.276 1.0019.78 A
ATOM 3290 CB ASPA414 82440 75323104.124 1.0020.57 A
ATOM 3291 CG ASPA4l4  82.231 76.316 105.252 1.0024.99 A
ATOM 3292 OD1ASPA414 82999 77.295105.341 1.0025.66 A
ATOM 3293 OD2 ASPA 414  81.290 76.114 106.053 1.0026.79 A
ATOM 3294 C ASPA414  81.447 73.345102.955 1.0019.23 A
ATOM 3295 O ASPA414  80.464 73.512102.236 1.0020.48 A
ATOM 3296 N THRA415 82.440 72.520 102.638 1.0017.96 A
ATOM 3297 CA THRA415 §2.398 71.758 101.399 1.0016.84 A
ATOM 3298 CB THRA415 §3.694 70,955 101.190 1.00 16.99 A
ATOM 3299 OGl THRA415  84.773 71.861 100.925 1.00-15.15 A
ATOM 3300 CG2THRA415  83.540 69.980100.011 1.00 15.78 A



ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

3301
3302
3303
3304
3305

3306
3307
3308
3309
3310
3311
3312
3313
3314
3315
3316
3317
3318
3319
3320
3321
3322
3323
3324
3325
3326
3327
3328
3329
3330
3331
3332
3333
3334
3335
3336
3337
3338
3339
3340
3341
3342
3343

3344
3345

C THRAA415
O THR A415
N VALA416
CA VALA416
CB VALA416

CGl VALA416
CG2 VALA 416
C VALAA416
O VALAA416
N LEUA417
CA LEUA 417
CB LEUAA417
CG LEUA417
CD1 LEUA 417
CD2 LEUA417
C LEUAA417
O LEUA417
N TYRA418
CA TYRA 418
CB TYR A4I8
CG TYRA418
CDITYRA4IS
CE1ITYRAA4IS
CD2TYR A418
CE2TYRAA41S8
CZ TYRA 418
OH TYR A 418
C TYRA418
O TYRA4IS
N METAA419
CA META 419
CB META419
CG META419
SD MET A 419
CE META419
C META419
O METAA419
N LYSA420
CA LYS A 420
CB LYSA 420
CG LYS A 420
CD LYSA420
CE LYS A420

NZ LYS A 420
C LYSA420

§1.209 70.798 101.422 1.00 16.78
80.470 70.681 100.444 1.00 17.54
§1.026 70.124 102,550 1.00 15.65
79.931 69.179 102,710 1.00 16.38
79.989 68.520 104.104 1.00 15.16

78.754 67.687 104.342 1.00 15.90
81.234 67.647 104.203 1.00 14.37
78.574 69.860 102.516- 1.00 17.63
77.715 69.354 101.792 1.00 15.82
78.3%0- 71.012 103.157 1.00 18.88
77.138 71.758 103.051 1.00 19.28
77.108 72.878 104.093 1.00 18.45
77.084 72.411 105,548 1.00 17.35
77.168 73.612 106.480 1.00 15.78
75.807 71.628 105.801 1.00 18.65
76.963 72.342 101.650 1.00 19.25
75.847 72.532 101.169 1.00 19.28
78.078 72.622.100.992 1.00 20.11
78.031 73.166 99.651 1.00 19.92
79411 73698 99.266 1.0021.11
79.478 74282 97.881 1.0021.94
80.136 73.611 96.860. 1.00 20.04
80.207 74.139 95.583 1.0022.46
78.881 75.512 97.590 1.00 23.96
78.944 76.052 96.308 1.0023.71
79.612. 75355 95.311 1.00 23.94
79.681 75.863 94.037 1.0026.12
77.571 72.088 98.668 1.0020.02
76.691 72.332 97.841 1.00 18.87
78.140 70.888 98.769 1.00 19.88
77.746 69.821 97.859 1.00 20.23
78.760 68.663 97.875 1.00 19.40
78.568 67.598 98.938 1.0022.37
77.277 66.340 98.663 1.00 18.68
77.245 65.639 100.319 1.0021.87
76.354 69.311 98.194 1.00 20.51
75606 68.931 97.299 1.00 20.94
76.003 69.311 99.477 1.0020.80
74.685 68.841 99.890 1.0021.77
74.492 68.991 101.399 1.0020.34
73.159 68.429 101.878 1.0024.62
72.882 68.748 103.333 1.0026.78
72.597 70.225 103.524 1.00:27.27

72.115 70.490 104.903 1.00 28.76
73.620 69.654 99.172 1.00:22.63

A
A
A
A
A

A

A

A
A

A

A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AI'OM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AT £

3346
3347
3348
3349
3350
3351
3352
3353
3354
3355
3356
3357
3358
3359
3360
3361
3362
3363
3364
3365
3366
3367
3368
3369
3370
3371
3372
3373
3374
3375
3376
3377
3378
3379
3380
3381

3382
3383
3384
3385
3386
3387
3388
3389
3390

AN

O LYSA420
N GLU A 421
CA GLUA421
CB GLUA421
CG GLU A 421
CD GLU A 421
OE1 GLU A 421
OE2 GLU A 421
C GLUA42]1
O GLUA421
N LYSA422
CA LYS A 422
CB LYS A 422
CG LYSA422
CD LYSA422
CE LYSA 422
NZ LYS A 422
C IYSA422
O LYSA422
N ALAAA423
CA ALAA423
CB ALAA 423
C ALAA423
O ALAA423
N THR A 424
CA THR A 424
CB THR A 424
0OG1 THR A 424
CG2 THR A 424
C THRA424

‘O THR A424

N LYSA425

CA LYS A 425
CB LYS A 425
CG LYSA425
CD LYS A 425

CE LYSA 425
NZ LYS A 425
C LYSA425
O LYSA425
N ALAA426
CA ALAA 426
CB ALAA426
C ALAA426
O ALAA426

®T  TXTO & AAS

72.663 69.104 98.630 1.00 24.08
73.801 70.970 99.172 1.0023.87
72.869 71.879 98.521 1.0025.99
73.373 73.316 98.646 1.00-30.40
72433 74.370 98.086 1.0040.13
72.968 75.781 98.286 1.0047.33
73.985 76.138 97.644 1.00 51.03
72379 76.533 99.096 1.00 50.22
72.696 71.515 97.052 1.0024.96
71.576 71.323 96.578 1.00 25.69
73.806 71.402 96,333 1.0024.61
73.744 71.067 94.915 1.00 25.81
75.119 71.233 94,270 1.00 27.30
75.617 72.667 94.232 1.00 31.88
76911 72,764 93.444 1,00 35.98
77.305 74.212 93.203 1.0038.95
78.555 74.304 92.382 1.0041.96

73.234 69.652 94.664 1.0025.24

72.524 69.406 93.690 1.00 24.18
73.599 68.726 95.543 1.00 24.46
73.185 67.335 95.396 1.00 24.59
73.991 66.444 96.342 1.00 22,74
71.687 67.138 95.634 1.0024.96
71.024 66.448 94.857 1.0025.33
71.152 67.730 96.702 1.00 23.63
69.726 67.585 96.989 1.00 24.64
69.364 68.081 98.407 1.00 23.46
69.746 69.454 98.546 1.0022.46
70.071 67.236 99.464 1.0022.28
68.869 68.340 95.975 1.0024.96
67.726 67.966 95.718 1.0024.96

69.413 69.403 95.395 1.00 26.64

68.654 70.153 94.402 1.0027.10
69.314 71.498 94.100 1.00 31.06
68.519 72,332 93.102 1.00 3642
69.322 73.507 92.581 1.0040.53

68.581 74.218 91,457 1.00 42.23
69.433 75256 90.798 1.00 44.83

68.575 69.334 93.121 1.0025.58
67.573 69.365 92.415 1.0026.07

69.638 68.597 92.823 1.00 23.84
69.660 67.775 91.620 1.0024.17
71.099 67.457 91.224 1.00 18.85
68.879 66479 91.817 1.0023.90
68.396 65.893 90.857 1.0025.17

L0 NS L DNAA N NCA 1 ANRAN A
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ALUM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5391
3392
3393
3394
3395
3396
3397
3398
3399
3400
3401
3402
3403
3404
3405
3406
3407
3408
3409
3410
3411
3412
3413
3414
3415
3416
3417
3418
3419

3420
3421
3422
3423
3424
3425
3426
3427
3428
3429
3430
3431
3432
3433
3434
3435
3436

N LYDA4L!
CA LYS A 427
CB LYSA427
CG LYS A 427
CD LYS A 427
CE LYSA 427
NZ LYS A 427
C LYSA427
O LYS A 427
N PROA428
CD PROA428
CA PROA 428
CB PRO A 428
CG PROA 428
C PROA428
O PROA428
N GLY A 429
CA GLY A 429
C GLY A429
O GLYA429
N ILE A430
CA ILEA 430
CB ILEA 430
CG2ILEA 430
CG1ILEA 430
CDIILE A 430
C TLEA430
O ILEA430
N LEUA431

CA LEUA431
CB LEUA 431
CG LEU A 431
CDI1 LEU A 431
CD2 LEU A 431
C LEUA431
O LEUA431
N LEUA432
CA LEUA 432
CB LEUA 432
CG LEU A 432
CDI LEU A 432
CD2 LEU A 432
C LEUA432
O LEUA432
N PHEAA433
CA PHE A 433

03.730° 00.U44 Y3004 LUY-L3.Y1
68.042 64.793 93.351 1.0024.77
69.030 63.626 93.237 1.0028.09
68.676 62.577 92.201 1.00 31.37
67.559 61.674 92.673 1.00 30.44
67.163 60.716 91.567 1.0035.04
68.324 59.922 91.079 1.00 36.91
67.454 64.812 94,753 1.00 24.07
68.095 64.374 95.708 1.0024.11
66.220 65.311 94.896 1.00 23.50
65.371 65.960 93.881 1.0023.01
65.592 65.362 96.221 1.0022.98
64.245 66.031 95.938 1.0022.93
64.534 66.895 94.728 1.0022.90
65.429 63.980 96.859 1.00 22.38
65.126 63.003 96.175 1.0021.92
65.651 63.906 98.168 1.0021.86
65.493 62.650 98.882 1.0022.08
66.705 61.743 98.997 1.00 21.49
66.655 60.744 99.712 1.0022.95
67.793 62.073 98.309 1.0020.43
68.992 61.242 98.358 1.00 19.61
70.075 61.758 97.379 1.00 21.63
69.523 61.778 95.961 1.0020.32
70.530 63.160 97.786 1.00 22.67
71.617 63.728 96.882 1.00 24.11
69.605 61.142 99.757 1.00 1832
69.478 62.049 100.577 1.00 17.69
70.276 60.027 100.016 1.00 17,39

70.919 59.797 101.303 1.00 17.89
70.851 58209 101.667 1.00 1822
69.442 57.711 101.766 1.00 17.37
69.519 56.244102.212 1.00 17.54
68.630 58.530 102,758 1.0017.19
72.373 60.267 101.270 1.00 17.03
73.116 59.979 100.332 1.00 17.65
72.762 61.011 102.296 1.00 16.75
74.116 61.534 102.399 1.00 15.70
74.130 63.046 102.126 1.00 13.67
73.618 63.518 100,755 1.00 15.80
73.627 65.044 100.690 1.00 11.57
74.497 62,937 99.643 1.00 12.70
74.570 61.254 103.819 1.00 16.54
74.010 61.795104.781 1.0015.98
75.580 60.401 103.948 1.00 14.76
76.098 60.036 105.257 1.00 15.24
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATORA

3437
3438
3439
3440
3441
3442
3443
3444
3445
3446
3447
3448
3449
3450
3451
3452
3453
3454
3455
3456
3457

3458
3459
3460
3461
3462
3463
3464
3465
3466
3467
3468
3469
3470
3471
3472
3473
3474
3475
3476
3477
3478
3479
3480
3481

2497

CB PHE A433
CG PHEA 433
CD1 PHE A 433
CD2 PHE A 433
CEl PHE A 433
CE2 PHE A 433
CZ PHE A 433
€ PHE A433
O PHE A 433
N GLYA434
CA GLY A 434
C GLYA434
O GLYA434
N GLUAA435
CA GLUA435
CB GLUA 435
CG GLU A /435
CD GLU A 435
OE1 GLU A 435
OE2 GLU A 435
C GLUAA435

O GLUAA435
N GLY A 436

CA GLY A 436
C GLY A436

O GLY A436

N TRPA437

CA TRPA437
CB TRPA 437
CG TRPA437
CD2 TRP A 437
CE2 TRP A 437
CE3 TRP A 437
CD1 TRP A 437
NE1 TRP A 437
CZ2 TRP A 437
CZ3 TRP A 437
CH2 TRP A 437
C TRPA437

O TRPAA437

N ASPA438

CA ASP A438
CB ASPA 438
CG ASPA 438
OD1 ASP A 438

MNTYY ATD A 420

75.211 58.955 105.890 1.00 14.14
75.057 57.723 105.039 1.00 13.06
74.104 57.674.104.023 1.00 13.21
75.867 56.613 105.249 1.00 11.20
73.955 56.538 103.229 1.00 12.57
75,729 55.467 104.459 1.00 15.46
74.768 55.433 103.446 1,00 15.00
77:518 59.508 105.099 1.00 15.32
77.998 59.324 103.979 1.00 15.70
78.185 59.269 106.221 1.00 13.88
79.543 58.764 106.165 1.00 15.62
80.156 58.540 107.532 1.00 15.85
79.496 58.675 108.564 1.00 15.54
81.432 58.189 107.540 1.00 17.62
82:133 57.954 108.789 1.00 22,16
83.154 56.824 108.606 1.0023.18
§3.907 56.872 107.284 1.0029.20
84.688 55.596 106.986 1.00 29.58
85.422 55.585 105.976 1.00 24.97
84.566 54.609 107.752 1.00 33.01
82.808 59.247 109.241 1.00 23.01

83.876 59.613 108.748 1.0023.51
82.157 59.951 110.164 1.00.21.99
§2.709 61.194 110.667 1.0022.80
83.658 60.970 111.828 1.00 25.38
83.493 61.560 112.900 1.00:25.12
84.648 60.105 111.627 1.00 26.62
85.627 59.830 112.671 1.0030.84
86.557 58.664 112.286 1.00 33.31
85.876 57.396 111.822 1.0038.17
84.646 56.834 112.310 1.00 39.08
84.396 55.661 111.559 1.0040.71
83.733 57.205 113.306 1.00 40.77
86.308 56.561 110.832 1.00 38.77
85.425 55.520 110.665 1.00 40.04
83.268 54.858 111.770 1.00 40.61
82:610 56.404 113.517 1.00 42.57
82.390 55.244 112.750 1.00 41.91
86.476 61.084 112.817 1.0030.62
86.696. 61.808 111.843 1.0028.36
86.941 61.351 114.032 1.0032.21
87.803 62.502 114.254 1.00 33.83
87.793 62.924 115.724 1.00 38.39
88.550 64.221 115.958 1.00 42.61
88.036° 65.292 115.561 1.0042.92
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SALUIIVE

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

IHO0L

3483
3484
3485
3486
3487
3488
3489
3490
3491
3492
3493
3494
3495

3496
3497
3498
3499
3500
3501
3502
3503
3504
3505
3506
3507
3508
3509
3510
3511
3512
3513
3514
3515
3516
3517
3518
3519
3520
3521
3522
3523
3524
3528
3526
3527

2L D0 100

C ASPA438
O ASPA438
N LEUA439
CA LEUA439
CB LEU A 439
CG LEU A 439
CD1 LEU A 439
CD2 LEU A 439
C LEUA439
O LEUA439
N ALAA 440
CA ALA A 440
CB ALAA 440

C ALAA440
O ALAA440
N THR A 441
CA THR A 441
CB THR A 44]
OG1 THR A 441
CG2 THR A 441
C THRA441
O THRAA441
N PROA442
CD PROA 442
CA PROA 442
CB PRO A 442
CG PROA 442
C PROA442
O PROA442
N LEUA443
CA LEUA 443
CB LEUA 443
CG LEUA443
CDI LEU A 443
CD2 LEU A 443
C LEUA443
© LEUA 443
N PROA444
CD PROA 444
CA PROA 444
CB PROA 444
CG PROA 444
C PROA444
O PROA444
N HIS A445

O7.0U0 VIV LILOLLA LLUY S0.10

89.194 62.008 113.864 1.0032.35
89.716 61.073 114.470 1.00 31.60
89.780 62.616 112.838 1.0030.53
91.094 62.202 112.371 1.00 29.09
90.989 61.680 110.938 1.00 31.14
90,092 .60.453 110,711 1.00 33.92
89.798 60.303 109.223 1.0034.17
90.773 59.196 111.255 1.0031.36
92.085 63.350 112.440° 1.00 28.26
91.707 64.521 112.359 1.0028.68
93.360 63.011 112.581 1.00 26.37
94.405 64.021 112.678 1.0026.65
95659 63.419 113.323 1.0026.13

94.767 64.657 111.340 1.00 25.71
95.870 64.449 110.828 1.0026.38
93.839 65.419 110.769 1.0022.80
94,113 66.103 109.513 1.0022.63
93.006 65.843 108.457 1.0022.56
93.416 66.383 107.196 1.0020.67
91.691 66.470108.881 1.00 22.07
94.198 67.579 109.868 1.0022.39
93.508 68.047 110.772 1.0024.07
95.058 68.335109.177 1.0023.92
95.997 67.923 108.120 1.00 23.67
95.197 69.766 109.479 1.00 24.46
96.433 70.168 108.674 1.0022.79
96.390 69.244 107.506 1.0025.25
93.995 70.673 109.211 1.00 24.94
93.954 71.401 108.221 1.0027.69
93.019 70.629 110.110° 1.00 24.91
91.824 71463 110,009 1,00 23,07
90,686 70.722 109.310 1.00 23.08
90.632 70.539 107.792 1.00 25.50
89.380 69.721 107.456 1.0022.58
90.586 71.892 107.088 1.0020.72
91.363 71.796 111,418 1.00 22.12
91.413 70.946 112.294 1.00 20.97
90.928 73.043 111.660 1.00 22.27
90.958 74.234 110.789 1.00.20.74
90.464 73.380 113.013 1.00621.74
§9.947 74.803 112.853 1.0020.34
90.867 75.367 111.789 1.06021.71
89.348 72.385113.337 1.00 22.55
88.541 72.060 112.467 1.0020.30
89.301 71.900 114.572 1.00 23.30
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

3528
3529
3530
3531
3532
3533

3534
3535
3536
3537
3538
3539
3540
3541
3542
3543
3544
3545
3546
3547
3548
3549
3550
3551
3552
3553
3554
3555
3556
3557
3558
3559
3560
3561

3562
3563
3564
3565
3566
3567
3568
3569
3570
3571

CA HIS A445
CB HIS A 445
CG HIS A 445
CD2 HIS A 445
NDI1 HIS A 445
CEL HIS A 445

NE2 HIS A 445
C HIS A 445

O HISA445
N GLUA446
CA GLU A 446
CB GLU A 446
CG GLU A 446
CD GLU A 446
OE1 GLU A 446
OE2 GLU A 446
C GLUA446
O GLUA446
N GLNA447
CA GLNA 447
CB GLN A 447
CG GLN A 447
CD GLN A 447
OE1l GLN A 447
NE2 GLN A 447
C GLNA447
O GLNA447
N LYSAA448
CA LYS A 448
CB LYS A 448
CG LYS A448
CD LYS A 448
CE LYS A 448
NZ LYS A 448
€ LYSA448

O LYSA448
N ALA A 449
CA ALAA 449
CB ALA A 449
C ALAA449
O ALAA449
N ALAA450
CA ALA A 450
CB ALAA 450

C ALAA450

88.296: 70.913 114.961 1.0024.42
88.407 70.621 116.463 1.0024.47
8§7.697 71.612 117.327 1.0029.47
88.101 72.798 117.843 1.00 30.25
86.389 71.444 117.730 1.0030.17
86.018 72,484 118457 1.0032.22

87.038 73.320 118.540 1.0033.16
86.834 71.237 114.591 1.00 24.61
86.082 70.325 114.248 1.0023.80
86.430 72.509 114.633 1,00 23.75

85.040 72.861 114.307 1.00 24.96

84.654 74252 114.838 1.00 26.12

85.530 74.795 115.930 1.00 30.15

86.658 75,629 115.384 1.00 28.36

86.538 76.873 115.402 1.00 28.79

87.657 75.039 114.930 1.0027.58
84.734 72,846 112.819 1.0023.77
83.583 73.007 112.430 1.00 22.94
85.761 72.665 111.993 1.00.23.78

85.589 72652 110.542 1.0023.71

86.709 73.464 109.876 1.00 24.90

86.530 74.971 109.990 1.0026.29

87.707 75.749 109.424 1.00 30.00

88.282 75.379 108.398 1.0030.97

88.060 76.846 110.085 1.0031.61
85.538 71.251 109.938 1.00 23.09
85.218 71.088 108.762 1.00 23.43
85.860. 70.244 110.740 1.00 21.89
85.835 68.864 110.273 1.00 21.10
86.631 67.968 111.232 1.00 21.40

88.111 68.303 111.314 1.00 23,02

88.849 67.419 112321 1.00 24.65
90.344 67.728 112.318 1.00 26.23
91.116 66.930 113.316 1.0028.05
84.392 68.359 110.167 1.00 20.42
83.565 68.620 111.040 1.00 19.05
84.083 67.654 109.085 1.00 20.59

82,741 67.117 108.911 1.0020.03

82.477 66.823 107.440 1.0021.12
82.654 65.842 109.736 1.00 20.82
82.285 64.789 109.232 1.00 20.40
83.006 65.951 111.016 1.0022.73

82.992 64.814 111.929 1.0022.48

84.218 64.860 112.835 1.00 20.62

81.726 64.741 112.779 1.0023.60
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ATOM
ATOM
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3573 O ALAA450 80.994 65.725112.928 1.002326 A
3574 N LEUA451 81.503 63.562 113.350 1.0024.16 A
3575 CA LEUAA451L  80.349 63.281 114.190 1.002454 A
3576 CB LEUA451  80.543 61.928 114.867 1.00 2654 A
3577 CG LEUA4S51 79372 60.945 114.890 1.0029.54 A
3578 CDILEUAA451  79.777 59.726 115.710 1.0029.58 A
3579 CD2LEUA451  78.132 61.607 115480 1.0029.33 A
3580 C LEUA451  80.123 64.355115.252 1.0024.51 A
3581 O LEUA451 78994 64.768 115.503 1.0024.49 A
3582 N ALAA452 81.203 64.806 [15.874 1.0024.59 A
3583 CA ALAAA452  81.107 65.823 116.910 1.0023.54 A
3584 CB ALAA452 82491 66,119 117.480 1.0024.75 A
3585 C ALAA452  80.458 67.110 116.416 1.0023.49 A
3586 O ALAA452 79969 67.898117.216 1.002421 A
3587 N ASNA453  80.447 67.331 115.105 1.0022.76 A
3588 CA ASNA453  79.540 68.546 114.573 1.002096 A
3589 CB ASNA453 80817 69.264 113.629 1.0020.77 A
3590 CG ASN A 453 §82.100 69.695 114331 1.00.23.41 A
3591 ODI ASNA453  82.057 70.270 115.417 1.0022.82 A
3592 ND2 ASNA453  83.244 69.421 113.711 1.0019.55 A
3593 C ASNA453 78510 68.284 113.857 1.00 19.88 A
3594 O ASNA453  77.977 69.161 113.179 1.0017.74 A
3595 N ALAA454  77.966 67.082 114.029 1.0019.68 A
3596 CA ALAA454  76.698 66.722 113,396 1.0018.96 A
3597 CB ALAAA454  76.164 65443 114.009 1,00 18.15 A
3598 C ALAA454 75632 67.825113.475 1.0020.44 A
3599 O ALAA454 74.864 68.012 112529 1.002094 A
3600 N PROA455  75.565 68.567 114.604 1.0021.54 A
3601 C PROA 455 76258 68.346 115890 1.00 21.08 A
3602 CA PROA455  74.563 69.635114.731 1.0022.22 A
3603 CB PROA455 74.869 70.240 116,099 1.0022.83 A
3604 CG PROA455S 75339 69.045 116.836 1.00 2239 A
3605 C PROA4S55 74619 70.673 113.616 1.0023.81 A
3606 O PROAA4SS  73.595 71.244 113.244 1.0024.72 A
3607 N ARGA456 75812 70915 113.081 1.0024.90 A
3608 CA ARG.A456 75970 71.886 [12.005 1.0024.81 A
3609 CB ARGA456  77.348 72.545 112.069 1.0026.77 A

3610 CG ARGA456  77.503 73,536 113.217 1.0031.61 A
3611 CD ARG A456  78.639 74497 112.936 1.0034.64 A
3612 NE ARG A456 78403 75246 111702 1.0037.22 A
3613 CZ ARGA456  79.282 75358 110.709 1.0037.62 A
3614 NH1I ARG A 456  78.969 76.063 109.628 1.0035.58 A
3615 NH2ZARGA456 80470 74.765 110.794 1.0036.01 A
3616 C ARGA456 75768 71.296 110.620 1.0024.53 A

3617 O ARGA456  75.823 72.019 109.628 1.0023.79 A

QATR NT NATET A AKT TR R2K A0 QRT7 T1ARAA 1 Y 22 AN A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

UL

3619
3620
3621
3622
3623
3624
3625
3626
3627
3628
3629
3630
3631
3632
3633
3634
3635
3636
3637
3638
3639
3640
3641
3642
3643
3644
3645
3646
3647

3648
3649
3650
3651
3652
3653
3654
3655
3656
3657
3658
3659
3660
3661
3662
3663

AN LVLEYL YT

CA META 457
CB MET A 457
CG MET A 457
SD MET A 457
CE MET A 457
C MET A 457
O MET A 457
N PROA458
CD PRO A 458
CA PRO'A 458
CB PROA 458
CG PROA 458
C PROA458
O PROA458
N GLYA459
CA GLY A459
C GLY A459
O GLY A459
N ILEA 460
CA ILE A 460
CB ILE A 460
CG2 ILE A 460
CGl ILE A 460
CD1 ILE A 460
C ILEA460
O ILEA460
N GLY A461
CA GLY A 461
C GLY A461

O GLY A461
N PHE A 462
CA PHE A 462
CB PHE A 462
CG PHEA 462
CD1 PHE A 462
CD2 PHE A 462
CEl PHE A 462
CE2 PHE A 462
CZ PHE A 462
C PHEA462
O PHEA462
N PHE A 463
CA PHE A 463
CB PHE A 463
CG PHE A 463

JIGI D UF IO S L LALITTT LY LT

75.335 69338 109.253 1.00 22.21
76.479 68.363 108.965 1.00 21.94
77.811 69.035 108.675: 1.00 22.17
79.151 67.839 108.521 1.0022.57
79471 67492 110.262 1.00 20.64
74.001 68.610 109.127 1.0022.60
73.958 67.400108.887 1.00 22.20
72.887 69.340 109.292 1.00 22.29
72,721 70.798 109.448 1.0022.58
71.590 68.670 109.170 1.00 22.05
70.594 69.797 109.449 1.0021.79
71.315 71.018 108,932 1.00°21.57
71.469 68.105 107.757 1.00 20.93
71.913 :68.731 106.801 1.00 22.79
70.891 66917 107.629 1.00 20.34
70.747 66.315 106.318 1.00 17.44
71.886 65356 106.014 1.00 17.83
71.892 64.691 104.975 1.00 19.42
72.861 65294 106.914 1.00 14.97
74.001 64.400 106.755 1.00 13.54
75.357 65.164 106.827 1.00 13.07
76.499 64.211 106491 1.00 11.30
75.373 66.352 105.856 1.00.12.01
75.364 65.970 104.377 1.00 9.34
73.987 63.376 107.891 1.00 13.56
73.896 63.747 109.064 1.00 12.55
74.083 62.095 107.542 1.00 13.86
74.092 61.046 108.550 1.00 14.06
75.496 60.557 108.895 1.00 16.95

76.462 60.820 108.162 1.00 16.89
75.618 59.841 110.011 1.00 15.00
76.912 59.321 110.442 1:.00 15.91
77.507 60.211 111.547 1.0016.30
77.651 61.650 111.155 1.00 16.69
76.554 62,509 111.191 1.00 16.81
78.872 62.139 110.701 1.00 15.23
76.671 63.837 110.775 1.00 17.78
79.003 63.464 110.282 1.00 17.14
77.898 64.315110.318 1.00 17.75
76.806 57.894 110,972 1.00 15.65
75.836 57.542 111.638 1.00 15.28
77.802 57.069 110.673 1.G0 16.02
77.799 55.704 111.177 1.00 17.70
79.001 54.938 110.636 1.00 16.10
78.796 54416 109.245 1.00 17.34
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
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3664
3665
3666
3667
3668
3669
3670
3671
3672
3673
3674
3675
3676
3677
3678
3679
3680
3681
3682
3683
3684
3685

3686
3687
3688
3689
3690
3691
3692
3693
3694
3695
3696
3697
3698
3699
3700
3701
3702
3703
3704
3705
3706
3707
3708
3709

CD1 PHE A 463
CD2 PHE A 463
CE1 PHE A 463
CE2 PHE A 463
CZ PHE A 463
C PHE A463
O PHE A 463
N ASN A 464
CA ASNA 464
CB ASN A 464
CG ASN A 464
OD1 ASN A 464
ND2 ASN A 464
C ASNA 464
O ASNA 464
N ASPA465
CA ASPA 465
CB ASP A 465
CG ASP A 465
OD1 ASP A 465
OD2 ASP A 465
C ASPAA46S

O ASPA465
N MET A 466
CA MET A 466
CB MET A 466
CG MET A 466
SD MET A 466

CE MET A 466

C META466

O MET A 466
N PHE A 467
CA PHE A 467
CB PHE A 467
CG PHEA 467
CDI1 PHE A 467
CD2 PHE A 467
CE1PHE A 467
CE2 PHE A 467
CZ PHE A 467
C PHE A 467
O PHE A 467
N ARG A 468
CA ARG A 468
CB ARG A 468
(7 ARG A 468

77:986 53.307 109.020 1.00 16.15
79.378 55.053:108.157 1,00 14.81
77.756 52.840 107.725 1.00 16.04
79.154 54.596 106.862 1.00-15.85
78.339 53.486 106.647 1.00 14.32
77.865 55.796 112.699 1.00 18.30
78.770 56.425 113.250 1.00 17.49
76.898 55.180113.372 1.00-18.49
76.850 55220 114.829 1.00 19.64
75.423 54.971 115,307 1.00 19.64
75.197 55.450.116.729 1.00 21.27
76.097 55.381 117.572 1.00 22.57
73.992 55.934 117.004 1.00 17.01
77.785 54.188 115.465 1.0021.31
77.365 53.072 115.775 1.0021.91
79.045 54.566 115.667 1.0021.05
§0.021 53.660 116.265 1.00 24.38
81.435 54252 116.171 1.0027.12
81.518 55.667 116.723 1.00-32.89
§2.652 56.151 116.939 1.0035.65
80.456 56,300 116.932 1.00 35.38
79.684 53.330 117.722 1.00 24.14

80.016 52.246 118.207 1.00 24.28
79.028 54.261 118.414 1.00 23.27
78.627 54.049 119.807 1.00 23.00
77.971 55.318 120.373 1.00 22.56
77.462 55217 121.821 1.0025.63
75.971 54.203 122.059 1.00 25.66
74.689 55.343 121.568 1.00 25.95
77.637 52.887 119.864 1.00 22.80
77.868 51.896:120.553 1.00 23.68
76.541 53.009 119.121 1.00 21.61
75.511 51.973 119.101 1.0022.16
74370 52.386 118,156 1.00-19.95
73.097 51.592 118.331 1.00 18.22
72,043 51.754 117.435 1.00 18.43
72941 50.695 119.385 1.00 18.79
7(0.852 51.038 117.583 1.00 18.95
71.754 49.970 119.545 1.00 17.07
70.708 50.142 118.643 1.00 18.42
76,121 50.647 118.651 1.00 23.24
75.809 49.586:119.199 1.00 22.00
77.004 50.720 117.660 1.00 24.59
77.665 49.529 117.128 1.00 25.38
78.659 49.924 116.030 1.00 24.86
TG 43R AR 754115432 1 002604
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3710
3711
3712
3713
3714
3715
3716
3717
3718
3719
3720
3721
3722
3723

3724
3725
3726
3727
3728
3729
3730
3731
3732
3733
3734
3735
3736
3737
3738
3739
3740
3741
3742
3743
3744
3745
3746
3747
3748
3749
3750
3751
3752
3753
3754

CD ARG A 468
NE ARG A 468
CZ ARG A 468

NHL ARG A 468
NH2 ARG A 468

C ARG A468
O ARG A 468
N ASPA469
CA ASP A 469
CB ASPA 469
CG ASP A 469
OD1 ASP A 469
OD2 ASP A 469
C ASPA469

O ASPA469
N ALAA470
CA ALAA 470
CB ALAA 470
C ALAA470
O ALAAA470
N VALA471
CA VALAA471
CB VAL A 471
CG1 VAL A 471
CG2Z VAL A:471
C VALAA471
O VALAA471
N LYSAA472
CA LYS A472
CB LYSA472
CG LYSA472
CD LYSA472
CE LYSA472
NZ LYS A 472
C IYSA472
O LYSA472
N GLYA473
CA GLY A 473
C GLY A473
O GLYAA473
N ASNA 474
CA ASNA 474
CB ASN A 474
CG ASN A 474
OD1 ASN A 474

80.723 49.249 114.781 1.0026.14 A
81.638 49.821 115.769 1.0026353 A
82.669 50.606 115.469 1.0028.64 A

82.918 50.920 114.203 1.0029.08 A
83.456 51.076 116.431 1.0024.28 A

78.402 48.744 118.215 1.0025.90 A
78.129 47.558 118.433 1.002520 A
79.336 49.408 118.893 1.0024.54 A
80.119 48.764 119.940 1.0025.61 A
81.316 49.646 120.316 1.0027.88 A
82.410 49.623 119.255 1.0029.91 A
83454 50.289 119.439 1.003198 A
82.223 48927 118.234: 1.0029.75 A
79.302 48.406:121.182 1.002536 A

79.641 47.475121.910 1.0024.70 A
78.221 49.140 121.417 1.0024.79 A
77.357 48.877 122.558 1.0023.29 A
76.281 49959 122.656 1.0021.32 A
76.707 47.505 122.382 1.0023.68 A
76.584 46.733 123.331 1.0023.57 A
76.303 47210 121.152 1.0023.55 A
75.648 45.949 120.821 1.0024.04 A
74818 46.090 119513 L.0023.61 A
74248 44.742 119.099 1.002261 A
73.699 47.098 119.715 1.002345 A
76.611 44,773 120.648 1,00 25.26
76.443 43.723 121.279 1.00 24.65
77,609 44.957 119.787 1.00 24.81
78.590 43.921 119.478 1.00 24.49
79.157 44.161 118.077 1.00 24.88
80.330 43.255 117.708 1.00:23.59
80,903 43.618 116.341 1.0024.59
§1.522 45.011 116.360 1.00 24.08
82.206 45328 115.083 1.0024.91
79.751 43.802 120.456 1.0025.82
80.192 42.697 120.782 1.00 24.90
80.243 44.947 120.912 1.0027.47
81.375 44.975121.817 1.0028.63 A
82.449 45.760 121.096: 1.00 30.20 A
82.460 45.779 119.866 1.0030.40 A
83.335 46.420 121.838 1.0031.72 A
84.408 47.207 121.227 1.003339 A
§5.465 47.536 122.285 1.003323 A
86.474 48,550 121.801 1.0034.10 A
87.353 48.239120.995 1.0032.81 A
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ATOM 3755 ND2ASNA474  86.344 49,782 122.280 1.0033.61 A
ATOM 3756 C ASNA474  85.035 46.422120.065 1.0033.88 A

ATOM 3757 O ASNA474 85396 45.256 120.226 1.0032.99 A
ATOM 3758 N THRA475 85.162 47.054 118.899 1.0035.59 A
ATOM 3759 CA THRA475 85.717 46366 117.731 1.0038.34 A
ATOM 3760 CB THRA475 85216 46.980 116.393 1.0037.82 A
ATOM 3761 OGI THRA475 86.040 48.092 116.032 1.0039.30 A
ATOM 3762 CG2THRA475  83.785 47.448 116.523 1.0036.18 A
ATOM 3763 C THRA475 87.239 46.334 117.677 1.00°39.52 A
ATOM 3764 O THRA475 87.818 45721 116.780 1.0041.19 A
ATOM 3765 N PHEA476 87.890 46.983 118.634 1.0041.64 A
ATOM 3766 CA PHEA476  §9.347 47.009 118.654 1.0043.87 A
ATOM 3767 CI3 PHE A476  89.806 48.462 118.694 1.0045.66 A
ATOM 3768 CG PHEA476  89.219 49.286 117.587 1.0047.66 A
ATOM 3769 CD1PHEA476  89.577 49.041 116.261 1.0047.51 A
ATOM 3770 CD2PHE A476  88.249 50.248 117.855 1.0048.23 A
ATOM 3771 CE1LPHE A 476 88976 49.737 115.216 1.004869 A
ATOM 3772 CE2PHEA476  87.638 50.953 116.816 1.004946 A
ATOM 3773 CZ PHE A476  88.003 50.695 115492 1.0049.29 A
ATOM 3774 C PHEA476  89.938 46.188 119.798 1.0043.72 A
ATOM 3775 O PHEA476 91.079 46.392 120.212 1.0045.02 A
ATOM 3776 N HIS A 477  89.134 45252 120.290 1.0043.20° A
ATOM 3777 CA HISA477  89.516 44.334 121.357 1.0041.99 A
ATOM 3778 CB HISA 477  §9.114 44.879 122,731 1.0043.16 A
ATOM 3779 CG HISA477  89.846 46.122 123.129 1.0045.66 A
ATOM 3780 CD2HISA477 89.394 47351 123.477 1.0046.84 A
ATOM 3781 NDI HISA477 91220 46.182 123.213 1.0047.87 A
ATOM 3782 CE1HISA477  91.583 47394 123.595 1.004748 A
ATOM 3783 NE2HISA477 90.494 48.122 123.762 1.0046.61 A
ATOM 3784 C HISA477  88.745 43.056 121.064 1.0040.85 A
ATOM 3785 O HISA477  87.554 42,959 121.360 1.0039.36 A
ATOM 3786 N LEUA478  89.429 42.087 120.467 1.0041.59 A
ATOM 3787 CA LEUA478  88.819 40.811 120.106 1.0042.42 A
ATOM 3788 CB LEUA478  89.900 39.776 119.781 1.004387 A
ATOM 3789 CG LEUA478  90.639 39.947 118453 1.004599 A
ATOM 3790 CDI LEUA478  91.473 41.213 118,502 1.0047.67 A
ATOM 3791 CD2LEUA478  91.522 38.734 118.188 1.0046.84 A
ATOM 3792 C LEUA478  87.883 40.233 121.156 1.0041.76 A
ATOM 3793 O LEUA478  8§6.775 39.801 120,836 1.0042.62 A
ATOM 3794 N LYSA479  88.328 40.224 122.407 1.0040.83 A
ATOM 3795 CA LYSA479  87.526 39.674 123.491 1.0039.97 A
ATOM 3796 CB LYSA479  88.434 39.242 124.648 1.0041.87 A
ATOM 3797 CG LYSA479 88640 37.737 124734 1.004529 A
ATOM 3798 CD LYSA479  §9.416 37.193 123.543 L.0047.67 A
ATOM 3799 CE LYSA479  89.180 35.696 123.374 1.0049.25 A



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3800 NZ LYS A 479
3801 C LYSA479
3802 O LYS A479
3803 N ALAA480
3804 CA ALAAA4S80
3805 CB ALA A 480
3806 C ALAA480
3807 O ALAA480
3808 N THRA 481
3809 CA THR A 481
3810 CB THR A 481
3811 OG1 THR A 481
3812 CG2 THR A 481
3813 C THRA481
3814 O THRAA481
3815 N GLY A482
3816 CA GLY A 482
3817 C GLYA482
3818 O GLY A482
3819 N PHEA483
3820 CA PHE A 483
3821 CB PHE A 483
3822 CG PHE A 483
3823 CDI1 PHE A 483
3824 CD2 PHE A 483
3825 CELPHE A 483
3826 CE2 PHE A 483
3827 CZ PHE A 483
3828 C PHE A 483
3829 O PHE A483
3830 N ALAA484
3831 CA ALAA484
3832 CB ALAA 484
3833 € ALAA4E4
3834 O ALAA484
3835 N LEUA48S
3836 CA LEU A 485
3837 CB LEU A 485

3838 CG LEUA485
3839 CDI1 LEU A 485
3840 CD2 LEU A 485
3841 C LEUA485
3842 O LEUAA485
3843 N GLY A 4386
3844 CA GLY A 486
IR45 € GTY A 4R6

89.247 34,955 124.667 1.0050.73 A
86.419 40.579 124.027 1.00 38.70 A
85.474 40.088 124.645 1.0039.52 A
86.521 41.887 123.803 1.0035.20 A
85.496 42.800 124.304 1.0034.13 A
85.746 44210 123.791 1.0034.76 A
84.112 42,321 123.880 1.0033.73 A
83.918 41.877 122.750 1.0034.11 A
83.149 42.408 124.790 1.0033.26 A
81.792 41.963 124.500 1.00 31.77 A
81.379 40.802 125426 1.0032.44 A
81.493 41.221 126,791 1.0031.26 A
82.258 39.584 125,187 1.0032.10 A
80.759 43.066 124.662 1.0030.44 A
80.937 43.987 125.461 1.0028.80 A
79.675 42.951 123.897 1.002921 A
78.593 43.916 123.959 1.0027.90 A
77.343 43.273 124,546 1.0027.35 A
77.350 42.092 124897 1.0026.14 A
76.265 44.041 124.647 1.0025.66 A
75.017 43.531 125202 1.0024.97 A
73.906 44.567 125.034 1.0023.80 A
72.579 44127 125.583 1.0023.02 A
72.355 44.094 126.955 1.0021.70 A
71.558 43.729124.725 1.002342 A
71,135 43,672 127468 1.0021.13 A
70.329 43302 125.226 1.0024.00 A
70.117 43.274 126603 1.0024.20 A
74.588 42.218 124.549 1.0025.14 A
74.248 41.257 125.236 1.0026.61 A
74.603 42,180 123.220 1.0024.35 A
74.201 40.985122.486 1.0024.13 A
74.195 41.266 120,988 1.0020.95 A
75.106 39.798 122.792 1.0023.73 A
74.702 38.648 122.625 1.0022.09 A
76.331 40.075123.229 1.0025.16 A
77.265 39.005 123.564 1.0028.77 A
78.689 39.346 123.101 1.0026.73 A

78.914 39.510121.593 1.0029.21 A

80.409 39.473 121.297 1.0027.79 A

78.207 38.403:120.826 1.0028.77 A
77.258 38.718 125,068 1.003092 A
78.099 37.970 125,567 1.0032.85 A
76315 39.327 125786 1.0030.61 A

76.207 39.083127.212 1.003246 A
76.754 40.106 128191 1.00 3337 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3846
3847
3848
3849
3850
3851
3852
3853
3854
3855
3856
3857
3858
3859
3860
3861
3862
3863
3864
3865
3866
3867
3868
3869
3870
3871
3872
3873
3874
3875

3876
3877
3878

O GLY A486
N ASN A 487
CA ASNA 487
CB ASN A 487
CG ASN A 487
OD1ASN A 487
ND2 ASN A 487
C ASNA487
O ASNA 487
N GLY A 488
CA QLY A 488
€ GLY A48%
O GLYA488
N GLUA489
CA GLU A 489
CB GLU A 489
CG GLU A 489
CD GLU A 489
OE1 GLU A 489
OE2 GLU A 489
C GLUA489
O GLUA489
N SER A 490
CA SERA 490
CB SERA 490
OG SER A 490

€ SERA490

O SERA490
N ALAA491
CA ALAA 491

CB ALAA491
C ALAA491
O ALA A 491

3879 N GLN A 492

3880
3881
3882
3883
3884

CA GLN A 492
CB GLN A 492
CG GLN A 492
CD GLN A 492
OEl GLN A 492

3885 NE2 GLN A 492

3886
3887

C GLNA492
O GLNA492

3888 N ALAA493

3889
3890

CA ALA A 493
CB ALAAA493

76.697 39.882 129.400 1.00 33.00
77.286. 41.221 127.707 1.00 33.57
77.813 42220 128.630 1.0033.65
78.968 42.993 127.997 1.0034.58
79801 43.727 129.029 1.00 35.75
79.265 44.353129.944 1.00 36.11
81.117 43.656 128.888 1.00 36.99
76.721 43.200129.061 1.00 34.19
76.192 43.960 128.243 1.00 34.06
76.394 43.183 130.350 1.0033.15
75.366 44,068 130.866 1.0034.03
75.792 45.521 130.999 1.0033.99
74950 46.407 131.130 1.00 32.77
77.098 45.761 130.963 1.00 35.20
77.655 47.107 131.090' 1.00 35.66
79.185 47.044.131.096 1.00 38.02
79.797 46419 132.338 1.00 44.75
79.539 47237 133.595 1.0049.58
78.370 47.306 134.042 1.00 50.68
80.510 47.816 134.133 1.00 53.01
77.213 48.061 129,984 1.00 34.88
77.206 49.276 130,170 1.00 34.34
76.842 47.518 128.832. 1.00 32.45
76.436 48.370 127.730. 1.0030.88
77.170 47.939 126.460 1.00 30.81
77214 46.532 126.353 1.00.29.96
74934 48.421 127.478 1.00-29.69
74491 45.001 126487 1.0029.28
74.154 47.841 128.383 1.0027.03
72699 47.821 128.239 1.00 26.22

72.065 47.152 129.455 1.00 24.83
72.092 49.210 128.036 1.0025.11
71.24049.402 127.162 1.00 23.62
72.535 50.174 128.837 1.00 24.68
72,018 51,537 128.754 1.0025.01
72,551 52383 129911 1.0027.48
72.087 53.828 129.858 1.00 31.81
72.626 54,661 131.002 1.00 34.57
73.838 54.729 131.223 1.00 37.64
71.728 55309 131.731 1.0036.83
72.362 52.212 127,434 1.00 24.04
71.517 52.870'126.831 1.00 22.74
73.608 52.061 126.996 1.00 23.03
74.037 52.645125.729 1.00 23.17
75.512 52.341 125.484 1.00:20.69
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3891
3892
3893
3894
3895
3896
3897
3898
3899
3900
3901
3902
3903
3904
3905
3906
3907
3908
3909
3910
3911
3912
3913

3914
3915
3916
3917
3918
3919
3920
3921
3922
3923
3924
3925
3926
3927
3928
3929
3930
3931
3932
3933
3934
3935
3936

C ALAA493
O ALAAA493
N VAL A4%4
CA VAL A4%4
CB VAL A 494
CG1 VAL A 494
CG2 VAL A 494
C VALA4%4
O VAL A494
N META495
CA META 495
CB MET A 495
CG META 495
SD MET A 495
CE MET A 495
C MET A 495
O MET A 495
N HIS A496
CA HIS A496
CB HIS A 496
CG HIS A 496
CD2 HIS A 496
ND1 HIS A 496

CE1 HIS A 496
NE2 HIS A 496
C HISA496
O HIS A496
N GLY A497
CA GLY A 497
C GLY A497
O GLY A497
N ILE A 498
CA ILE A 498
CB ILE A 498
CG2 ILE A 498
CGI ILE A 498
CD1 ILE A 498
C ILE A498
O ILEA498
N ALAA499
CA ALA A 499
CB ALAA 499
C ALAA499
O ALA A499
N GLY A 500
CA GLY A 500

73.173 52.052 124.607 1.0021.86
72.792 52.749123.668 1.00 20.97
72.864 50.762 124.720 1.00 20.14
72.034 50.084 123.731 1.00 19.34
71.934 48.571 124.028 1.00 18.56
70.795 47.955 123.230 1.00 14.74
73.249 47.890 123.682 1.00 16.26
70.629 50.687 123.712 1.00 19.82
70.080 50.959 122.645 1.00 18.90
70.054 50.897 124.894 1.00 20.79
68.718 51479 125,004 1.0020.50
68.330 51.646 126.471 1.0020.73
66.936 52.199 126.674 1.00 20.60
65.702 51.083 126.009 1.0023.31
64.970 52.091 124.724 1.00 20,97
68.716 52.844:124.325 1.00 20.55
67.757 53.217 123.644 1.00 19.89
69.806 53.580 124.524 1.00 19.68
69.987 54.902 123.936 1.00 19.32
71.330- 55.490 124.414 1.0020.92
71.597 56.888 123.941 1.0022.19
72.751 57.589 123.846 1.0021.20
70.598 57.741 123.518 1.0022.46

71.126 58.904 123.181 1.00 20.08
72.431 58.839 123.371 1.0022.38
69.944 54.760 122.409 1.00 18.68
69.242 55.504 121.729 1.00 18.35
70.679 53.790 121.877 1.00 18.94
70.677 53.573 120.440 1.00 19.97
69.284 53.194 119.956 1.00 22.74
68.838 53.626 118.888 1.00 22.62
68.588 52.380 120.744 1.00.22.05
67.241 51.962 120.388 1.00 20.72
66.688 50.965 121.438 1.0021.21
65:184 50.802 121.284 1.0021.18
67.408 49.621 121.291 1.00 19.96
67.085 48.627 122.377 1.0020.34
66.347 53.197 120.300 1.00:20.57
65.392 53.235 119.517 1.00 19.92
66.685 54.217 121.085 1.00 19.58
65.917 55.457 121.110 1.00 18.90
65.993 56,097 122.505 1.0017.97
66.369 56.458 120.052 1.00.19.83
65.922 57.601 120.054 1.00 22.19
67.264 56.041 119.161 1.0020.00
67.711 56.941 118.110 1.0020.92
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3937 C GLYAS500
3938 O GLYAS00
3939 N SERAS501
3940 CA SER A 501
3941 CB SERA 501
3942 OG SERA 501
3943 C SERAS501
3944 O SER A 501
3945 N SER A 502
3946 CA SERAS02
3947 CB SERA 502
3948 OG SER.A 502
3949 C SERAS502
3950 O SERAS02
3951 N GLY A 503

3952 CA GLY A 503
3953 € GLY A503
3954 O GLY A503
3955 N TRPA 504
3956 CA TRPA S04
3957 CB TRPA 504
3958 CG TRPA S04
3959 CD2 TRP A 504
3960 CE2 TRPA 504
3961 CE3 TRPA 504
3962 CD1 TRP A 504
3963 NEI TRP A 504
3964 CZ2 TRP A 504
3965 CZ3 TRP A 504
3966 CH2 TRP A 504
3967 C TRPAS04
3968 O TRPA 504
3969 N LYS A 505
3970 CA LYS A 505
3971 CB LYSA 505
3972 CG LYS A 505
3973 CD LYSAS505
3974 CE LYSAS505
3975 NZ LYS A 505
3976 C LYSAS505
3977 O LYSAS505
3978 N ALA A 506
3979 CA ALAA 506
3980 CB ALAA 306
3981 C ALAAS06

69.005 57.699 118.353 1.0022.74
69.417 58.494 117.511 1.0020.53
69.639 57.479119.503 1.00 22.60
70.905 58.142 119.815 1.00 22.56
71.976 57.677 118.829 1.0020.91
72,079 56.270 118.837 1.00 18.73
70.824 59.671 119.787 1.00 23.99
71.817 6£0.349 119,508 1.00 21.28
69.643 60.206 120.078 1.00 24.88
69.443 61.645 120.072 1.00 27.46
68.225 61.994 119.205 1.00 28.36
68.417 61.565 117.858 1.0027.13
69.255 62.167 121,491 1.00 29.43
68.532 63.135 121.718 1.00 32.06
69.917 61.519 122.443 1.00 29,64

69.813 61.926 123.831 1.00 32.25
68.985 60.975124.682 1.00 33.57
67.844 60.648 124.336 1.00:34.23
69.564 60.528 125.794 1.00 34.30
68.890 59.618 126.718 1.00 35.88
69.194 58.161 126.363 1.00 35.71
68.412 57.174 127.185 1.0035.16
67.072 56.734 126.941 1.0033.65
66.728 55.842 127.981 1.00 33.67
66.127 57.009 125.945 1.0033.12
68.819 56,547 128.333 1.00 36.01
67.811 55.743 128.816 1.00 35.33
65.481 55.225 128.053 1.0031.49
64.886 56393 126.017 1.0032.76
64.576 53.511 127.065 1.00 32.14
69.311 59.884 128.159 1.0036.88
70.414 59.528 128.573 1.00 36.49
68.419 60.517 128.914 1.00 40.46
68.675 60.842 130.311 1.0042.18
68.556 59.577131.172 1.00.43.78
67.210 58.872 131.031 1.00°45.63
67.016 57.781 132.077 1.00 46.63
65.703 57.031 131.855 1.00 45,99
64.519 57.936 131.869 1.0046.29
70044 61.493 130.510 1.0043.03
70.306 62.580129.991 1.00 43.87
70.914 60.822 131.258 1.0043.56
72248 61.340 131.540 1.00 43.69
72.822 60.643 132.768 1.00 44.84
73217 61.199 130.371 1.0044.02
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3982
3983
3984
3985
3986
3987
3988
3989

3990
3991
3992
3993
3994
3995
3996
3997
3998
3999
4000
4001
4002
4003
4004
4005
4006
4007
4008
4009
4010
4011
4012
4013
4014
4015
4016
4017
4018
4019
4020
4021
4022
4023
4024
4025
4026
4027

O ALA A 506
N LEUAS507
CA LEUA 507
CB LEUA3507
CG LEUA 507
CDI1 LEUA 507
CD2 LEU A 507
C LEUAS507

O LEUAS507
N ALAAS08
CA ALAASOB
CB ALAAS508
C ALAAS08

O ALAAS08
N PRO A 509
CD PRO A 509
CA PROA 509
CB PRO A 509
CG PRO A 509
C PROAS09
O PROAS09
N ILE A 510

CA ILEA510
CB ILEA 510
CG2 ILEA 510
CGIILEASLO
CDI ILEA 510
C ILEASI10

O ILEA 510

N VAL ASI1

CA VALASIL
CB VALASI11
CGl VAL A 511
CG2 VAL A 511
C VALASIL

O VALASII

N PROAS5I12
CD PROASI2
CA PROASI2
CB PROA5I2
CG PROAS512
C PROASI2
O PROAS5I2
N GLUASI3
CA GLUASI3
CB GLUASI3

74.331 61.730 130.416 1.0044.54 A
72.804 60.482 129.330 1.0041.99 A
73.665 60.289 128.170 1.00 39.36 A
73.354 58.951 127.492. 1.00 40.92 A
73.593 57.677 128307 1.0041.00 A
73.076 56.465 127,543 1.0040.48 A
75.080 57.532 128.598 1.0042.37 A
73.484 61:426 127.175 1.0037.26 A

72.359 61.754 126,786 1.003626 A
74.598 62.034 126.777 1.0033.76 A
74.560 63.131 125.815 1.003142 A
75.901 63.846 125.785 1.0030.14 A
74.230 62.577 124.427 1.0028.54 A
74.628 61.464 124.084 1.0027.57 A
73.496 63.352123.616 1.0026.96 A
72.934 64.670 123.964 1.0027.17 A
73.101 62.959122.259 1.0026.92 A
72363 64.194 121.745 1.0025.98 A
71.787 64.790 122.999 1.002692 A
74.286 62.599 121.364 1.0026.40 A
75.354 63.210121.458 1.00 26.89 A
74.106 61.596 120,511 1.002531 A
75.169 61.213119.590° 1.0025.11 A
75.092 59.726 [19.185 1.0025.59 A
76.221 59.403 118.209 1.0023.39 A
75.177 58.834 120430 1.002550 A
76.433 59.046 121.271 1.0024.63 A
74.968 62.072 118,351 1.0025.14 A
75.929 62548 117.746 1.0026.25 A
73.701 62.252 117.981 1.0023.82 A
73312 63,080 116.837 1.0022.94 A
73.087 62.245115.554 1.0020.54 A
74.413 61.755 115.014 1.00 1837 A
72.166 61.078 115.848 1.00 18.73 A
72.015 63.805117.195 1.0023.01 A
71.233 63.327 118.014 1.0022.84 A
71771 64.971 116.588 1.002394 A
72,677 65.777 115.753 1.0023.93 A
70.546 65.715 116,897 1.0025.15 A
70,706 66994 116.076 1.002445 A
72203 67.181 116.046 1.0024.29 A
69.245 64.986 116.575 1.0026.10 A
68.314 64.983.117.382 1.0026.95 A
69.182 64.370 115.400 1.002495 A
67.976 63.672 114.974 1.0024.62 A
67.309 64.454 113.839 1.0026.65 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4028
4029
4030
4031
4032
4033
4034

CG GLUA 13
CD GLUAS513
OET GLU A 513
OE2GLUAS513
C GLUAS5I13
O GLUASI3
N PRO A 514

4035 CD PROAS14

4036
4037
4038
4039
4040
4041
4042
4043
4044
4045
4046
4047
4048
4049
4050
4051
4052
4053
4054
4055
4056
4057
4058
4059
4060
4061
4062
4063
4064
4065

4066 -
4067
4068
4069

CA PROASI4
CB PROA 514
CG PROAS14
C PROASI4
O PROASI4
N SERAS1S
CA SERASIS
CB SERASILS
OG SERA SIS
C SER AS515
O SERAS51S
N GLNASI16
CA GLNA 516
CB GLN.A 516
CG GLNASIL6
CD GLNASIL6
OE1 GLN A 516
NE2 GLNA §16
C GLNASLE
O GLNAS5I16
N SERAS517
CA SERASLT
CB SERASL7
OG SERA 517
C SERAS17
O SERAS517
N ILEASIS
CA ILEA5IS
CB ILEAS5I1S
CG2 ILEASI8

CG1ILEA 518
CDI1 ILE ASI8
C ILEASIS
O ILEASI8

4070 N ASN A 519

4071
4072

CA ASNA 519
CB ASNASI9

66.896 65.867 114.231 1.00 29.13
65.775 65.886 115.260 1.00 32.48
65.502 66.966 115.825 1.0032.11
65.161 64.821 115.496 1.0032.46
68.279 62.249 114.525 1.00:24.48
69.383 61.957 114.065 1.00 25.03
67.293 61.346 114.634 1.0022.55
65:900 61.584 115.051 1.00 22.52
67.491 59.948 114.236 1.00 22.00
66.170 59.283 114.641 1.0021.42
65.172 60.394 114,453 1.00 23.44
67.839 59.735 112.764 1.00 21.23
68.445 58.723 112.413 1.00 21.12
67.466 60.678 111.903 1.00 20,25
67.774 60.541 110482 1.00 19.61
67.087 61.644 109.667 1.0020.22
67.639 62.916 109.971 1.0021.31
69.288 60.606 110.247 1.00 19.43
69.778 60.227 109,181 1.00 18.05
70.028 61.083 111.243 1.00 18.02
71.474 61.191 111.109 1.00 18.60
71.971 62.498 111.725 1.00 17.49
71.256 63.729 111.214 1.00 19.93
71.867 65.000 111.762 1.00 23.39
72.867 65.506 111.236 1.0021.39
71.281 65.517 112.841 1.0024.83
72.224 60.020 111.734 1.00 18.80
73.455 59.960 111.666 1.00 17.92
71.488 59.088 112,333 1.00 18.67
72.117 57.927 112,953 1.00-18.18
71.493 57617 114.314 1.00 16.17
72.112 56.464 114.870 1.00 14.27
72,047 56.671 112.108 1.00 17.22
70.999 56.043 112.004 1.00 19.65
73.173 56.306 111.509 1.00 17.78
73.253 55.103 110,693 1.00 16.03
74.393 55.218 109.660 1.00 15.57
74.425 53.984 108,763 1.00 14.15

74.188 56.474 108.809 1.00 14.69
72.912 56.462 107981 1.00 11.69

73.545 53.969 111.672 1.00:17.18
74.669 53.848 112.176 1.0017.15

72.527 53.160 111.956 1.00 16.80
72.654 52.052 112.903 1.00 18.25
71.311 51.808 113.608 1.00 15.43
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM

4073
4074
4075
4076
4077
4078
4079
4080
4081
4082
4083
4084
4085
4086
4087
4088
4089
4090
4091
4092
4093
4094
4095
4096
4097
4098
4099
4100
4101
4102
4103

4104
4105
4106
4107
4108
4109
4110

CG ASNA 519
ODLASNASIS
ND2 ASN A 519
C ASNASIL9
O ASNAS519
N TYRAS520
CA TYRA 520
CB TYRA 520
CG TYRA 520
CDI TYR A 520
CEl TYR A 520
CD2TYRAS20
CE2 TYR A 520
CZ TYRAS20
OH TYR A 520
C TYRAS520
O TYRAS520
N VALAS521L
CA VAL A 521
CB VAL AS521
CG1 VALA 521
CG2 VAL A 521
C VALAS21
O VALAS21
N GLUA 522
CA GLUA 522
CB GLUA 522
CG GLUA 522
CD GLU A 522
OEl GLUA 522
OE2 GLU A 522

C GLUAS22
O GLUAS22
N SERAS523

CA SER A 523
CB SER A 523
OG SERA 523
C SERAS23

4111 O SER A 523
4112 N HIS A 524

4113
4114
4115
4116

CA HIS A 524
CB HISA524
CG HISAS24
CD2 HIS A 524

4117 ND1 HIS A 524

70.787 53.047 114314 1.00 15.29
71.553 53.822 114.886 1.00 14.12
69.473 53.231 114.291 1.00 14.02
73.127 50.758 112.242° 1.00 18.71
72.526 50.294 111.271 1.00 20.16
74.193 50.170 112.785 1.0019.72
74.756 48.931 112.238 1.0019.09
75.583 49251 110.987 1.00 19.87
76.898 49.947 111.300 1.00 19.50
76.930 51.114 112.066 1.00 20.06
78.136° 51.730 112.395 1.00 19.47
78.112 49.416 110.864 1.00 21.90
79.329 50.027 111.186 1.00 20.40
79.330 51.182 111.951 1.0021.80
80.522 51.791 112.266 1.0021.55
75.660 48,218 113.252 1,00 19,86
76.078 48.813 114.250 1.00 18.33
75.955 46:944 112.989 1.00 18.97
76.845 46.160 113.846 1.00 19.95
76.087 45.095114.674 1.00.19.34
75.106: 45.777 115.624 1.0020.43
75.371 44.121 113.746 1.00 19.50
77.900 45.450 113.000 1.00 19.70
78.723 44.702:113.525 1.00 18.81
77.867 45.690 111.689 1.00 18.62
78.822 45.085 110,764 1.00 18.19
78.395 43.651 110.412 1.00 18.30
79.426 42.866 109.588 1.00 18.72
78.989 41.429 109.296 1.0022.26
78.755 40.664 110.258 1.00 22.45
78.880 41.058 108.105 1.00 19.37

78.945 45.897109477 1.00 18.84
77.992 46.540 109.039 1.00 18.20
8§0.132 45.872 108.884 1.00 19.76
80.389 46.568 107.623 1.00 19.86
80.783 48.026 107.860 1.00 19.65
82.098 48.112 108.372 1.00 21.70
81.545 45.830 106.973 1.00.20.71
81.988 44.806 107.497 1.00 20.76
82.041 46.338 105.846 1.0020.36
83.148 45.672 105.174 1.00.21.42
83.408 46.278 103.776 1.00'21.19
83.941 47.680 103.798 1.0020.53
85.208 48.152 103.707 1.00 19.61
83.131 48.787 103.934 1.0020.64
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4118
4119
4120
4121
4122
4123
4124
4125
4126
4127
4128
4129
4130
4131
4132
4133
4134
4135
4136
4137
4138
4139
4140
4141

4142
4143
4144
4145
4146
4147
4148
4149
4150
4151
4152
4153
4154
4155
4156
4157
4158
4159
4160
4161
4162
4163

CE1 HIS A 524
NEZ2 HIS-A 524
C HISAS524
O HIS A524
N ASPAS525
CA ASP A 525
CB ASPA 525
CG ASPA 525
ODL ASPA 525
0D2 ASP A 525
C ASPAS2S
O ASPAS525
N ASN A 526
CA ASN A 526
CB ASNA 526
CG ASN A 526
OD1ASN A 526
ND2 ASN A 526
C ASNAS26
O ASN A 526
N HISAS527
CA HIS A 527
CB HIS A 527
CG HISA 527

CD2 HIS A 527
ND1 HIS A 527
CEl HIS A 527
NE2 HIS A 527
C HISAS527
O HISAS527
N THRAS528
CA THR A 528
CB THR A 528
OG!l THR A 528
CGZ THR A 528
C THRAS528
O THRAS528
N PHE A 529
CA PHE A 529
CB PHE A 529
CG PHEA 529
CDI1 PHE A 529
CD2 PHE A 529
CEl PHE A 529
CE2 PHE A 529
CZ PHE A 529

83.874 49.880 103.924 1.0021.26
85.138 49.522 103.788 1.0020.78
84.411 45.746 106.030 1.0020.97
85.271 44.874 105.937 1.00 23.31
84.511 46.779 106.864 1.00 21.13
85.663 46.964 107.752 1.00 22,88
85.767 48.425 108.209 1.00 24.26
86.230 49.352 107.109 1.0025.15
85.457 50.259 106.737 1.0025.40
87.368 49.175 106.621 1.0025.12
85.603 46.089 109.001 1.00 22.61
84.520 45.756 109.483 1.0023.43
86.776. 45.736 109.522 1.0022.08
86.892 44.919 110.729 1.00 22.59
86.194 45.625 111.898 1.0023.45
86.569 47.092 111.994 1.00 25.24

85.748 47.976 111,745 1.0023.35
87.825 47.357 112.345 1.00 26.82

86.315 43.512 110.569 1.0023.34
85.812 43.158 109.504 1.00 22.41
86.401 42.711 111.631 1.0021.71

85.868 41.352. 111.609 1.0021.39
86.090: 40.641 112.962 1.00 21.85
87.528 40439 113.335 1.00 21.78

88.266 40959 114.343 1.0021.10
88.368 39.590 112.645 1.0023.48
89.561 39.397 113.212 1.0021.18
89.525 40.420 114.245 1.00:23.16

84.361 41.425111.383 1.0021.58

83.714 42392 111.793 1.0022.73
83.799 40.406 110,740 1.00 20.96
82.356 40.357 110.553 1.00:20.13
81928 39.163 109.666 1.0022.27

82.318 37.936 110.300 1.0020.32
82.578 39.254 108.281 1.0020.75

81.820 40.117 111.967 1.00 21.15
82.579 39.732 112.856 1.0020.41
80.529 40.342 112.183 1.00 21.66
79.949 40.125 113.502 1:00 21.87
78.443 40.427 113.486 1.0020.79
77.810 40456 114.857 1.0021.40
77.573 39.274 115.562 1.00 19.48
77.470 41.672 115.453 1.00 19.37
77.007 39.301 116.841 1.0020.15
76.903 41.713 116.730 1.00 21.73
76.671 40.523 117427 1.0021.47
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AP e

4164 C PHE A 529

4165 O PHEA 529
4166 N TRPA 530

4167 CA TRP A 530
4168 CB TRP A 530
4169 CG TRP A 530
4170 CD2 TRP A 530
4171 CE2TRPA 530
4172 CE3 TRPA 530
4173 CD1 TRPA 530
4174 NE1 TRP A 530
4175 CZ2 TRP A 530
4176 CZ3 TRPA 530
4177 CH2 TRP A 530
4178 C TRP A 530

4179 O TRPA 530

4180 N ASPA 531

4181 CA ASPA 531
4182 CB ASPA 531
4183 CG ASP A 531
4184 OD1 ASP A 531
4185 OD2 ASP A 531
4186 C ASPAS3I

4187 O ASPAS531

4188 N LYS A 532

4189 CA LYSA 532
4190 CB LYS A 532
4191 CG LYS A 532
4192 CD LYS A 532
4193 CE LYS A 532
4194 NZ LYS A 532
4195 C LYSA 532

4196 O LYSAS532

4197 N MET A 533
4198 CA MET A 533
4199 CB MET A 533
4200 €G MET A 533
4201 SD MET A 533
4202 CE MET A 533
4203 C METAS33
4204 O MET A 533
4205 N SER A 534

4206 CA SERA 534
4207 CB SER A 534
4208 OG SER A 534

ANAN S ST 8 A

80.193 38.680 113939 1.0023.50
80.532 38.421 115.099 1.00 22.81
80.032 37.743 113.007 1.00 24:63
80.239 36.328 113.312 1.00 26.04
79.878 35.453 112,106 1.00 25.59
80.083 33.989 112.377 1.0026.34
79.187 33.113 113.077 1.00 26.29
79.826 31.858 113.180 1.0025.76
77.908 33.271 113.634 1.00 26.39
81.192 33.246 112.088 1.00 23.75
81.046 31.967 112.565 1.00 22.20
79.231 30.765 113.820 1.00:24.68
77.317 32.184 114.270 1.00 24.34
77.980 30.949 114.358 1.00 24.68
81.666 35.996 113.766 1.0026.92
81.854 35.294 114.760 1.00 25.97

82.665 36.486 113.036 1.0026.53
8§4.059 36.223 113.391 1.0027.87
84.999 36.644 112.253 1.0027.59
84.891 35.737 111.035 1.0028.22
84.095 34.777 111.067 1.0026.63
85.605 35.984 110.040 1.00 30.33

84.441 36.959 114.672 1.00 28.34

85.224 36.457 115476 1.0031.17

83.891 38.153 114.857 1.00:28.08
84.166 38.943 116.051 1.00 28.43
83.447 40.290°115.952 1.00 28.77
83.139 40.961 117.285 1.00 29.07
84.386 41.382 118.018 1.00 30.24
84.017 42.085119.316 1.00.31.68
85.223 42.559120.041 1.00 30.62

83.668 38.172 117.272 1.00 29.62

84.419 37.905 118.214 1.00:27.69
82.387 37.824 117.234 1.0029.44
81.745 37.078 118.302 1.0029.13
80.282 36.826 117.931 1.0027.91
79.575 35781 118.756° 1.00 25.84
77.817 35776 118.370 1.0025.42
77.858 35312 116.601 1.0022,79
82,477 35.762 118.554 1.0029.82
82.676 35.365119.701 1.00:28.37

82.894 35.096 117:481 1.00 30.01
83.607 33.833 117.611 1.00 30.32
83.923 33.258 116.226 1.00 30.55
82,731 32,851 115,559 1.00 26.45
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AlUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4LUY
4219
4211
4212
4213
4214
4215
4216
4217

4218
4219
4220
4221
4222
4223
4224
4225
4226
4227
4228
4229
4230
4231
4232
4233
4234
4235
4236
4237
4238
4239
4240
4241
4242
4243
4244
4245
4246
4247
4248
4249
4250

C DEKADSH
O SERAS534
N PHE A 535
CA PHEA 535
CB PHE A 535
CG PHEA 535
CDI1 PHE A 535
CD2 PHE A 535
CEl1 PHE A 535

CE2 PHE A 535
CZ PHE A 535
C PHEAS3S
O PHEAS535
N ALAAS36
CA ALAAS36
CB ALAA 536
C ALAAS536
O ALAAS36
N LEUA>537
CA LEU A 537
CB LEUA 537
CG LEUAS537
CD1 LEU A 537
CD2 LEU A 537
C LEUAS37
O LEUA 537
N PROAS538
CD PROA 538
CA PROA 538
CB PROA 538
CG PROA 538
C PROAS38
O PROAS38
N GLN A 539
CA GLNA 539
CB GLNA 539
CG GLN A 539
CD GLN A 539
OE1 GLN A 539
NE2 GLN A 539
C GLNAS39
O GLNAS539

4251 N GLU A 540

4252
4253
4254

CA GLU A 540
CB GLU A 5340
CG GLU A 540

J4.884 35.9/0 115438 1.UY 51.84
85.247 33.065 119.182 1.00 33.87
85.561 35.114 118.322 1.00 33.46
§6.780 35.355119.094 1.00 33.19
§7.594 36.510 118.493 1.0035.14
88.350 36.138 117.246 1.00'37.64
89.302 35.118 117.271 1.00 37.24
88.109 36.802 116.045 1.00 35.56
89.998 34,763 116.117 1.00 36:98

88.800 36.455 114.887 1.00 36.05
89.746 35434 114.923 1.0036.65
§6.445 35.695 120.542 1.00 32.37
87.113 35.240 121.465 1,00 33.53
85405 36.497 120.736 1.0031.84
85.002 36.908 122.075 1.00 32.11
84.132 38.157 121.992 1.00 31.82
84.274 35.815122.861 1.0031.78
84.269 35.835124.089 1.0032.29
83.656 34.875 122.152 1.00:30.36
§2.915 33.771 122.775 1.0031.32
81.426 33.894 122.439 1.00 30.69
80.533 34,732 123.353 1.00 31.94
81.276 35.944.123.870 1.0032.38
79.283 35.127 122.588 1.00 30.63
83.437 32.420 122.283 1.0029.98
82.708 31.657 121.649 1.0029.18
84.701 32.099 122.595 1.00 30.57
85.580 32.844 123.516 1.0030.31
85.335 30,845 122,178 1.0031.52
86.765 31.006 122.685 1.0031.61
86.570 31.790 123.945 1.00 30.29
84.693 29.548 122.661 1.0033.07
84.902 28.499 122,054 1.00 33.11
83.914 29.611 123.739 1.00 35.16
83.279 28:406 124.274 1.00 36.46
83.475 28.325125.789 1.00 38.05
84.496 27289 126.212 1.0041.79
85.850 27.528 125.587 1.0042.76
86.494 28.544 125849 1.0045.78
86.201 26.595 124.749 1.00 42.84
81.802 28.263 123.965 1.00 36.40
81.148 27.351 124.467 1.00 36.66
81.264 29.157123.148 1.00 36.40
79.854 29.066 122.812 1.00 37.01
79.243 30.456 122.685 1.00 38.13
78.975 31.089 124.028 1.0044.67
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ATOM 4255 CD GLUA 540  77.735 31.954 124.018 1.0046.80 A
ATOM 4256 OE1 GLUAS540  76.643 31,429 123.708 1.004849 A
ATOM 4257 OE2 GLUAS540  77.853 33.157 124.324 1.0049.54 A
ATOM 4258 C GLUAS40  79.628 28280 121.537 1.0035.88 A
ATOM 4259 O GLUAS540 80384 28417 120576 1.0036.10 A
ATOM 4260 N ASN A 541  78.589 27.451 121.537 1.00 34.44 A
ATOM 4261 CA ASNAS541 78273 26,647 120.364 1.0034.93 A
ATOM 4262 CB ASNAS4L  77.287 25518 120,719 1.00 34.88 A
ATOM 4263 CG ASNAS41 75953 26.037121.220 1.003827 A
ATOM 4264 ODI ASNAS41l 75315 26.866 120.573 1.0041.29 A
ATOM 4265 ND2ZASNAS4L 75516 25.540122.375 1.0038.87 A
AIOM 4266 C ASNAS541  77.696 27.520119.249 1.0032.77 A
ATOM 4267 O ASNASB41  77.225 28.633 119.491 1.0031.26 A
ATOM 4268 N ASPAS42  77.749 27.008 118.026 1.0031.01 A
ATOM 4269 CA ASPAS42  77.238 27.725116.868 1.0030.53 A
ATOM 4270 CB ASPAS542  77.393 26.862 115.620 1.0028.24 A
ATOM 4271 CG ASPAS42  78.825 26,774 115.155 1.0027.58 A
ATOM 4272 ODLASPAS42  79.101 25967 114.244 1.0026.06 A
ATOM 4273 OD2 ASPAS542  79.669 27.520 115.697 1.0023.83 A
ATOM 4274 C ASPAS42 75783 28.145117.025 1.0030.3%9 A
ATOM 4275 O ASPAS42 75406 29.248 116.624 1.0030.61 A
ATOM 4276 N SERAS543 74970 27.267 117.609 1.0029.15 A
ATOM 4277 CA SERAS43  73.553 27.557 117.808 1.0029.50 A
ATOM 4278 CB SERA 543  72.858 26.371 118482 1.0030.12 A
ATOM 4279 OG SERAS543  71.465 26.607 118.594 1.0030.10 A
ATOM 4280 C SERAS543 73341 28.822 118.642 1.0028.77 A
ATOM 4281 O SERAS543 72491 29.651 118.315 1.0028.98 A
ATOM 4282 N ARG AS44 74111 28.965 119.716: 1.0028.57 A
ATOM 4283 CA ARGAS44 74.005 30.140 120375 1.002934 A
ATOM 4284 CB ARGAS544 74714 29.899 121.902 1.0030.61 A
ATOM 4285 CG ARGAS544  73.895 29.058 122.849 1.003527 A
ATOM 4286 CD ARGA 544  74.552 28.980 124.203 1.0034.89 A
ATOM 4287 NE ARG A 544  73.739 28208 125,129 1.0034.59 A
ATOM 4285 CZ ARGAS544  74.080 27.975 126.388 1.0032.06 A
ATOM 4289 NHI ARG A 544 75222 28459126859 1.003121 A
ATOM 4290 NH2 ARG AS544 73280 27.265127.169 1.0032.78 A
ATOM 4291 C ARGAS44 74573 31.385 119912 1.0027.36 A
ATOM 4292 O ARGAS44  74.022 32.476 120.069 1.002531 A
ATOM 4293 N LYSAS45 75680 31.221 119.190 1.0027.73 A
ATOM 4294 CA LYSAS545 76302 32.334 118.474 1.0028.48 A
ATOM 4295 CB LYSAS545  77.538 31.861 117.690 1.00 30.79. A
ATOM 4296 CG LYSAS45  78.822 31.590 118497 1.0031.39 A
ATOM 4297 CD LYSAS45  79.804 30.770 117.627 1.0034.03 A
ATOM 4298 CE LYSAS3545  81.285 31.097 117.853 1.0034.65 A
ATOM 4299 NZ LYSA 545  81.8§70 30.588119.134 1.0038.35 A



ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

e

4300
4301
4302
4303
4304
4305
4306
4307
4308
4309
4310
4311
4312
4313
4314
4315
4316
4317
4318
4319
4320
4321
4322
4323
4324
4325
4326
4327
4328
4329
4330
4331

4332
4333
4334
4335
4336
4337
4338
4339
4340
4341
4342
4343
4344

AR

C LYSAS45

O LYSAS545
N ARG A 546
CA ARG A 546
CB ARG A 546
CG ARG A 546
CD ARG A 546
NE ARG A 546
CZ ARG A 546
NH1 ARG A 546
NH2 ARG A 546
C ARG A 546
O ARG A 546
N SERAS547
CA SERA 547
CB SER A 547
OG SERA 547
C SERAS47

O SER A 547
N ARGA 548
CA ARG A 548
CB ARG A 548
CG ARG A 548
CD ARG A 548
NE ARG A 548
CZ ARG A 548
NH1 ARG A 548
NH2 ARG A 548
C ARGAS548
O ARG A 548
N GLNA 549
CA GLN A 549

CB GLN A 549
CG GLN A 549
CD GLN A 549
OEIL'GLN A 549
NE2 GLN A 549
C GLNA 549

O GLNAS549

N ARGA 550

CA ARG A 550
CB ARGA 550
CG ARG A 550
€D ARG A 550
NE ARG A 550

P A N e )

75.261 32.894 117.494 1.0026.12
75.072 34.104 117.397 1.00 27.43
74.575 32.005 116.781 1.0025.44
73.560 32.432 115.819 1.0024.41
72977 31.235 115.059 1.00 25.15
73.941 30549 114.102 1.00 25.85
73.177 29,703 113.084 1.0029.20
72.350 28.653 113.688 1.00 31.00
72814 27500 114.168 1.00 32.00
74.110 27.225114.126 1.00 29.13
71.974 26.607 114.681 1.0031.91
72.414 33.203 116.463 1.00 24.60
71.910 34.166 115.885 1.00 23.12
71.990 32,781 117:652 1.00 24.13
70.895 33.467 118.323 1.00 25.27
70.431 32.681 119561 1.00 24.42
71.430 32.659 120.563 1.00 30.36
71.354 34.870 118,718 1.00 24.28
70.580: 35.828 118.664 1.00 23.91
72.623 34.988 119.097 1.00 24.66
73.180 36.276 119.483 1.00.24.19
74.549 36.087 120.131 1.00 26.04
74478 35.607 121.569 1.0029.26
75.802 35826 122.270 1.0035.13
75.641 35,874 123.721 1.0042,02
75.334 34.823 124.468 1.0042.71
75.159 33.639 123.898 1.0046.47
75.199 34.954 125.779 1.0043.76
73.296 37.234 118.297 1.00 24.37
73.019 38431 118.429 1.00 22.91
73.702 36.713 117.142 1.00 23.60
73.827 37.554 115,957 1.0023.35

74.610 36.835 114.854 1.0022.34
74.672 37.626 113.555 1.00 22.96
75.950 37.391 112,785 1.0022.24
76.091 37.844 111.649 1.00 19.82
76.897 36.693 113.402 1.0018.74
72.441 37.958 115.463 1.00 23.45
72.236. 39.098 115.047 1.00.25.03
71.483 37.035 115.510 1.00-21.97
70.127 37381 115.103 1.00 23.03
69.204 36.156 115.141 1.00 23.41
69.488 35.081 114.088 1.0026.67
68.308 34.106 113.987 1.00 26.87
67.959 33.523 115.284 1.0027.43
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ALUM 454> UL ARU A DDV 03400 34,380 112./0% L.UU 27,12 A
ATOM 4346 NHI ARG AS550  68.085 31.945 116.951 1.0025.56 A
ATOM 4347 NH2 ARGA 550 69.316 31.674 115.032 1.0024.90 A
ATOM 4348 C ARGASS0  69.599 38.447 116.082 [.0023.31 A
ATOM 4349 O ARGAS50  68.848 39.346:115.698 1.0021.78 A
ATOM 4350 N LEUAS551  70.001 38334 117.348 1.0022.05 A
ATOM 4351 CA LEUAS51  69.584 39281 118.382 1.0021.16 A
ATOM 4352 CB LEUAS551  70.103 38.835119.755 1.00 1962 A
ATOM 4353 CG LEUASST 69982 39.825120.918 1.002089 A
ATOM 4354 CDILEUASS51L  68.530 40.253 121.085 1.0020.46 A
ATOM 4355 CD2LEUASSL 70511 39.180 122,200 1.0020.40 A
ATOM 4356 C LEUASS5T  70.094 40.689 118.080 1.0020.47 A
ATOM 4357 O LEUAS551  69.368 41.667 118.253 1.0019.63 A
ATOM 4358 N ALAAS552  71.346 40.784 117.636 1.0019.79 A
ATOM 4359 CA ALAAS52  71.942 42.074 117.309 1.00 1963 A
ATOM 4360 CB ALAAS52  73.418 41.900 116.932 1.001993 A
ATOM 4361 € ALAASS52  71.169 42.701 116,151 1.0020.04 A
ATOM 4362 O ALAAS52  70.995 43.917 116.092 1.00 1940 A
ATOM 4363 N ALAAS553  70.691 41.859 115.240 1.00 1935 A
ATOM 4364 CA ALAAS5S3 69934 42.335114.092 1.0018.62 A
ATOM 4365 CB ALAASS3  69.738 41.199 113.090 1.0020.16 A
ATOM 4366 C ALAASS3  68.582 42.906 114.516 1.00 19.00 A
ATOM 4367 O ALAAS53  68.143 43.945114.005 1.00 1851 A
ATOM 4368 N ALAAS54 67918 42226 115.445 1.00 18.64 A
ATOM 4369 CA ALAAS554  66.619 42.683 115.930 1.0018.84 A
ATOM 4370 CB ALAAS554 66.028 41.658 116.909 1.0017.39 A
ATOM 4371 C ALAAS554  66.785 44.040 116.615 1.0017.53 A
ATOM 4372 O ALAAS54 65981 44.954116.424 1.00 18.81 A
ATOM 4373 N ILEASSS  67.841 44.167 117408 1.00 17.56 A
ATOM 4374 CA ILEAS555  68.108 45414 118.108 1.0017.87 A
ATOM 4375 CB ILEAS55  69.390 45.296 118.974 1.0017.46 A
ATOM 4376 CG2ILEAS55  69.857 46,663 119.426 1.00 14.65 A
ATOM 4377 CG1ILEAS535  69.105 44401 120.191 1.00 16.23 A
ATOM 4378 CD1ILEAS5S5  70.342 44,044 120.997 1.00 1639 A
ATOM 4379 C ILEASS5  68.245 46.561 117.111 1.0018.92 A
ATOM 4380 O ILEASS55  67.572 47.586 117.236 1.00 18.64 A
ATOM 4381 N ILEAS556  69.103 46374 116.113 1.001941 A
ATOM 4382 CA ILEAS556  69.334 47.396 115.094 1.0019.69 A
ATOM 4383 CB ILEAS556  70.470 46.984 114.139 1.0020.43 A
ATOM 4384 CG2ILEAS556  70.563 47.967 112974 1.0023.05 A
ATOM 4385 CG1ILEAS556  71.796 46.926 114.901 1.0021.99 A
ATOM 4386 CDIILEAS56 72310 48.274 115361 1.0021.62 A
ATOM 4387 C ILEAS556  68.093 47.674 114.258 1.0020.30 A
ATOM 4388 O ILEAS556  67.699 48.834 114.099 1.0021.07 A
ATOM 4389 N LEUASS7  67.473 46.616 113.736 1.0019.33 A
ATOM 4390 CA LEUASS7 66,291 46.766 112.890 1.00 1945 A



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATINRA

4391
4392
4393
4394
4395
4396
4397
4398
4399
4400
4401
4402
4403
4404
4405
4406
4407

4408
4409
4410
4411
4412
4413
4414
4415
4416
4417
4418
4419
4420
4421
4422
4423
4424
4425
4426
4427
4428
4429
4430
4431
4432
4433
4434
4435

AAIL

CB LEUA 557
CG LEU A 557
CDI LEUA 557
CD2 LEU A 557
C LEUAS57
O LEUAS57
N LEU A 558
CA LEUA 558
CB LEUA 558
CG LEUA 558
CD1 LEU A 558
CD2 LEU A 558
C LEUAS5SS8
O LEUASS8
N ALA A 559
CA ALAA SS9
CB ALAAS59

C ALAAS559
O ALAAS559
N GLNA 560
CA GLNA 560
CB GLNA 560
CG GLNA 560
CD GLNA 560
OEI GLNA 560
NE2 GLN A 560
C GLNAS560
O GLNA 560
N GLY A 561
CA GLY A 561
C GLYAS61
O GLY A561
N VALAS62
CA VALA 562
CB VAL A 562
CG1 VALA 562
CG2 VAL A 562
C VALAS62
O VALAS562
N PROAS563
CD PROA 563
CA PROA 563
CB PROA 563
CG PROAS563
C PROAS563

M NIYOY A TL7F

65964 45443 112.182 1.00 1726 A
66.906 45.055111.032 1.00 18.31 A
66.629 43.624 110.581 1.00 13.78 A
66.735 46.029 109.868 1.00:16.51 A
65.040 47.302 113.577 1.00 18.21 A
64.152 47.828 112,913 1.0021.14 A
64.958 47.179 114.895 1.0018.54 A
63.792 47.684 115.613 1.00 17.17 A
63.226 46.604 116.549 1.0015.13 A
62,761 45321 115.843 1.00 13.08 A
61.985 44452 116.812 1.00 13.87 A
61.890 45.666 114.643 1.00 11.57 A
64.142 48.949116.394 1.0018.52 A
63.407 49368 117.299 1.0019.76 A
65,270 49.554 116.028 1.00 1648 A
65.745 50.788 116.658 1.0016.28 A
67.262 50.734 116.840 1.0011.94 A

65.386 52.025115.835 1.0015.93 A
65.338 51.981 114.601 1.0016.68 A
65.125 53.132 116.516 1.00 16.07 A
64.839 54.364 115.802 1.00 1596 A
64.476 55492 116.776 1.00 1536 A
63.229 55230 117.633 1.00 1464 A
61.999 54919 116.797 1.00 1626 A
61.674 55.647 115857 1.00-15.78 A
61.303 53.836117.140 1.0015.54 A
66.159 54.677 115.094 1.0017.16 A
67.242 54,379 115.620 1,00 14.67 A
66.076 55.259 113.904 1.00 17.08 A
67.284 55.569 113.169 1.0018.12 A
67.258 54.992 111.767 1.00 18.27 A
66.191 54.681 111.236 1.00 1820 A
68.433 54.849 111.164 1.0017.59 A
68.537 54.322109.807 1.00 17.72 A
69.255 55.344108.892 1.0018.23 A
69.214 54.884 107.442 1.0017.00 A
68.597 56.717109.034 1.0015.87 A
69.308 52.996 109.815 1.00 18.06 A
70.531 52:986 109.906 1.00 19.33 A
68.595 51.860 109.720 1.00 17.50 A
67.133 51.732109.581 1.00 16.10 A
69.238 50.540 109.722 1.0017.10 A
68.052 49.575109.756 1.0017.94 A
66.983 50.324 109.024 1.0017.74 A
70.166 50.289 108.539 1.00 17.46 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
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ATOM
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ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4430
4437
4438
4439
4440
4441
4442
4443
4444
4445

4446
4447
4448
4449
4450
4451
4452
4453
4454
4455
4456
4457
4458
4459
4460
4461
4462
4463
4464
4465
4466
4467
4468
4469
4470
4471
4472
4473
4474
4475
4476
4477
4478
4479
4480
4481

U R A 20D
N PHEA 564
CA PHE A 564
CB PHE A 564
CG PHEA 564
CD1 PHE A 564
CD2 PHE A 564
CE1 PHE A 564
CE2 PHE A 564
CZ PHE A 564

C PHE A 564
O PHEA 564
N ILEA 565
CA ILEA 565
CB ILE A 565
CG2 ILE A 565
CG1 ILE A 565
CDI1 ILE A 565
C ILE A 565
O ILEAS565
N HIS A 566
CA HIS AS566
CB HIS A 566
CG HIS A 566
CD2 HIS A 566
ND1 HIS A 566
CEL HIS A 566
NE2 HIS A 566
C HIS A 566
O HIS AS566
N SERAS567
CA SER A 567
CB SERA 567
OG SERA 567
C SER A 567
O SER A 567
N GLYA568
CA GLY A 568
C GLY A568
O GLY A568
N GLN A 569
CA GLN A 569
CB GLNA 569
CG GLN A 569
CD GLN A 569
OE1.GLN A 569

07,090 J2V.014 1U/L.0YD LWY LD
71315 49.695 108.839 1.00 16.19
72.339 49400 107.852 1,00 15.31
73.506 50.378 108.058 1.00 15.38
74.695 50.127 107.180 1.00 15.88
75.626 49.149107.508 1.00 16.97
74.911 50.904 106.046 1.00 18.50
76.760 48.952 106.723 1.0017.35
76.046 50.715 105.249 1.00 15.95
76.969 49.740 105.589 1.00 16.57

727168 47.951 108.058 1.00 16.90
73.078 47.532 109.181 1.00 17.31
72.772 47.190 106.970 1.00 14.63
73.124 45.780 107.016 1.00 14.87
71.891 44.913 106,651 1.00 16.81
72.271 43.440 106.608 1.00 14.27
70.768 45.160 107.664 1.00 16.47
69.402 44.757 107.156 1.0023.31
74.262 45.420 106.073 1.00 16.19
74.219 45.746 104.883 1.00 16.28
75.281 44.746 106.601 1.00 16.30
76.400 44.330 105.770 1.00 17.55
77.623 43,999 106.624 1.0017.18
78.828 43.620 105.818 1.00 18.95
79.339 44.144 104.677 1.0020.11
79.654 42.572 106.160 1.00 18.87
80.620 42.464 105.264 1.00 20.64
80:451 43.406 104.353 1.00 20.50
75974 43.082 104.998 1.00 18.07
75.425 42.149 105.580 1.00 19.00
76.225 43.064 103.694 1.00 17.39
75.855 41.920 102.863 1.00 16.64
76.396 42.103 101.442 1.00 18.16
75.908 41.085 100.582 1.00 21.04
76.393 40.610 103.449 1.00 15.63
77.599 40471 103.674 1.00 12.94
75.492 39.659 103.694 1.00 16.22
75.891 38.374 104.249 1.00 17.15
75.736 38.297 105.758 1.00 19,61
75801 37.216 106.350 1.0020.15
75.538 39.449 106,389 1.00 19.58
75.363 39.499 107.833 1.0021.38
75.130 40.945 108.290 1.00 20.22
75.145 41.159 109.799 1.0021.53
74.720° 42.571 110.188 1.00 22.59
75.104 43.552 109.540 1.0021.95
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM

4482
4483

4484
4485
4486
4487
4488
4489
4490
4491
4492
4493
4494
4495
4496
4497
4498
4499
4500
4501
4502
4503
4504
4505
4506
4507
4508
4509
4510
4511
4512
4513
4514
4515
4516
4517
4518
4519
4520
4521

4522
4523
4524
4525
4526

NE2 GLN A 569
C GLNAS569

O GLNA3569
N GLUAS570
CA GLUA 570
CB GLUAS570
CG GLU A 570
CD GLU A 570
OE1 GLU A 570
‘OE2 GLU A 570
C GLUAS70
O GLUAS570
N PHEAS71
CA PHE A 571
CB PHE A 571
CG PHEA 571
CD1 PHE A 571
€CD2 PHE A 571
CE1 PHE A 571
CE2PHE A 571
CZ PHE AST1
C PHEAS571
O PHEAS571
N PHEAS572
CA PHEAS5T72
CB PHE A 572
CG PHEA 572
CD1PHE A 572
CD2 PHE A 572
CEL PHE A'572
CE2 PHE A 572
CZ PHE A 572
C PHEAST72
O PHEAS572
N ARGAS73
CA ARG A 573
CB ARGA 573
CG ARG AST3
CD ARG A 573
NE ARGAS73

CZ ARG AS5T3
NH1 ARG A 573
NH2 ARG A 573
C ARGAST3
O ARGAS573

73.934 42.682 111.254 1.0021.93
74.146 38.644 108.177 1.00 20.54

74.141 37.932109.182 1.00 21.45
73.129 38.713 107.321 1.00 19.16
71.891 37.966 107.524 1.00 20.65
70.900 38.224 106.380 1.00 19.76
71.370 37,726 105.030 1.0021.24
72.138 38,772 104.246 1.0023.09
72.817 39.611 104.880 1.00 24.31
72.071 38.742 102,994 1.00 18.72
72.140° 36.470 107.650 1.00 21.16
71.346 35.759 108.270 1.00 22.21
73.218 35.981 107.041 1.00 21.82
73.538 34.567 107.160 1.00 21.07
73.332 33.795 105.831 1.0021.21
74.072 34.348 104.642 1.0020.94
75.457 34.243 104.541 1.00 20.56
73.366 34.908 103.579 1.0021.74
76.132 34.682 103.393 1.0020.13
74,033 35352 102.422 1.0021.54
75419 35.235 102.332 1.00 17.69
74918 34.320 107.758 1.00 22.05
75.693 33.493 107.286 1.0021.23
75.204 35.071 108.818 1.0022.09
76.438 34.930 109.574 1.0022.31
76.320 33.664 110.425 1.0021.69
74.962 33495 111.038 1.0020.46
74.559 34.298 112.104 1.00 21.57
74.055 32.584 110.505 1.0020.24
73.272 34200 112.627 1.00 19.82
72.763 32.479 111.019 1.00 18.96
72.370 33.287 112.080 1.00-20.35
77.706 34.891 108.736 1.00 22.01
78.595 34.070 108.967 1.00 21.06
77.797 35.802.107.777 1.00 22.31
78.960 35868 106.909 1.0021.85
78.938 37.174 106.118 1.00 22.67
80.145 37.371 105.225 1.0022.10
80.021 38.651 104.418 1.0021.70
81.082 38.762 103.421 1,00 21.13

81.167 39.740 102,528 1.00 19.59
80.253 40.698 102.506 1.00 1945
82.163 39.756 101.654 1.0020.03

80.266 35.769 107.701 1.00 22.67

80.453 36.447 108.714 1.00 19.72

S O I e g R L T L S PO

p=

A
A

DK/EP 2662445 T3



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATEARA

4527 N THR A 574
4528 CA THRA 574
4529 CB THR A 574
4530 OGI THR A 574
4531 CG2THRA 574
4532 C THRAS74
4533 O THR A 574
4534 N LYSAS575
4535 CA LYSAST5
4536 CB LYSAS575
4537 €G LYS A 575
4538 €D LYS A 575
4539 CE LYS A 575
4540 NZ LYS A 575
4541 € LYSASTS
4542 O LYSASTS
4543 N GLNAS576
4544 CA GLNAS76
4545 CB GLN A 576
4546 €G GLN A 576
4547 CD GLN A 576
4548 OE1 GLN A 576
4549 NE2 GLN A 576
4550 C GLNAST6
4551 O GLN A 576
4552 N GLY A 577
4553 CA GLY A 577
4554 C GLY A577
4555 O GLY A 577
4556. N VAL A 578
4557 CA VALASTS
4558 CB VAL A 578
4559 CG1 VAL A 578

4560 CG2 VAL A578
4561 C VALAS78
4562 O VALAS7TS
4563 N GLUA 579
4564 CA GLUA 579
4565 CB GLUAS579
4566 CG GLUA 579
4567 CD GLUA 579
4568 OE1 GLUA 579
4569 OE2 GLUA 579
4570 ¢ GLUAST9
4571 O GLU A 579

ARTFY NI ACTN A &ON

81.164 34911 107.235 1.0021.100 A
82.454 34.743107.881 1.0021.09 A
8§2.643 33.297 108.434 1.0021.30 A
83.998 33.124:108.869 1.0022.12 A
82.330 32.252 107.364 1.00 18.94 A

§3.553 35.024 106.868 1.00 20,67

83.377 34.777105.677 1.00 20.78

84.674 35.555107.346 1.00 21.49
85.829 35.853 106,501 1.0022.38
86.158 37.353 106.540 1.00 21.81
85.210 38.229 105.738 1.00 20.72
85.545 39.691 105.930 1.00 19.00
84,610 40.592 105,152 1,00 17.56
84.944 42.021 105418 1.00 17.89

P

87.044 35.054 106,984 1.002323 A

88.186 35.486 106.822 1.0020.74 A
86.788 33.889 107.575 1.0025.88 A
87.859 33.033 108.084 1.0029.34
88.761 32.566 106.939 1.00 31.52
88.401 31.206 106.384 1.00.37.49
86.918 31.052 106,138 1.00 40.05
86.334 31.777 105.333 1.0044.45
86.296 30.105 106.834 1.0039.61
88.707 33.730 109.140 1.00 29.25
89.894 33.432 109.288 1.00 30.44
88.100 34.666 109.864: 1.00 28.90
88.819 35.373 110.909 1.0026.94
89.625 36.572 110.453 1.00 26.81
90.247 37.240 111.279 1.0027.03
89.627 36.844 109.149 1.00 25.37
90.362 37.987 108.602 1.00:24.94
90.355 37.963 107.051 1.00 25.10
91.066 39.193 106.497 1.00 23.25

A U G S S

91.034 36.692 106.552 1.00.24.63 A
89.733 39.296 109.084 1.0025.55 A
88.536 39.521 108.906 1.0024.67 A
90.543 40.158 109.691 1.0025.86 A

90.061 41,438 110.203 1.0027.39 A
90.982 41.924111.327 1.0030.18 A

90.626 43301 111.869 1.003743 A

91.436 43.672 113.092 1.004242 A

91.274 43.011'114.138 1.0044.01 A

92.241 44.623 113.010 1.0047.55 A
89.924 42,550 109.152 1.0026.56 A
88.951 43311 109.164 1.0025.69 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4ors
4573
4574
4575
4576
4577
4578
4579
4580
4581
4582
4583
4584
4585
4586
4587
4588
4589
4590
4591
4592
4593
4594
4595
4596
4597

4598
4599
4600
4601
4602
4603
4604
4605
4606
4607
4608
4609 -
4610
4611
4612
4613
4614
4615
4616
4617

N DN A D0V

CA ASNA 580
B ASN A 580
CG ASN A 580
OD1ASN A 580
ND2 ASN A 580
C ASN A 580
O ASNAS80
N SERAS8L
CA SER A 581
CB SER A 581
0G SERASS1
C SERASSI
O SER A 581
N TYRAS82
CA TYRAS582
CB TYRAS82
CG TYR A 582
CDI1 TYR A 582
CELTYRASS2
CD2 TYR A 582
CE2 TYR A 582
CZ TYRA 582
OH TYR A 582
C TYRAS82
O TYRAS82

N GLNAS5S83
CA GLNA 3583
CB GLNA 583
CG GLNA 83
CD GLNA 583
OEI GLN A 383
NE2 GLN A 583
C GLNASS3
O GLN.AS583
N SER A 584
CA SER A 584
CB SERA 584
OG SER A 584
C SERAS584
O SERAS584
N SERAS85
CA SER A 585
CB SER A 585
OG SERA 585
C SERASBS

VLUV FLLVIT LYO.LID LVUY L. F L

90.919 43.674 107.222 1.00 24.68
92.071 44639 107.513 1.0025.44
92.039 45.874 106.643 1.00 25.77
93.019 46.609 106.566 1.00 27.61
90.911 46.116 105.995 1.00 26.88
91.122 43.003 105.867 1.00 23.20
92.253 42.850 105.402 1.00 20.89
90.021 42.619 105.228 1.00 22.28
90.091 41.909 103.955 1.0022.64
88.880 40.965 103.834 1.0022.06
87.669 41.689 103.757 1.00:20.28
90.174 42.760 102.690 1.00 23.39
89.769 42.296.101.626° 1.00 23.68
90.719 43.972 102.785 1.0022.49
90.795 44.855 101.620 1.00 24.07
91.470 46.188 101.982 1.00 24.12
92.971 46.124 102.164 1.0024.26
93.534 45.619 103.336 1.0023.18
94,916 45,573 103.508 1.0023.26
93.829 46.581 101.163 1.00 25.89
95.217 46.539 101.323 1.00 24.52
95.752 46.037 102.497 1.00 24.58
97.117 46.013 102.665 1.00 24.12
91.458 44.279 100.366 1.00 23.73
91.103 44.669 99.257 1.0025.39

92.411 43.364 100.525 1.00 24.19
93.084 42,768 99.366 1.0024.81
94.522 43.277 99.263 1.0025.46
95.375 42.875 100.459 1.0029.26
96.828 43.299 100.349 1.0030.97
97.607 43.106 101.283 1,00 33.46
97.204 43.877 99.210 1.00 30.60
93.111 41.243 99.443 1.00 24.65
93.878 40.592 98.734 1.0025.36
92278 40.670100.302 1.00 24.91
92.239 39.218 100.455 1.0024.12
91,515 38.845101.747 1.0023.22
92.223 39.348 102.864 1.00 23.35
91.563 38.559 99.268 1.0024.28
90.778 39.188 98.561 1.0024.31
91.864 37.284 99.058 1.00 23.66
91.308 36.539 97.936 1.00:23.79
91.948 35.155 97.862 1.0022.00
91.510 34.363 98.946 1.0023.19
89.794 36.387 98.014 1.00 23.09
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATON

4618
4619
4620
4621
4622
4623
4624
4625
4626
4627
4628
4629
4630
4631
4632
4633
4634
4635

4636
4637
4638
4639
4640
4641
4642
4643
4644
4645
4646
4647
4648
4649
4650
4651
4652
4653
4654
4655
4656
4657
4658
4659
4660
4661

4662
4RAR

O SERAS85
N ASPAS586
CA ASP A 586
CB ASPA 586
CG ASPA586
ODT ASP A 586
OD2 ASP A 586
C ASPASS6
O ASPAS586
N SER A 587
CA SERA 587
CB SER A S87
OG SERA 587
C SERAS587
O SER A 587
N ILEA588
CA TLE A 588
CB ILE A 588

CG2 ILE A 588
CG1 ILEAS88
CDI1 ILE A'588
C ILEASS88

O ILE A 588

N ASN A 589
CA ASNA 589
CB ASN A 589
CG ASN A 589
ODI1 ASN A 589
ND2 ASN A 589
C ASNASS9
O ASNA 589
N ‘GLNA 590
CA GLNA 590
CB GLNA 590
CG GLN A 590
CD GLN A 590
OEl' GLN A 590
NE2-GLN A 590
C GLN A 590
O GLNA 590
N LEUAS591
CA LEUA 591
CB LEUA 591
CG LEUAS91

€Ch1 LEUA 591
CTYY T ETT A 501

89.177 36.672 99.041 1.0023.19
89.211 35.927 96.912 1.0021.96
87.775 35.715 96.814 1.00 23.51
§7.407 35.297 95.389 1.00 23.32
87.611 36.417 94.384 1.00 24.02
86.996 37.487 94.563 1.0023.29
88.380 36.229 93.418 1.00 24.67
87.252 34.668 97.794 1.0025.16
86.111 34.757 98.250 1.0026.24
88.069 33.666. 98.109 1.00 25.37
87.635 32.633 99.043 1.0027.46
88,710 31.554 99.202 1.00 26.56
§9.927 32.113 99.660 1.00 34.00
87.361 33.303 100.381 1.00 26.96
86.518 32.855 101.155 1.0029.73
88.078 34.388 100.640 1.0025.22
87.903 35.143 101.869 1.0022.61
89.167 35.968 102.202 1.0021.92

88.902 36.877 103.401 1.0023.21
90.342 35.033 102.492 1.0021.81
90.072 34.028 103.611 1.0019.11
86.726 36.114 101.751 1.0023.79
§5.862 36.165 102,627 1.0023.73
86.682 36.859 100.649 1.0022.41
85.656 37.878 100.449 1.0022.59
86.280 39.081 99.748 1.0022.05
87.224 39.838 100.638 1.00 22.52
86.831 40.319 101.700 1.00 23.98
88.479 39.954 100.214 1.00 20,70
84.347 37.561 99.738 1.00 22.67
83.393 38.327 99.847 1.00 22.58
84.281 36.456 99.013 1.00 22.78
83.060 36.155 98.283 1.00:23.40
83.240 34.873 97.464 1.0025.57
83.144 33.586 98.262 1.0029.86
83.592 32.381 97.461 1.0031.72
83.349 32.293 96.257 1.00 35.73
84.242 31.440 98.129 1.0034.43
81.835 36.036 99.179 1.0020.80
81.940 35.693 100.356 1.00 20.40
80.677 36.363 98.621 1.00 19.60
79.431 36.241 99.354 1.0020.39
78.321 37.070 98,695 1.0021.05
77425 37.954 99.577 1.0021.15

76.004 37.856 99.065 1.0018.59
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LAENFAVL IV NslSA LURLAU £ A SLAL PNEUTE O S DU ASU LN LT o

ATOM 4664 C LEUAS9L  79.138 34.754 99.197 1.0020.56 A
ATOM 4665 O LEUAS91 78941 34.273 98.082 1.0020.76 A
ATOM 4666 N ASPAS92  79.136 34.026 100.306 1.0020.98 A
ATOM 4667 CA ASPA592 78916 32.588 100.274 1.0020.21 A
ATOM 4668 CB ASPAS592  79.439 31.957 101.560 1.0020.14 A
ATOM 4669 CG ASPAS592  79.545 30.451 101.461 1.0021.92 A
ATOM 4670 OD1 ASPA S92  78.954 29.872 100.521 1.0017.40 A
ATOM 4671 OD2 ASPA S92  §0.215 29.851 102.326 1.0022.89 A
ATOM 4672 C ASPAS92 77455 32.206 100.096 1.0021.42 A
ATOM 4673 O ASPAS92  76.725 32.106 101.077 1.0020.28 A

ATOM 4674 N TRPAS593  77.031 31.973 98.854 1.0022,29 A
ATOM 4675 CA TRPAS93  75.640 31.604 98.610 1.0022.74 A
ATOM 4676 CB TRPA 593 75293 31.752 97.125 1.0020.56 A
ATOM 4677 CG TRPAS93 75278 33.191 96.687 1.0019.84 A
ATOM 4678 CD2TRPAS593 74223 34,141 96,899 1.0019.21 A
ATOM 4679 CE2TRPAS593  74.668 35383 96385 1.0018.27 A
ATOM 4680 CE3TRPA 593  72.945 34.064 97478 1.0017.99 A
ATOM 4681 CDITRPAS93  76.290 33.877 96.070 1.00 1948 A
ATOM 4682 NE1 TRPAS593  75.931 35.193 95.887 1.0019.69 A
ATOM 4683 CZ2TRPAS593  73.880 36.541 96.429 1.001691 A
ATOM 4684 CZ3TRPAS93 72,159 35217 97.524 1.0017.95 A
ATOM 4685 CH2 TRPAS93 72634 36441 96.999 1.0017.26 A
ATOM 4686 C TRPASS3 75295 30.202 99.118 1.002522 A
ATOM 4687 O TRPAS93  74.118 29.847 99.213 1.002581 A
ATOM 4688 N ASPAS94 76316 29.407 99.441 1.0026.12 A
ATOM 4689 CA ASPA394  76.097 28.068 99.997 1.0026.69 A
ATOM 4690 CB ASPA 594  77.403 27.257 100.046 1.00 25,13 A
ATOM 4691 CG ASPAS94  77.763 26.623 98.709 1.0027.15 A
ATOM 4692 OD1 ASPA594  78.862 26,032 98.618 1.002743 A
ATOM 4693 OD2ASPA 594 76957 26.708 97.755 1.00 2534 A
ATOM 4694 C ASPAS94  75.601 28.300101.429 1.0026.57 A
ATOM 4695 O ASPAS94  74.657 27.654 101.891 1.0027.19 A
ATOM 4696 N ARGAS9S 76252 29.233 102.120 1.00-2545 A
ATOM 4697 CA ARGAS595 75882 29.571 103487 1.0026.15 A
ATOM 4698 CB ARGAS95  76.915 30.537 104.095 1.0025.76 A
ATOM 4699 CG ARGAS95  76.598 30.966 105.520 1.0026.44 A
ATOM 4700 CD ARGAS595  77.758 31.685 106.200 1.0027.74 A
ATOM 4701 NE ARGA595 78.805 30.754 106.597 1.003241 A
ATOM 4702 CZ ARGAS595  79.351 30.699 107.810 1.0029.54 A
ATOM 4703 NHI ARGAS595  78.958 31.527 108.768 1.0029.65 A
ATOM 4704 NH2 ARG A 595 80.289 29.803 108.067 1.0029.55 A
ATOM 4705 C ARGAS9S  74.474 30.182 103.531 1.0024.64 A
ATOM 4706 O ARGAS9S  73.737 29.970 104.490 1.0025.00 A
ATOM 4707 N ARG A 596  74.096 30.927 102.493 1.00:23.80 A
ATOM 4708 CA ARGAS596 72.767 31.531 102.449 1.0024.94 A



ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

4709
4710
4711

4712
4713
4714
4715
4716
4717
4718
4719
4720
4721
4722
4723
4724
4725
4726
4727
4728
4729
4730
4731
4732
4733
4734
4735
4736
4737
4738
4739
4740
4741
4742
4743
4744
4745
4746
4747
474%
4749

4750
4751
4752
4753

CB ARG A 3596
CG ARG A 596
CD ARG A 596

NE ARG A 596
CZ ARG A 596
NHI ARG A 596
NH2 ARG A 596
C ARG A 596
O ARG A 596
N GLUAS97
CA GLU A 597
CB GLUA 597
CG GLU A 597
CD GLU A 597
OEl GLU A 597
OE2 GLU A 597
C GLUAS597
O GLUAS597
N THR A 598
CA THR A 598
CB THR A 598
OG1 THR A 598
CG2 THR A 598
C THRA 598
O THR A 598
N PHEA 599
CA PHE A 599
CB PHE A 599
CG PHE A 599
€D1 PHE A 599
CD2 PHE A 599
CEl PHE A 599
CE2 PHE A 599
CZ PHE A 599
C PHE A 599
O PHE A 599
N LYS A 600
CA LYS A 600
CB LYS A 600
CG LYS A 600
CD LYS A 600

CE LYS A 600
NZ LYS A 600
C LYSA600
O LYSA600

72.627 32477 101.238 1.00:25.18
72.009 31.864 99.984 1.0030.47
70.600 32.397 99.707 1.00 30.56

69.724 32.195100.853 1.00 34.27
68.417 32.442 100.871 1.0032.36
67.790 32.906 99.798 1.00 28.43

67.736 32.223 101.984 1.0030.29

71.701 30.428 102.396 1.00 25.67
70.589 30.610 102.898 1.0021.60
72.048 29.290 101.785 1.00 25.95
71.128 28.151 101.691 1.00.27.98
71.636 27.071 100.726 1.00 29.44
71.894 27.471 99.301 1.0034.45
72,339 26.276 98.461 1.0036.45
73.156 25.470 98.959 1.00 36.79
71.882 26.146 97.305 1.00 37.44
71.031 27.490 103.061 1.0025.91
69.947 27252 103.581 1.00 25.89
72.189 27.178 103.625 1.00 25.17
72.247 26.524 104.915 1.0026.57
73.699 26.391 105.392 1.00 25.13
74,438 25.625 104.434 1.00 24.89
73.757 25.692 106.750 1.00 24.70
71.433 27.248 105.975 1.0027.39
70.704 26.619 106.740 1.00 28.12
71.540 28.572 106.009- 1.00 28.31
70.819 29.358 107.003 1.0027.83
71.812 30.250 107.740: 1.00 26.90
72.939 29.483 108.364 1.0028.10
72.702- 28.636 109.444 1.00 28.48
74.218 29.537 107.825 1.0028.08
73.721 27.851 109.971 1.0027.52
75.244 28.755 108.346: 1.00 28.08
74.993 27.910 109:419 1.0028.13
69.677 30.179 106.428 1.0027.77
69.423 31.298 106.864 1.00.29.62
68.975 29.608 105.457 1.0028.27
67.859 30.293:104.828 1.00 30.12
67.217 29.391103.772 1.00 32.46
66.537 28.158 104.340 1.00 37.11
65.983 27.258 103.234 1.0041.17

67.097 26.577 102.430 1.00 43.90
67.886 25.604 103.250 1.0044.32
66.813 30.700 105.862 1.00 30.32
66.121 31.705 105.693 1.00 29.30
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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4754
4755
4756
4757
4758
4759
4760
4761
4762
4763
4764
4765
4766
4767
4768
4769
4770
4771
4772
4773
4774
4775
4776
4777
4778
4779
4780
4781
4782
4783
4784
4785
4786
4787

4788
4789
4750
4791
4792
4793
4794
4795
4796
4797
4798
4799

N GLUA®601
CA GLU A 601
CB GLUA 601
CG GLU A 601
CD GLU A 601
OE1 GLU A 601
OE2 GLU A 601
C GLUA®601
O GLUA 601
N ASPA 602
CA ASPA 602
CB ASP A 602
CG ASPA 602
OD1 ASP A 602
OD2 ASP A 602
C ASPA602
O ASPA602
N VALA603
CA VAL A 603
CB VAL A 603
CG1 VAL A 603
CG2 VAL A 603
C VALASGO3
O VALA603
N HIS A604
CA HIS A604
CB HIS A 604
CG HIS A 604
CD2 HIS A 604
NDI1 HIS A 604
CE1 HIS A 604
NE2 HIS A:604
€ HISA604

O HISA604

N TYRA®0S

CA TYRAB0S
CB TYR A 605
CG TYRA605
CD1 TYR A:605
CEL TYRA 605
CD2TYR A 605
CE2TYR A 605
CZ TYRA 605
OH TYRA605
C TYRAGOS

O TYR ARNS

66,698 29,921 106.936 1.00 30.36
65.720 30221 107.978 1.00 30.55
05.558 29.020'108.916 1.00 33.16
65.013 27.789 108.194 1.00 37.64
63.695 28.065 107.465 1.0040.27
63.403 27.350 106.479 1.00 40.65
62.951 28.986 107.881 1.0040.48
66.106 31.470 108.761 1.00 28.72
65.260 32.318 109.044 1.0027.10
67.385 31.580 109.106 1.0026,76
67.882 32.742 109.828 1.0025.21
69.356 32.541 110.170 1.00 26.12
69.583 31.316 111.032 1.00 29.88
69.149 31.326 112.203 1.0030.35
70.184 30.337 110.538 1.00 33.41
67.693 33.957 108.917 1.00 23.72
67.208 35.009 109.346 1.0021.17
68.060 33.799 107.648 1.00 20.44
67.896 34.880 106.685 1.00 20.45
68.239 34.419 105.258 1.00 17.58
67.807 35472 104.247 1.00 15.72
69.729 34.158 105.152 1.00-18.05
66.441 35.324 106.718 1.00 22.56
66.138 36.520 106.695 1.00 20.54
65.543 34.345 106.794 1.00 24.91
64.112 34.621 106.823 1.00 27.25
63.327 33.310 106.773 1.00 30.65
61.850 33.498 106.641 1.00 35.12
61.085 33.811 105.568 1.00 37.32
60.985 33.385 107.709 1.00 37.79
59.750 33.620 107.300 1.00:39.46
59.784 33.881 106.005 1,00 40.52

63.702 35.434 108.050 1.00 26.56

62.780 36.247 107.977 1.0025.88

64.384 35216 109.173 1.00 25.83
64.079 35956 110.396 1.0026.81
64.949 35.451.111.554 1.00 26.55
64.724 36.161 112.879 1.0027.04
65.701 37.000 113.419 1.00 26.19
65.516 37.630 114.648 1.0025.84
63.546 35.973 113.604 1.00 26.74
63.348 36.600 114.838 1.0027.93
64.337 37.425 115.353 1.00:27.87
64.148 38.038 116.573 1.00.25.19

64.348 37.439 110.140- 1.00 27.26
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Loaxnsava

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4800
4801
4802
4803
4804
4805
4806
4807
4808
4809
4810
4811
4812
4813
4814
4815
4816
4817
4818
4819
4820
4821
4822
4823
4824
4825

4826
4827
4828
4829
4830
4831
4832
4833
4834
4835
4836
4837
4838
4839
4840
4841
4842
4843
4844

A aaniavUe

N ILEA 606
CA ILE A 606
CB ILE A 606
CG2 ILE A 606
CG1 ILE A 606
CD1 ILE A 606
C ILEA606
O ILEA606
N ARGA 607
CA ARG A 607
CB ARG A 607
CG ARG A 607
CD ARG A 607
NE ARG A 607
CZ ARG A 607
NH1 ARG A 607
NH2 ARG A 607
C ARGA607
O ARG A 607
N ARGA 608
CA ARG A 608
CB ARG A 608
CG ARG A 608
CD ARG A 608
NE ARG A 608
CZ ARG A 608

NHI1 ARG A 608
NH2 ARG A 608
C ARGABO8
O ARGAG08
N LEUA609
CA LEUA 609
CB LEU A 609
CG LEUA 609
CDI LEU A 609
CD2 LEU A 609
C LEUA609
O LEUA609
N ILEA 610
CA ILEA 610
CB ILEA 610
CG2ILEA 610
CGl ILEA 610
CDIILEA 610
C ILEAG6I10

VLA MU Ve A AUV AUV SV

65.511 37.724 109.560 1.0027.07
65.891 39.094 109.240 1.00 27.15
67.315 39.146 108.622 1.00 28.45
67.513 40.435 107.845 1.0028.85
68.367 39.065 109.732 1.0029.62
68.326 37.805 110.533 1.00 33.42

64.876 39.684 108.265 1.00:26.03

64.509 40.855 108.364 1.0025.36
64411 38.861 107.331 1.0025.53
63.430 39.309 106.352 '1.00.25.85
63.169 38.204 105.327 1.00 27.07
62.129 38.552 104.286 1.0029.78
61.905 37.380 103.348 1.00 33.48
60.812 37.621 102.407 1.00.37.07
60.386 36.730 101.514 1.0039.04

60.963 35.535101.439 1.0040.00
59.385 37.028 100.695 1.00 38.65

62.125 39.703 107.044 1.0026.15
61.485 40.684 106.661 1.00 25.55
61.731 38.943 108.065 1.0026.14
60.501 39.251 108.795 1.00.27.19
60.058 38.057 109.648 1.00 31.61
59.557 36.881 108.807 1.00 38.05
58.332 36,222 109.424 1.00 44,00
57.260 37.187 109.678 1.00:48.55
56.037 36.859 110.090 1.0050.83

55.717 35.585 110.293 1.00 51.00
55.135 37.808 110.310 1.0050.72

60.678 40.492 109.663 1.0024.27
59.743 41.272.109.839 1.00 24.31
61.879 40.676 110.203 1.00 21.17
62.163 41.858 111.011 1.0019.74
63.567 41,771 111.617 1.00 18.29
63.757 40.804 112.792 1.00 17.24
65.238 40.672 113.101L 1.00 14.96
63.000 41.317 114.013 1.00 17.24
62.061 43.094 110.109 1.00 19.46
61.547 44.132 110.516 1.00 16.83
62.542 42.976 108.874 1.00 19.02
62.485 44.099 107.943 1.00 19.00
63.385 43.837 106.695 1.00 17.59
63.162 44.921 105.631 1.00-16.97
64.858 43.816 107.136 1.00:15.56
65.844 43.334 106.079 1.00 15.37

61.036 44.373 107.541 1.00 19.05
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

O ILEA610
N SERAG6IL
CA SERAG6II
CB SERA611
OG SERA611
C SERAG6IIL
O SERAG6IL
N LEUA®612
CA LEUA 612
CB LEUAG612
CG LEUA612
CDILEUA®612
CD2LEUA612
C LEUAG612
O LEUAG612
N ARGA®6I3
CA ARGA613
CB ARGAG6L3
CG ARG A 613

CD ARG AG613
NE ARG A613
CZ ARG A 613
NHI ARG A 613
NH2 ARGA613
C ARGAG6I3
O ARGAG®613
N LYSAGI4
CA LYSA6l4
CB LYSA 614
CG LYSA6l4
CD LYSA6l4

-CE LYSA614

NZ LYS A 614
C LYSA6L4

O LYSA®6l4

N ALAA615
CA ALAAG6LS
CB ALAAG6LS
C ALAAG6IS
O ALAAG615
N HISA®616

CA HISA6l6
CB HISA616
CG HISA616
CD2 HISA 616
ND1 HIS A 616

60.613 45.527 107.481 1.0019.78 A
60.270 43318 107.279 1.00 1947 A
58.865 43.489 106.927 1.00 20.31
58.227 42.142 106.574 1.00 20.33
58.700 41.678 105318 1.0025.55
58.128 44.116 108,108 1.00 18.94
57.243 44.956 107.931 1.00 20.11
58.500 43.713 109.316 1.00 18.58
57.870 44.260 110.516 1.0020.09
58455 43.592 111.764 1.00 20.66
57.873 43.993 113.118 1.0023.25
56.391 43.661 113.153 1.0025.55
58.610 43.266 114.232 1.0022.71
58.097 45.776:110.570 1.00.20.22
57.156 46.556 110.749 1.00 19.24
59.349 46.186.110.390 1.00 19:65
59.704 47.602 110.416 1.00 19.77
61.208 :47.785 110.178 1.00 18.13
61.687 49.220110.353 1.00 15.98

L G S R SIS S

63.181 49362 110.101 1.00 1644 A
63.628 50.749.110.240 1.001944 A
63.832 51.361 111.403 1.00 1897 A

63.637 50.715 112.546 1.0019.26 A
64.224 52.627 111.424 1.0020.19 A

58.930 48.386 109.365 1.0020.78 A
58.441 49.487 109.631 1.0021.25 A
58.829 47.815108.169 1.002128 A
58.118 48.457107.071 1.0022.58 A
58.300 47.653 105.778 1.0024.01 A
57.633 48314 104.579 1.002446 A
57.761 47.505103.303 1.002481 A
57.160 48.288 102.133 1.00 26.95 A
57187 47.532 100.851 1.0029.60 A
56623 48.619 107.337 1.0022.40 A
56.031 49.639 106.995 1.0021.76 A
56.023 47.608 107.955 1.0022,97 A
54.594 47.617 108.236 1.00 23.65 A
54,092 46.180 108.380 1.002124 A
54.180 48.428 109.459 1.0025.23 A
52.987 48.626 109.691 1.0026.82 A
55.146 48.903 110.238 1.0025.58 A
54,812 49.662 111.437 1.0024.84 A
54915 48.746 112.659 1.0025.07 A
54.007 47.558 112.591 1.0028.13 A
54.272 46.245 112395 1.002930 A
52.636 47.664 112.676 1.0027.52 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4891
4892
4893
4894
4895
4896
4897
4898
4899
4900
4901

4902
4903
4904
4505
4906
4907
4908
4909
4910
4911
4912
4913
4914
4915
4916
4917
4918
4919
4920
4921
4922
4923
4924
4925
4926
4927
4928
4929
4930
4931
4932
4933
4934
4935

CE1 HISA 616
NE2 HISA 616
C HISAG®616

O HISA616

N PROAG61T
CD PROAGLT
CA PROA617
CB PROA 617
CG PROA617
C PROAG6LT

O PROAG617

N ALAA618
CA ALAAGIS
CB ALA-A6GIB
C ALAAG618
O ALAAG18
N PHEA®619
CA PHEA 619
CB PHEA619
CG PHEA 619
CDI1PHE A 619
CD2 PHE A 619
CE1 PHEA 619
CE2PHE A 619
CZ PHEA 619
C PHEA619
O PHEAG619
N ARG A 620
CA ARG A 620
CB ARG A 620
CG ARG A 620
CD ARG A 620
NE ARG A 620
CZ ARG A 620
NHI ARCrA 620
NH2 ARG A 620
C ARGA620
O ARG A 620
N LEUA®621
CA LEU A 621
CB LEUA 621
CG LEUA 621
CD1 LEU A 621
CD2 LEU A 621
C LEUA®621

52.094 46.468 112.534 1.00 28.91
53.065 45,589 112,361 1.0030.59
55.656 50.912 111,653 1.00.24.03
56.787 50.831 112.129 1.0023.79
55.101 52.092 111.314 1.00 23.35
53.806 52.251 110.631 1.00 22,58
55.769 53.392 111.456 1.0023.24
54.700 54.378 110.989 1.00 21.96
53.967 53.594 109.955 1.00 22.54
56.241 53.685 112.883 1.00 22.88
57.050 54.588 113.105 1.0021.38

55.736 52.925113.846 1.00 21.37
56.132 53.124 115.236 1.0023.04
55.386 52.138 116.147 1.0021.36
57.644 52,947 115,393 1.0022.52
58.254 53.5317 116.299 1.00 23,52
58.244 52.151 114.513 1.00.22.03
59.685 51.901 114.555 1.00 22.00
60.005 50.516 113.994 1.00 20.67
59.495 49.388 114.834 1.0022.53
60.052 49.128 116.083 1.00 21.39
58.453 48.584 114383 1.0020.30
59.580 48.084 116.869 1.0021.99
57.975 47.537 115.162 1.00 20.60
58.536 47.286 116.404 1.00 21.19
60435 52.934 113.732 1.0022.31
61.665 52.918 113.674 1.0022.32
59.689 53.834 113.100 1.0021.45
60.288 54.841 112.239 1.0021.41
59.999 54481 110.777 1.0019.97
60.568 53.129 110.375 1.00 20.58
60.245 52.756 108.937 1.00 20.40
58.904 52.200 108.777 1.00 21.32
57.837 52,887 108.378 1.0021.63

57.938 54.177 108.092 1.00 18.60
56.667 52.275 108.254 1.0021.40

59.844 56.273 112.523 1.00 20.59
59.448 57.002 111.613 1.00 20.40
59.906 56.668 113.787 1.0021.14
59.536 58.025 114.172 1.0022.61
59.558 58.142 115.698 1.00.21.63
58.613 57.133 116.367 1.00 22.20
58.748 57.195 117.893 1.00 22.56
57.175 57.437 115.939 1.00 20.34
60.566 58.947 113.511 1.00 24.17
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ATOM
ATOM
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM

4936
4937
4938
4939

4940
4941
4942
4943
4944
4945
4946
4947
4948
4949
4950
4951
4952
4953
4954
4955
4956
4957
4958
4959
4960
4961
4962
4963
4964
4965
4966
4967
4968
4969
4970
4971
4972
4973
4974
4975
4976
4977

4978
4979
4980

O LEUAG621
N ARG A622
CA ARG A 622
CB ARG A 622

CG ARG A 622
CD ARG A 622
NE ARG A 622
CZ ARG A 622
NHI ARG A 622
NH2 ARG A 622
C ARGA622
O ARG A622
N SERA623
CA SERA623
CB SER A 623
OG SERA 623
C SERA623
O SERA623
N ALAA 624
CA ALAA 624
CB ALAA 624
C ALAAG24
O ALAA624
N ALAA®625
CA ALA A 625
CB ALAA 625
C ALAA®62S
O ALAA®625
N ASPA626
CA ASPA 626
CB ASP A 626
CG ASP A 626
OD1 ASP A 626
OD2 ASP A 626
C ASPA626
O ASPA626
N ILEA627
CA ILEA 627
CB. ILE A 627
CG2 ILE A 627
CGIILE A 627
CDI ILE A 627

C ILEA627
O ILEA627
N GLNA628

61.761 58.640 113.483 1.0025.23
60.104 60.074 112,982 1.00 25.07
60:979 60.994 112.261 1.0026.07
60.174 61.665 111.144 1.0027.02

59.063 60.773 110.607 1.00 28.85
59.272 60.328 109.169 1.0029.74
58.594 61.212 108.232 1.00 31.32
58.264 60.888 106.984 1.0030.69

58.541 59.686 106.494 1,0028.79
57653 61.781 106.221 1.0031.39

61.726 62.058 113.062 1.00 26.22
62.532 62.795 112.491 1.0027.45
61.483 62.150 114.367 1.00 24.42
62.179 63.160 115.163 1.0024.24
61.410 64.491 115.137 1.00 24.59
60.240 64.428 115.934 1.00.27.18
62.412 62.755 116.609 1.00 23.04
61.690 61.923 117.15% 1.00 23.64
63.423 63.360.117.225 1.00 21.57
63.750 63.077 118.615 1.00.22.56
65.002 63.851 119.024 1.0020.99
62.568 63.457 119,512 1.0022.63
62.370 62.868 120,577 1.0023.29
61.782 64.434119.070 1.00 22.97
60.617 64.887 119.823 1.0024.06
60.116 66.222 119.272 1.00 22.48
59.505 63.843 119.767 1.0024.99
58.870 63.555 120.778 1.00 25.65
59262 63.278 118.589 1.0025.82
58.229 62.255118.468 1.00 27.80
58.026 61.840 117.010 1.00 30.58
57.386 62.925116.174 1.00 35.31
56.497 63.630 116.695 1,00 38.85
57.759 63.058 114,988 1.00 37.79
58.633 61.027 119.281 1.0027.81
57.798 60.405119.942 1.0027.98
59916 60.678 119.224 1.0026.70
60.428 59.522 119.959 1.0027.83
61.944 59.312.119.698 1.00.24.77
62,503 58.293 120.666 1.0022.44
62,169 58,863 118.250 1,00 24.59
63.633 58.687 117.872 1.00 24.44

60.197 59.739 121.450 1.0028.97
59.764 58.836 122.165 1.00.29.58
60.484 60.954 121.899 1.00 30.07
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ATOM
ATOM
ATOM
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM

4981
4982
4983
4984
4985
4986
4987
4988
4989
4990
4991
4992
4993
4994
4995
4996
4997
4998
4999
5000
5001
5002
5003
5004
5005
5006
5007
5008
5009
5010
5011
5012
5013
5014
5015

5016
5017
5018
5019
5020
5021
5022
5023
5024
5025
5026

CA GLNA 628
CB GLNA628
CG GLN A 628
CD GLN A 628
OEl GLN A 628
NE2 GLN A 628
C GLNAG623
O GLNA628
N ARGA629
CA ARG A 629
CB ARGA 629
CG ARG A 629
CD ARG A 629
NE ARG A 629
CZ ARG A 629

NH1 ARG A 629
NH2 ARG A 629

C ARG A629
O ARGA629
N HISA 630

CA HIS A 630
CB HIS A 630
CG HIS A630
CD2 HIS A 630
NDI HIS A 630
CE1 HIS A 630
NE2 HIS A 630
C HISA630

O HISA630

N LEUA631

CA LEUA 631
CB LEUA 631
CG LEUA 631
CDI LEU A 631
CD2 LEU A 631

C LEUAG®631
O LEUA631
N GLUA®632
CA GLUA 632
CB GLUA 632
CG GLUA632
CD GLUA 632
OE1 GLUA 632
OE2 GLU A 632
C GLUA®32
O GLUAG632

60.315 61.351 123.293 1.00 31.55
60.738 62.815 123.450 1.00 33.84
60.782 63.327 124.873 1.00 41.49
62,127 63.092 125.529 1.00 45.93
62.324 63.406.126.703 1.00 49.82
63.068 62.542.124.768 1.00 49.25
58.845 61.215 123.681 1.00 29.80
58.503. 61.050 124,853 1.00 26.82
57.988 61.267 122.670 1.0029.31
56.548 61.220 122.853 1.0030.90
55.927 62.268 121.930 1.00 33.56
54.593 62.831 122.361 1.00 39.60
54,197 63.945 121.400: 1.00 44.21
55.235 64.973 121.326 1.0048.24
55.712 65.489 120.194 1.00 50.13

55250 65.076 119.020 1.00 49.72
56.657 66.421 120.237 1.00-50.07

55.874 59.865 122.618 1.0031.00
54.683. 59.718 122.898 1.00 30.75
56,611 58,876 122.111 1.0029.57
56.006 57.573 121.850 1.00 27.64
55.618 57.465 120.373 1.00 27.34
54.561 58.438 119.958 1.0029.13
53.214 58317 119.901 1.0030.01
54.844 59.733 119.582 1.00 32.26
53.717 60.368 119.310 1.00 32.47
52,712 59,530 119,496 1.00 30.83
56.835 56.354 122,233 1.00 27.03
56.369 55218 122.114 1.00 25.69
58.055 56.582 122.696 1.00 24.52
58.923 55.478 123.074 1.00 23.54
60.159 55464 122.171 1.0022.85
61.234 54.389 122.360 1.0022.89
62.121 54.333 121.118 1.00 21.07
62.057 54.657 123.585 1.00 23.60

59.344 55.603 124526 1.00 21.99
59.742 56.675124.966 1.0023.04
59.252 54.509 125.272 1.00 21.84
59.653 54.530 126.671 1.0022.39
58.460 54.877 127.575 1.0021.13
57.693 53.692 128.122 1.0020.61
56.485 54.117 128.933 1.0022.46
56.514 55.229129.496 1.00 21.89
55.511 53.338129.020 1.00 23.29
60.255 53.195 127.079 1.00 21.95
59.844 52.142°126.597 1.0022.45
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5027 N CYS A 633
5028 CA CYSA633
5029 CB CYSA 633
5030 8G CYS A 633
5031 C CYSA633
5032 0 CYSA633
5033 N LEUA 634
5034 CA LEUA 634
5035 CB LEUA 634
5036 CG LEUA 634
5037 CD1 LEU A 634
5038 CD2 LEU A 634
5039 C LEUA®634
5040 O LEU A 634
5041 N THR A 635
5042 CA THR A 635
5043 CB THR A 635
5044 OG1 THR A 635
5045 CG2 THR A 635
5046 C THRA635
5047 O THRA 635
5048 N LEU A 636
5049 CA LEUA 636
5050 CB LEUA 636
5051 CG LEUA 636
5052 CD1 LEU A 636
50583 CD2 LEU A 636

5054 C LEU A 636
5055 O LEUA636
5056 N LYS A 637
5057 CA LYS A 637
5058 CB LYS A 637
5059 CG LYS A637
5060 CD LYS A 637
5061 CE LYS A 637
5062 NZ LYS A 637
5063 C LYSA637
5064 O LYS A637
5065 N GLUA638
5066 CA GLU A 638
5067 CB GLU A638
5068 CG GLU A 638
5069 CD GLU A 638
5070 OE1I GLUA 638
5071 OE2.GLU A 638

61.244 53.259 127.959 1.0023.04
61.932 52.075 128.456 1.00 26.71
63.363 52.439 128.875 1.00 23.59
64.319 51.089 129.607 1.0029.51
61.160 51.528 129.650 1.0027.72
60.801 52.279 130.554 1.00 28.89
60.908 50.221 129.644 1.00:28.69
60.168 49.563 130.722 1.00 29.95
59.065 48.682 130.130 1.00 29.63
57.628 49.213 130.131 1.0030.99
57.587 50.680129.754 1.0032.27
56.803 48.380 129.168 1.00 30.02
61.057 48.720 131.631 1.00 30.63
60.716 48486 132.789 1.0031.40
62.193 48.267 131.108 1.00 30.33
63.119 47.444 131.878 1.0030.30
62.698 45964 131.862 1.0031.77
61.379 45.830 132.404 1.0032.01
63.674 45.129 132,680 1,00 31.17
64.525 47.526 131308 1.00 31.40
64.714 47.467 130.091 1.00 31.86
65.515 47.647 132.185 1.0031.39
66.896 47.728 131.740 1.0033.88
67.307 49197 131.614 1.00 34.70
68.458 49.526 130.662 1.0036.15
68.508 51,021 130.422 1.00 36.69
69.766 49.027 131.241 1.0037.72

67.825 46.979.132.700 1.00 35.08
68.367 47.559 133.638 1.00:36.95
67.990- 45.681 132.453 1.00 35:66
68.841 44,816 133.265 1.00 35,50
68.064 43.571 133.701 1.00:36.00
66.803 43.868 134.500 1.0038.28
66.087 42.582 134.894 1.00 40.72
64.860 42.861 135.749 1.00 43.26
65.206 43.597 137.002 1.0043.30
70.049 44.403 132.431 1.00 35.43
70.114 44.716 131.242 1.00 34.50
70.985 43,678 133.042 1.00 34.92
72.204 43254 132.347 1.00 36.21
73.136 42.487 133.296 1.0037.46
72.573 41.173133.794 1.0042.30
73.634 40.267 134.409 1.0046.05
73.254 39.266 135.057 1.00 47.36
74.842 40.549 134.237 1.0047.18
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5072 C GLUA638
5073 O GLUA638
5074 N HIS A 639
5075 CA HIS A 639
5076 CB HIS A 639
5077 CG HIS A 639
5078 CD2 HIS A 639
5079 ND1 HIS A 639
5080 CE1 HIS A 639
5081 NE2 HIS A 639
5082 C HIS A 639
5083 O HIS A 639
5084 N LEU A 640
5085 CA LEUA 640
5086 CB LEU A 640
5087 €G LEU A 640
5088 €D1 LEU A 640
5089 CD2 LEU A 640
5090 C LEUA 640
5091 O LEU A 640

5092 N ILEA 641
5093 CA ILEA 641
5094 CB ILE A 641
5095 CG2ILE A 641
5096 CG1ILE A 641
5097 CD1ILE A 641
5098 C ILEA 641
5099 O ILEA 641
5100 N ALA A 642
5101 CA ALAA 642
5102 CB ALAA 642
5103 C ALAA 642
5104 O ALAA642
5105 N TYRA 643
5106 CA TYR A 643
5107 CB TYR A 643
5108 CG TYRA 643
5109 CD1TYR A 643
5110 CEI TYR A 643
5111 CD2 TYR A 643
5112 CE2 TYR A 643
5113 CZ TYR A 643
5114 OH TYR A 643
5115 C TYRA643
5116 O TYRA 643
5117 N ARG A:644

72,004 42.421 131.085 1.00 34.80
72.789 42.533 130.145 1.00 34.31
70.975 41.578 131.063 1.00 34.66
70.708 40.739 129.892 1.0034.61
70.944 39.261 130.211 1.00 37.78
72.276 38.975130.824 1.00 42.31
72.615 38.262 131.925 1.0043.38
73.459 39.428 130.281 1.00 43.89
74.469 39.006 131.021 1.00 45.38
73.984 38.297 132:024 1.00 45.53
69.277 40.890 129.405 1.00 32.78
68.815 40.115 128.563 1.0032.27
68.569 41.881 129.929 1.0031.20
67.186 42.078 129.535 1.00 30.24
66.265 41.433 130.580 1.00 32.42
64.759 41.259 130.331 1.0033.50
64.067 42.603 130.157 1.0032.82
64.562 40.395 129,110 1.00 35.76
66,834 43,549 129.368 1.00 29.30
66.987 44.343 130.293 1.0029.17

66.372 43.903 128.173 1.00 28.10
65.946 45.263 127.878 1.00 24.59
66.838 45.959 126.825 1.00 24.83
66.229 47.311 126,440 1.00 22.45
68.248 46.169 127.376 1.0022.97
69.198 46.793 126.366 1.0023.64

64.548 45.170 127.306 1.0023.93

64.291 44387 126.392 1.00 26.30
63.639 45.962 127.854 1.0023.17
62.270 45.976 127.376 1.00 21.08
61.351 45288 128.369 1.00 22.07
61.849 47.418 127.203 1.0021.70
62.005 48.230 128.110 1.00 21.15
61.340 47.742 126.022 1.00 21.09
60.872 49:087 125.761 1.00 20.94
61.874 49.878 124.910 1.00 20.19
62,119 49345 123.513 1.00 17.21

62.941 48.239123.299 1.00 19.11
63.195 47.759 122.007 1.00 16.72
61,549 49,963 122.402 1.00 18.17
61.794 49492 121.104 1.00 17.92
62.620 48.389 120.922 1.00 17.71
62.866 47916 119.659 1.00 19.89

59.549 48.943 125.036 1.00 22.38
59.211 47.854 124.560 1.00 22.68
58.797 50.032 124.959 1.00 21.70
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A
A
A
A

A
A
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A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5118
5119
5120
5121
5122
5123
5124
5125
5126
5127
5128
5129

5130
5131
5132
5133
5134
5135
5136
5137
5138
5139
5140
5141
5142
5143
5144
5145
5146
5147
5148
5149
5150
5151
5152
5153
5154
5155
5156
5157
5158
5159
5160
5161
5162

CA ARG A 644
CB ARG A 644
CG ARG A 644
CD ARG A 644
NE ARG A 644
CZ ARG A 644

NHLARGA 644
NH2 ARG A 644

C ARG A 644
O ARG A 644
N LEUA 645
CA LEU.A 645

CB LEU A 645
CG LEU A 645
CDI1 LEU A 645
CD2 LEU A 645
C LEUAG645
O LEUA645
N TYR A 646
CA TYR A 646
CB TYRA 646
CG TYRA 646
CDITYR A 646
CE1 TYRA 646
CD2TYR A 646
CE2TYR A 646
CZ TYRA 646
OH TYR A 646
C TYRA 646
O TYR A 646
N ASPA647
CA ASP A 647
CB ASP A 647
CG ASPA 647
OD1 ASP A 647
OD2 ASP A 647
C ASPA 647
O ASPA 647
N LEU A 648
CA LEU A 648
CB LEUA 648
CG LEU A 648
CDI1 LEU A.648
CD2 LEU A 648
C LEUAG648

57.508 49.989 124.301 1.00 22.01
56405 49.715 125.333 1.0022.08
56.288 50.783 126.420° 1.00 24.59
55,147 51,746 126.133 1.00 26.30
53.850 51.097 126.314 1.0029.44
53.307 50.815 127.497 1.00 29.33
53.942 51.127 128.619 1.0028.71
52.128 50.209 127.560 1.0028.96
57.215 51.273 123.551 1.00 22.27
57.700: 52.353 123.905 1.0022.98
56.417 51.134 122,502 1.00 22,23
56.005 52.253 121.674 1.00.23.91

>>>>>>>>>>>>

56.279 51.928 120.196 1.00 23.38
57.745 51.934 119.713 1.0025.27
58.661 51.285120.720 1.0028.98
57.851 51.192'118.389 1.00 27.95
54,509 52.415 121959 1.0025.01
53.734 51.471 121.793 1.0023.65
54.114 53.606 122.404 1.0026.28
52.725 53.873 122.761 1.00 28.46
52.625 54.031 124.277 1.00 30.28
53.376 55238 124.792 1.00 31.49
52.749 56:478 124.896 1.0031.17
53.452 57.610 125.323 1.0033.44
54.728 55.150 125.128 1.00 30.96
55441 56.272.125.552 1.00 32.50
54.796 57.499 125.645 1.0032.93
55.496 58.616 126.036 1.00 34.11
52.133 55,107 122.084 1.00 29.94
52.818 55.801 121.335 1.00 29.90
50.862 55.379 122.385 1.0031.56
50.126 56.511121.820 1.00 33.76
50.607 57.841122.416 1.00 37.77
49.984 58.134 123.769 1.00 42.69
50.299 59.190 124.360 1.00-46.23
49.173 57.310 124.244 1.0046.17
50.286 56.535120.315 1.00 33.98
50.601 57.570 119.725 1.00 30.60
50.050 55.378 119.704 1.00 35.88
50.178 55.215 118.265 1.00 39.05
50.732 53.820 117.968 1.00 35.67
51.960 53.422 118.796 1.0034.88
52.357 51.993:118.474 1.00 33.70
53.108 54.376 118.512 1.0033.96
48.856 55.417117.526 1.0043.12 A
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ALOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

5163
5164
5165
5166
5167

5168
5169
5170
5171
5172
5173
5174
5175
5176
5177
5178
5179
5180
5181
5182
5183
5184
5185
5186
5187
5188
5189
5190
5191
5192
5193
5194
5195
5196
5197
5198
5199
5200
5201
5202
5203
5204
5205

5206
5207

O LEU A 648
N ASPA 649

CA ASP A 649
CB ASPA 649
CG ASP'A 649

OD1 ASP A 649
OD2 ASP A 649
C ASPA649
O ASPA649
N GLUA 650
CA GLUA 650
CB GLUA 650
CG GLU A 650
CD GLUA 650
OEl GLUA 650
OE2 GLU A 650
C GLUA G650
O ‘GLUA650
N VALA651
CA VAL A 651
CB VALA 651
CG1 VALA 651
CG2 VAL A 651
C VALAG651
O VALA®651
N ASPA652
CA ASPA 652
CB ASPA652
CG ASPA 652
OD1 ASPA 652
OD2 ASPA 652
C ASPA652
O ASPA652
N GLUA653
CA GLUA 653
CB GLUA 653
CG GLU A 653
CD GLUA 653
OE1 GLUA 653
OE2 GLU A 653
C GLUA®653
O GLUAG653
N TRPA 654

CA TRI’ A 654
CB TRP A 654

48.593 54./3Y 116.530 1.00 44,32
48.035 56.347 118.011 1.00 47.09
46.738 56.639 117.398 1.00 51.83
46,249 58.026 117.818 1.0055.00
46.017 58.134 119.316 1.00 58.24

46.967 57.867 120.090 1.00.58.13
44885 58.487 119.715 1.00 59.32
46.850 56.567 115.884 1.0053.01
46.623 55.512 115.289 1.00 54.48
47.185 57.680 115.246 1.00 53.68
47.335 57.620 113.806 1.0055.19
46.613 58.764 113.098 1.0059.36
46.098 58.335 111.719 1.00 63.32
47.075 57.408 110.993 1.00 65.78
48.139 57.889 110.547 1.0067.95
46.784 56.194 110.881 1.0066.18
48.817 57.653 113.478 1.00 53.81
49.317 58.568 112.820 1.00 54.19
49.512 56.640 113.976 1.00 50.50
50.935 56.479 113.752 1.0046.85
51.738 56.646 115.064 1.00 47.23
53.189 56.254 114.841 1.0046.11
51.648 58.083 115.555 1.00 48.24
51.107 55.054 113.262. 1.00 44.58
51.628 54.808 112.174 1.00 43.18
50.627 54.121 114.075 1.00 41.86
50.742 52.709 113.774 1.00 39.56
51.639 52.056 114.825 1.0037.02
52.363 50.845 114.299 1.0035.17
51.727 49.784 114.136 1.00 34.65
53.575 50.963 114.040 1.00 34.01
49.390 52.005 113.728 1.00 39.38
48.397 52.496 114.265 1.0037.82
49.368 50.850 113.071 1.0039.70
48,159 50.046 112.949 1.00 40.11
48.378 48.917 111.944 1.00 42.51
47.165 48.038 111.731 1.00 48.38
47.493 46.756 110.985 1.00 51.17
46.548 46.005 110.658 1.0052.32
48.692 46.499 110.732 1.00 52.47
47.857 49.449:114.315 1.00 38.91
46.709 49.161 114.645 1.00 38.63
48.907 49.257 115.103 1.00 37.04

48.764 48.702 116.432 1.00 36.24
49.905 47.727 116,715 1.00 35.72
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5208
5209
5210
5211
5212
5213
5214
5215
5216
5217
5218
5219
5220
5221
5222
5223
5224
5225
5226
5227
5228
5229
5230
5231
5232
5233
5234
5235
5236
5237
5238
5239
5240
5241
5242
5243

5244
5245
5246
5247
5248
5249
5250
5251
5252
5253

CG TRP'A 654
CD2 TRP A 654
CE2 TRP A 654
CE3 TRP A 654
CDI TRP A 654
NE1 TRP A 654
CZ2 TRP A 654
CZ3 TRPA 654
CH2'I'RP A 654
C TRPA654
O TRPA 654
N LYSA655
CA LYS A 655
CB LYS A 655
CG LYS A 655
CD LYS A 655
CE LYS A 655
NZ LYS A 655
C LYSA®655
O LYSAGSS5
N ASPA 656
CA ASP A 656
CB ASP A 656
CG ASP A 656
OD1 ASP A 656
OD2 ASP A 656
C ASPA656
O ASPAG656
N ILEA 657
CA ILE A 657
CB ILE A 657
CG2 ILEA 657
CGl ILE A 657
CDI1 ILE A 657
C ILEA 657
O ILEA 657

N ILEA 658
CA ILEA 658
CB ILE A 658
CG2ILE A 638
CGITILE A 658
CDI ILE A 658
C ILE A 658
O ILEA658
N VAL A 659
CA VALA 659

49.856 46.510 115.836 1.00 33.97
50.937 45.623 115.531 1,00 3233
50414 44.593 114.721 1.0032.80
52.296 45.597 115.865 1.0032.12
48,753 45.996 115.213 1.00 33.10
49.080 44,846 114.543 1.00 32.67
51.206 43.544 114.237 1.00 32.30
53.083 44.554 115.385 1:0031.33
52.534 43.544 114579 1.00 32.42
48.727 49.807 117.480 1.00 36.94
49.394 50.829 117.345 1.00 37.75
47.929 49.591 118.518 1.00 36.83
47.763 50.553. 119.601 1.00 37.05
46.530 50.160 120.427 1.00 39.95
46.255 51.011 121.663 1.00'44.02
44.920 50.608 122.304 1.0046.89
44,733 51.227 123.688 1.00 48.37
44,779 52.719 123.674 1.00 48.75
49.001 50.654 120.496 1.00 34.30
49.448 51.752 120.833 1.00 34.40
49.557 49.506 120.867 1.00 31.32
50.732 49.463 121.730 1.0027.29
50.303 :49.201 123.179 1.00 28.75
51.413 49.470 124.181 1.0029.61
51.575 48.670 125.127 1.0029.29
52.113 50.492 124.036 1.00 32.51
51.653 48.341 121.266 1.00 25.30
51.186 47.273 120.861 1.00 24.00
52.959 48.585 121.324 1.00 23,14
53.944 47.587 120.916 1.00 20.94
54.604 47.959119.562 1.0020.71
55.637 46.909 119,185 1.00 20.39
53.543 48.070 118.466 1.0020.05
54.101 48451 117.103 1.00-21.10
55.047 47.441 121.967 1.0021.18
55.691 48.419 122.350 1.0020.43

55.264 46.214 122.423 1.0020.71
56.286 45.943 123.423 1.0020.72
55.674 45275 124.683 1.00 20.99
56.767 44.987 125,701 1.00 16.73
54.603 46.191 125,294 1.00 22.73
53.944 45.626 126.565 1.0021.84

57.363 45.029 122.853 1.0019.94

57.060 43.983 122.280 1.0022.66
58:619 45432 123.012 1.00 19.14
59.755 44.656 122.521 1.00 19.55
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AIOM 5254 CB VALA 659  60.549 45.445121.453 1.0020.52 A
ATOM 5255 CGI VALA 659  61.718 44.613 120.958 1.00 19.57 A
ATOM 5256 CG2VALAG659 59628 45.835 120.295 1.00 1946 A
ATOM 5257 € VALA®659  60.709 44.320123.666 1.0021.50 A
ATOM 5258 O VAL AG59  61.142 45209124402 1.00 1938 A
ATOM 5259 N ILEA 660 61.046 43.040 123.798 1.0022.50 A
ATOM 5260 CA ILEA660 61.951 42,589 124.852 1.0025.06 A
ATOM 5261 CB ILEA 660  61.230 41.642 125.838 1.0025.76 A
ATOM 5262 CG2ILEA 660  62.139 41.320 127.013 1.0024.99 A
ATOM 5263 CGIILEA 660  59.921 42279 126.315 1.0027.13 A
ATOM 5264 CDIILEA 660 58986 41.311 127.018 1.00 27.13 A
ATOM 5265 € ILE A660: 63.143 41.833 124.265 1.0025.75 A
ATOM 5266 O ILEA660  62.973 40.830 123.571 1.0026.20 A
ATOM 5267 N HISA661  64.345 42,321 124,551 1.002573 A
ATOM 5268 CA HISA661 65571 41.695 124.069 1.0025.78 A
ATOM 5269 CB HISA 661  66.514 42.757 123.481 1.0024.84 A
ATOM 5270 CG HISA661  66.014 43.374 122.208 1.0023.27 A
ATOM 5271 CD2HISA661  65.508 42.812 121.086 1.00.21.57 A
ATOM 5272 NDIHISA 661  66.006 44,735 121.990 1.0023.11 A
ATOM 5273 CE1 HISA 661 65516 44.985120.789 1.0021.92 A
ATOM 5274 NE2HISA 661 65207 43.835120.219 1.0023.99 A
ATOM 5275 C HISA661 66,253 40.967 125.225 1.0026.70 A
ATOM 5276 O HISA 661  66.569 41.572126.247 1.0027.19 A
ATOM 5277 N HISA 662 66469 39.666 125.055 1.0028.88 A
ATOM 5278 CA HISA662 67.102 38.836 126.078 1.0029.28 A
ATOM 5279 CB HISA G662  66.200 37.642126.406 1.0030.38 A
ATOM 5280 CG HISA G662  66.6000 36.899 127.644 1.0033.24 A
ATOM 5281 CD2ZHISA662 67.371 37.265 128.696 1.0034.03 A
ATOM 5282 ND1 HISA 662 66.165 35.620 127.916 1.0032.26 A
ATOM 5283 CELHISA662  66.652 35.230 129.081 1.0033.38 A
ATOM 5284 NE2HISA 662 67.386 36.210 129.575 1.0033.71 A
ATOM 5285 C HISA662  68.446 38339125555 1.0028.00 A
ATOM 5286 O HISA 662 68.514 37.733 124490 1.0029.75 A
ATOM 5287 N ALAAG663  69.512 38.586 126.309 1.0027.64 A
ATOM 5288 CA ALAA663  70.847 38.176 125.888 1.0026.72 A
ATOM 5289 CB ALAA663 71,774 39.393 125.868 1.002447 A
ATOM 5290 C ALAA663 71471 37.056126.725 1.00 26.78 A
ATOM 5291 O ALAA663  72.694 36.945 126.803 1.002594 A
ATOM 5292 N SERA664  70.638 36.232 127.350 1.0027.82 A
ATOM 5293 CA SERA®664 71134 35.117 128.153 1.0029.00 A
ATOM 5294 CB SERA 664  71.083 35452 129.649 1.0030.26 A
ATOM 5295 OG SERA664  69.770 35781 130.074 1.0034.25 A
ATOM 5296 C SERA664 70303 33.876127.848 1.0029.88 A
ATOM 5297 O SERAG664  69.109 33.972 127.554 1.0029.09 A
ATOM 5298 N PROAG665 70.931 32.689127.903 1.0031.23 A



AlUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3299
5300
5301
5302
5303
5304
5305
5306
5307
5308
5309
5310
5311
5312
5313
5314
5315
5316
5317
5318
5319

5320
5321
5322
5323
5324
5325
5326
5327
5328
5329
5330
5331
5332
5333
5334
5335
5336
5337
5338
5339
5340
5341
5342
5343
5344

CD PROA 665
CA PROA 665
CB PRO A 665
CG PRO A 665
C PROAG65
O PROA 665
N ASP A 666
CA ASP A 666
CB ASP A 666
CG ASP A 666
OD1 ASP A 666
OD2 ASP A 666
C ASPA 666
O ASPA 666
N SERA667
CA SER A 667
CB SER A 667
OG SERA 667
C SER A 667
O SERA 667
N VALA 668

CA VAL A 668
CB VAL A 668
CG1 VAL A 668
CG2 VAL A 668
C VALA668
O VAL A 668
N GLUA 669
CA GLU A 669
CB GLU A 669
CG GLU A 669
€D GLU A 669
OEl GLU A 669
OE2 GLU A 669
C GLUA®669
O GLUA669
N TRPA670
CA TRP.A670
CB TRP A 670
CG TRPA G670
CD2TRPA 670
CE2 TRPA 670
CE3 TRPA 670
CD1 TRPA 670
NEL TRP A 670
CZ2 TRP A 670

12.329 32472 128199 L.OU 31.99
70.257 31.415127.624 1.00 33.80
71.424 30.440 127.470 1.00 31.57
72.421 30.974 128.438 1.00 32.90
69.232 30.952.128.665 1.00 36.04
68.395 30.090 128.380 1.00 36.95
69.289 31.520 129.865 1.0037.29
68.345 31.134 130.904 1.00 38.66
68.773 31.709 132.259 1.00 40.57
68.830 33.222 132.265 1.0043.61

67.760 33.863 132.198 1.0043.96
69.952 33,769 132.338 1.00 4591

66.933 31.594 130.544 1.00-39.04
66.729 32.308 129.560 1.0038.42
65960 31.167 131.340 1.00 38.67
64.567 31.519 131.107 1.00 38.85
63.727 30.244 131.014 1.0040.11
62.355 30.547 130.854 1.00 43.62
64.036 32.414 132.227 1.00 38.48
64.370 32.222 133.397 1.00 37.73
63.218 33.398 131.868 1.00 37.37

62.656 34.305 132.860 1.00 36.75
63.539 35.560 133.055 1.00:37.07

64.926 35.158 133.520 1.00 35.83
63.613 36.363 131.755 1.00 37.13

61.260 34.772 132.479 1.00 36.96

60.874 34.724 131.312 1.00 36.19

60.509 35.214 133.483 1.00 37.11

59.160 35.728 133.286 1.00 37.60
58.228 35.264 134.414 1.00 41.63

57.909 33.778:134.418 1.00 47.14
56.996 33.360 133.274 1.00 51.48
56.668 32.155133.186 1.00 53.81
56.603 34.229132.465 1.00 54.18

59.258 37.249 133.307 1.00 3547
60.085 37.814 134.026 1.00 35.19
58.420 37.909 132.518 1.00 33.33
58,423 39.364 132,458 1.0031.85
59.002 39.836 131.118 1.00 31.07
59.195 41318 131.048 1.00 28.57
58.330 42.264 130.410 1.0027.50
58.873 43.548 130.639 1.0026.41
57.146 42.150 129:668 1.0027.54
60.201 42.043 131.621 1.0027.62
60.014 43.385131.381 1.0026.49
58.274 44.714 130.153 1,00 26.14
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A

A
A
A

A
A
A
A
A
A
A
A
A

DK/EP 2662445 T3



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AN A

5345
5346
5347
5348
5349
5350
5351
5352
5353
5354
5355
5356
5357

5358
5359
5360
5361
5362
5363
5364
5365
5366
5367
5368
5369
5370
5371
5372
5373
5374
5375
5376
5377
5378
5379
5380
5381
5382
5383
5384
5385
5386
5387
5388
5389

£

CZ3TRPA G670 56,548 43.313129.182 1.0029.40 A
CH2TRPA670  57.116 44.578 129.429 1.0027.09 A
C TRPA670 57.000 39.886 132.614 1.0031.62 A
O TRPA670 56.100 39.478 131.876 1.0031.17 A
N ARGA671  56.800 40.784 133.576 1.0030.80 A
CA ARGA671 55481 41,356 133.818 1.0031.11 A
CB ARGA671  55.355 41.836 135271 1.0032.27 A
CG ARGA671 54566 40.896 136,176 1.0037.17 A
CD ARGA671  53.224 41489 136.635 1.0038.03 A
NE ARG A67]1 52355 41.872 135.527 1.0039:05 A
CZ ARG AG671  51.086 42.254 135.660 1.003932 A
NHIARGA 671  50.522 42.303 136.858 1.0038.17 A
NH2ARGA 671  50.381 42.601 134.592 1.003891 A
C ARGAG671  55.186 42.520 132.887 1.0030.94 A
O ARGAG71 55980 43.454132.772 1.0030.52 A
N LEUA®672 54.044 42453132214 1.0031.50 A
CA LEUAG672  53.636 43.523 131.319 1003283 A
CB LEUA672 52491 43.062 130,415 1.0031.49 A
CG LEUAG72  52.847 42,176 129.215 1.0032.26 A
CDI LEUA672  53.425:40.841 129.680 1.0031.74 A
CD2ZLEUA672 51.600 41.963 128,376 1.0030.06 A
C LEUJAG72 53.180 44.694 132.190 1.0035.03 A
O LEUA672 52784 44.500 133.342 1.0034.09 A
N PROA673  53.241 45925 131.654 1.0036.28 A
CD PROAG673 53.743 46.272 130311 1.0035.89 A
CA PROAGT3  52.835 47.130 132.383 1.0036.77 A
CB PROAG673  53.325 48259 131.475 1.0037.01 A
CG PROA G673 53.181 47.664 130.109 1.0037.12 A
C PROAG673  51.332 47.207 132.660 1.0037.04 A
O PROA673 50.850 48.179 133.248 1.0036.97 A
N ASNA674 50.594 46.190 132.229 1.0037.26 A
CA ASNA 674 49155 46,152 132.457 1.003743 A
CB ASNA674 48420 47.058 131.454 1.0037.02 A
CG ASNAG674 48.564 46.596 130.008 1.0038.09 A
ODLASNA 674  47.920 45.635129.580 1.0036.46 A
ND2ASNA674 49408 47.289129.247 1.0037.05 A
C ASNAG674 48.598 44.729 132.418 1.0038.80 A
O ASNA674 49.356 43.755132.405 1.0037.64 A
N ASPA 675 47273 44.615132.411 1.0040.23 A
CA ASPA G675  46.611 43315132.401 1.0041.27 A
CB ASPA 675 45678 43.212133.607 1.0042.85 A
CG ASPAG75 46433 43.104 134.909 1.0044.88 A
ODL ASPA 675 47.508 43.727 135.023 1.004731 A
OD2 ASPA 675  45.951 42,405 135.824 1.0047.63 A

C ASPAG67S

M AR A £A

45.827 43.029 131.129 1.0040.89 A
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ALlUMm
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

LRIV
5391
5392
5393

5394

5395

5396
5397
5398
5399
5400
5401
5402
5403
5404
5405
5406
5407
5408
5409
5410
5411
5412
5413
5414
5415
5416
5417
5418
5419
5420
5421
5422
5423
5424
5425
5426
5427
5428
5429
5430
5431
5432
5433

5434

U ADFAD/D
N ILEA 676
CA ILEA 676
CB ILE A 676
CG2 ILE A 676
CG1 ILE A 676

€D1 ILE A 676
C ILEA676

O ILEA676

N PROA677
CD PRO A 677
CA PROA677
CB PROA 677
CG PROAG6T7
C PROAG77
O PROAGTT
N TYRA®678
CA TYR A 678
CB TYRA 678
CG TYRAG67S
CD1 TYRA 678
CEl TYR A 678
CD2TYRA 678
CE2TYRA 678
CZ TYRA678
OH TYR A 678
C TYRAG678
O TYRAG678
N ARG A 679
CA ARG A 679
CB ARG A 679
CG ARG A 679
CD ARG A 679
NE ARG A 679
CZ ARG A 679
NHLARG A 679
NH2 ARG A 679
C ARGAGT9
O ARGAG6T9
N LEUA 680
CA LEUA 680
CB LEU A 680
CG LEU A 680
CDI1 LEU A 680

CD2 LEU A 680

4D.140 44.UUY 1DLUN4 LUU 44DV
45.918 43.924 130.153 1.00 39.93
45.214 43.733 128.891 1.00 39.32
45.266 45.016 128.036 1.00 38.92
44:499 44.814 126.734 1.00 37.50
44,677 46.186 128.830 1.00 38.79

44.778 47.532 128.126 1.0037.75
45.861 42583 128.117 1.0038.92
47.074 42.399 128.168 1.00 38.99
45.053 41.772 127.414 1.00 38.57

43.584 41,695 127.448 1.00 38.01

45.610 40.653 126.647 1.00 38.04

44.367 39.870 126.216 1.00 37.30

43.350 40.226 127.249 1.00.37.53
46.387 41.173 125.439 1.00 37.66
45910 42.052 124.719 1.00 37.38

47.579 40.630 125.221 1.00 36.88

48.407 41.032 124.087 1.00 37.34

49.777 41.526 124.560 1.00 37.42

49.822 42.980 124.978 1.0039.15

49.087 43.438126.071 1.0039.45

49.136 44.776 126.461 1.00 38.90

50.611 43.899 124.280 1.00 38.07

50,666 45,236 124.661 1.00 38.27

49.928 45.669 125.752 1.0038.31

49,982 46.987 126.137 1.00 34.85
48.612 39.856 123.147 1.00 36.80

48.333 38.711 123.499 1.0037.59

49.100: 40.145 121,946 1.00 36.25

49375 39.106120.961 1.00 34.19

48.964 39.573 119.562 1.00 34.69

47471 39.664 119.344 1.00 37.11

46.833 38.280 119.390 1.00 39.39

45.409 38.319 119.074 1.0040.60

44.607 37.257 119.091 1.0042.99

43,322 37.393 118.787 1.0042.34
45086 36.060 119.412 1.0043.33

50.873 38.812 120.980 1.00:32.70

51.687 39.736 120.945 1.00 32.80
51.240 37.536 121.057 1.0030.30

52,649 37.167 121.054 1.00 29.85

52.856 35.830 121.768 1.0030.50

54.288 35.366 122.069 1.0032.52

55.083 35.215 120.780 1.00 36.09

54.970 36.359 122.978 1.0034.60
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AlLUM
ATOM
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3435
5436
5437
5438
5439
5440
5441
5442
5443
5444
5445
5446
5447
5448
5449
5450
5451
5452
5453
5454
5455
5456
5457
5458
5459
5460
5461
5462
5463
5464
5465
5466
5467
5468
5469
5470
5471

C LBUAOGIU
O LEUA 680
N LEUAG®68L
CA LEU A 681
CB LEU A 681
CG LEUA 681
CD1 LEUA 681
CD2 LEU A 681
C LEUA®6SI
O LEUA®681L
N CYSAG6K2
CA CYSA682
CB CYSA682
SG CYSA682
C CYSA682
O CYSA682
N ASPA683
CA ASPA 683
CB ASPA 683
CG ASPA 683
OD1 ASP A 683
OD2 ASP A 683
C ASPA683
O ASPA683
N PRO A 684
CD PRO A 684
CA PROA 684
CB PRO A 684
CG PROA 684
C PROA684
O PROA6B4
N SERA 685
CA SER A 685
CB SERA 685
OG SERA 685
C SER A685
O SERA68S

5472 N GLY A 686

5473
5474
5475
5476
5477
5478
5479
5480

CA GLY A 686
C GLY A686
O GLYA686
N PHE A 687
CA PHE A 687
CB PHE A 687
CG PHE A 687
CDI1 I’'HE A 687

53.U62 374009 L19.588 1.UU 30./¥
52.813 36.048 118.933 1.0031.81
53.685 38,111 119.069 1.00 29.84
54.100 38.117 117.674 1.0029.97
54.249 39.557 117.174 1.00 29.36
54.827 39.697 115.761 1.0029.50
53.889 39.050 114.755 1.00 28.83
55.033 41.164 115.433 1.00 30.52
55.401 37.369 117.414 1.0029.29
55.571 36,755 116,359 1.0029,28
56.312 37.409 118.379 1.00 28.81
57.610 36.776 118.209 1.00 28.68
58.502 37.712 117.384 1.0028.25
60.216 37.205 117.184 1.00 28.85
58.281 36.458 119.541 1.0029.22
57.998 37.092 120.559 1.00 30.70
59.168 35469 119.526 1.00 28.42
59.901 35.068 120.722 1.0029.63
59.098 34.029 121.522 1.00 30.50
58.907 32.716 120.772 1.0032.85
58.100- 31.888 121.243 1.0032.01
59.561 32,504 119.724 1.00 32.54
61.250 34.503 120.274 1.0028.13
61.547 34.487 119.083 1.0029.03
62.088 34.044 121.215 1.00 27.72
61.977 34.121 122.684 1.0027.48
63.390 33.499 120.828 1.00 27.83
63.911 32.921 122.137 1.00 28.72
63.408 33.906 123.133 1.00 26.19
63.368 32.471 119.697 1.0029.02
64.388 32.229 119.059 1.0029.31
62.208 31.871 119.450 1.00 30.78
62.071 30.872 118.388 1.0031.18
60.886 29.949 118.674 1.00 30.51
61.025 29.316 119.929 1.0035.53
61.847 31.547 117.042 1.0031.98
62.103 30.966 115.990 1.00 32.48

61.353 32.779 117.085 1.00 31.50
61.087 33.504115.862 1.0031.77
59.642 33.952 115.823 1.00 32.02
58.902 33.771 116.790 1.00 32.43
59.234 34.539.114.705 1.00 32.06
57.869 35.009 114.563 1.00 34.05
57.718 35.820 113.277 1.0031.98
58.425 37.139 113.317 1:.0031.24
59.811 37.205 113.220 1.0030.90
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ATOM
ATOM
ATOM
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATINNA

5481
5482
5483
5484
5485
5486
5487
5488
5489
5490
5491
5492
5493
5494
5495
5496
5497
5498
5499
5500
5501
5502
5503
5504

5505 N ASPA 690

5506
5507
5508
5509

5510
5511
5512
5513
5514
5515
5516
5517
5518
5519

5520 N THR A 692

5521
5822
5523
5524 |
5525

L& C

CD2PHE A 687  57.708 38.319 113.478 1.00 30.25
CELPHEA 687 60.474 38.433 113.284 1.0029.92
CE2 PHE A 687 58,360 39.549 113.543 1.00 30.92
CZ PHEA 687 59746 39.605 113.447 1.00:29.08
C PHEAG687 56.869 33.863 114.581 1.00 36.21
O PHEA687 57.118 32.793 114.023 1.0036.33
N GLNA®688 55737 34.107 115.233 1.00 38.05
CA GLNA688  54.668 33.126 115.360 1.00 40,88
CB GLNA688  54.010 33276 116.733 1,00 39.40
CG GLNA 688 55.007 33.279 117.883 1.00 39.50
CD GLNA688  55.697 31.937 118.067 1.0041.62
OEL GLNA688  55.090 30.972 118.537 1.0042.28
NE2 GLNA688  56.970 31.868 117.690 1.0041.76
C GLNAG88 53.633 33.336 114.251 1.00-43.55
O GLNAG688 53,163 34.457 114.031 1.00 43.08
N GLUA®689  53.278 32.256 113.560 1.00 46.65
CA GLUA68Y 52312 32332 112.468 1.00 50.83
CB GLUAG689  52.147 30.961 111.811 1.00 53.49
CG GLUA 689  53.379 30.529 111.039 1.00 57.92
CD GLUA®689  53.964 31.669 110.219 1.0061.45
OE1 GLUA 689  53.213 32.275 109.419 1.00 63.30
OE2 GLUA689  55.171 31.962 110.378 1.00 62.70
C GLUA®B8Y  50.956 32.876 112.892 1.0051.54
O GLUA®68Y  50.448 33.825112.292 1.00 52.34

50.362 32.269 113.912 1.0052.28

CA ASPA G690  49.076 32.739 114,407 1.00 53.63
CB ASPA 690  48.038 31.622 114.377 1.00 54.40
CG ASPAGY0  47.944 30.966 113.025 1.00 55.90
OD1 ASPA690  48.787 30.091 112.736 1.0057.05
OD2 ASPA 690  47.042 31.338 112.246 1,00 57.54
C ASPA69) 49288 33.214 115.828 1.00 53.04
O ASPAG690  49.163 32.440 116.776 1.00 54.88
N PROA691  49.630 34.500 115.991 1.00 51,77
CD PROA691 49,754 35.516 114.930 1.0051.25
CA PROA 691 49.870 35.098 117.303 1.00:50.83
CB PROAG91  49.809 36591 117.010 1.00 50.97
CG PROAG6YL 50422 36.666 115.655 1.00 51.46
C PROA6YT  48.864 34.670 118.362 1.00 49.01
O PROA6Y1  47.667 34.935 118.250 1.00 47.71

49.364 33.982 119.379 1.0048.47
48.530 33.537 120.480 1.0048.33
49.222 32,431 121.293 1.00:48.26
48.413 32.096 122.425 1.0052.42
50.575 32.902°121.789 1.0047.91

48.363 34.758 121.371 1.0047.84

A IDNANN T TLO 19T 1770 1 8K A0 N

CA THR A 692
CB THRA 692
OG1 THRA 692
CG2 THR A 692
C THRA692

M TTIDY A £L0OD
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
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ATOM
ATOM
ATOM
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ATOM
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DILY
5527
5528
5529
5530
5531
5532
5533
5534
5535
5536
5537
5538
5539
5540
5541
5542
5543
5544
5545
5546
5547

5548
5549
5550
5551
5552
5553
5554
5555
5556
5557
5558
5559
5560
5561
5562
5563
5564
5565
5566
5567
5568

LA ADYL
N GLUA693
CA GLUA 693
CB GLUA 693
CG GLUA 693
CD GLU.A 693
OEL GLUA 693
OE2 GLUA 693
C GLUA693
O GLUA693
N ILEA 694
CA ILEA 694
CB ILEA 694
CG2 TLE A 694
CG1 ILE A 694
CDI1 ILE A 694
C ILEA6%4

O ILEA 694
N LYSA695
CA LYSA695
CB LYS A 695
CG LYS A 695

CD LYS A 695
CE LYSA®695
NZ LYS A 695
C LYSA695
O LYSA695
N LYS A 696
CA LYSA 696
CB LYSA696
CG LYS A696
CD LYS A 696
CE LYS A 696
NZ LYS A 696
C LYSA696
O LYSA696
N THRA697
CA THR A 697
CB THR A 697
OG1 THR A 697
CG2 THR A 697
C THR A 697
O THRA 697

5569 N VAL A 698

5570
5571

CA VALA698
CB VAL A 698

47Uy D0./90 LLL.LAY LYY 40.LD
47.465 34.680.122.345 1.00 46.06
47272 35.799123.252 1.00 45.40
45.801 36.218 123.299 1.00 46.80
45.404 37.194 122.204 1.00 48.86
44.126 37.955122.527 1.0050.68
43.803 38.923 121.802 1.00 51.42
43.441 37.588 123.504 1.00:52.10
47.754 35.464 124.653 1.00 44.53
47.412 34417 125.201 1.00 45.71

48.566 36.349 125.224 1.00 42.89

49.075 36.154 126.576 1.00 42.24
50.621 36.077 126.583 1.00 40.96
51.077 34.882 125764 1.0041.39
51.229 37.359 126.012 1.00 40.65
51.333 38.489127.005 1.0039.38

48.586 37.305 127.461 1.0042.45
48.125 38.330 126.949 1.0041.11

48.672 37.136 128.779 1.00 42.05
48.214 38.170 129.707 1.00:42.33
46.789 37.855 130.178 1.00.44.90
45.797 37.613 129.054 1.00 47.60

44.441 37.157 129.583 1.00 50.28
43.525 36.725 128.438 1.0051.32
42.182 36.289 128.911 1.0050.91
49.112 38.342 130933 1.0041.37
49.724 37.385 131.409 1.00 40.68
49.165 39.576 131.432 1.0040.20
49.942 39.954 132.611 1.0039.37
49.313 39.352 133.876 1.0039.60
47.867 39.792 134.109 1.0041.21
47.437 39.696 135.578 1.00 42.30
47.431 38.269 136.098 1.00 43.25
46.924 38.194 137.502 1.00:45.00
51.433 39.628 132.572 1.00 38.91
52.265 40.481132.886 1.00 37.50
S1.777 38.399 132.204 1.00 38.70
53.179 38.001 132.134 1.00 38.61
53.585 37.108 133.328 1.00.39.37
52.766 35.932 133.346 1.0042.30
53.421 37.856134:638 1.00 39.98
53.466 37.235 130.853 1.0037.13
52.554 36.830 130,136 1.00 38.04
54.747 37.045 130.569 1.00 35.32
55.162 36.315 129.386 1.0034.33
55.268 37.246 128.151 1.00 35.55
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ATOM 5572 CGI VALA 698 56445 38.208 128.306 1.0033.52 A
ATOM 5573 CG2VALA 698 55408 36,411 126.890 1.0034,78 A
ATOM 5574 C VALAG98  56.517 35.686 129.671 1.0033.13 A
ATOM 5575 O VALA698  57.325 36.241 130420 1.0031.13 A
ATOM 5576 N ALAA699  56.757 34.517 129.090 1.0031.60 A
ATOM 35577 CA ALAA699 58021 33.836129.299 1.0032.22 A
ATOM 5578 CB ALAA 699  57.830 32.325129.209 1.0031.42 A
ATOM 35579 C ALAA699  59.040 34.294 128.269 1.0032.42 A
ATOM 5580 O ALAA699  58.718 34.453 127.093 1003441 A
ATOM 5581 N VALA700  60.265 34.516 128.731 1.0031.73 A
ATOM 5582 CA VALA700  61.365 34.932 127.875 1.0031.38 A
ATOM 5583 CB VALA700  62.001 36.246 128.382 1.0031.3% A
ATOM 5584 CGIVALA 700  63.062 36.717 127.406 1.0031.14 A

ATOM 5585 CG2VALA700 60929 37.311128.551 1.0030.26 A

ATOM 5586 C VALA700 62383 33.801 127.967 1.0031.44 A

ATOM 5587 O VALAT700 63.264 33.814128.820 1.003028 A

ATOM 5588 N ASNA701 62253 32.825127.077 1.0033.32 A

ATOM 5589 CA ASNAT701 63.128 31.660 127.088 1.003524 A
ATOM 5590 CB ASNA 701  62.328 30.423 126.692 1.0037.83 A
ATOM 5591 CG ASNA 701 61.079 30.257 127.526. 1.0041.20 A
ATOM 5592 ODIASNA701  61.148 30.159 128.750 1.0041.38 A
ATOM 5593 ND2ASNA 701 59.924 30.230 126.866 1.0045.20 A
ATOM 5594 C ASNA7T01L 64367 31.744126.215 1.0033.90 A

ATOM 5595 O ASNAT701  64.283 31.657124.996 1.003330 A

ATOM 5596 N GLYA702 65518 31.894 126.857 1.0033.08 A

ATOM 5597 CA GLYA 702 66.771 31.961 126,131 1.0032.55
ATOM 5598 C GLYA 702 67026 33.224 125331 1.00732.24
ATOM 3599 O GLYA702 66235 34.172 125.342 1.0032.41
ATOM 5600 N ILEA 703  68.152 33.218 124.628 1.00 30.75

ATOM 5601 CA ILEA703  68.578 34.337 123.801 1.0029.32
ATOM 5602 CB ILEAT703 69984 34.085 123.253 1.0027.83
ATOM 5603 CG2ILEA 703  70.428 35253 122.386 1.0027.56
ATOM 5604 CG1ILEA 703  70.947 33,878 124.420 1.0027.33
ATOM 5605 CDIILEA703  72.325 33.459 123.994 1.0026.70
ATOM 5606 C ILEA703  67.631 34.590 122.634 1.0028.96

ATOM 5607 O ILEA703  67.320 33.688 121.857 1.00 29.69

ATOM 5608 N GLYA704  67.171 35.829 122.519 1.0027.28
ATOM 5609 CA GLYA704 66.270 36.166121.440 1,00 26.82
ATOM 5610 C GLYA704  65.461 37.399 121.758 1.00 26.55
ATOM 5611 O GLYA704 65751 38.122 122.713 1.00 26.65
ATOM 5612 N THRAT705 64.430 37.628 120.957 1.0024.56
ATOM 5613 CA THRA705 63.573 38.785 121.126 1.00 2435
ATOM 5614 CB THRA705 63.729 39.779 119.939 1.0022.58
ATOM 5615 OGLTHRA 705  65.101 40.165 119.813 1.00 19.50 A
ATOM 5616 CG2THRA 705 62.869 41.016 120.153 1.0020.96 A
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM

ATORA

5618
5619
5620
5621
5622
5623

5624
5625
5626
5627
5628
5629
5630
5631
5632
5633
5634
5635
5636
5637
5638
5639
5640
5641
5642
5643
5644
5645
5646
5647
5648
5649
5650
5651
5652
5653
5654
5655
5656
5657
5658
5659
5660
5661

LLEY

W LLAIN LY 2V MALLT JUIUL LLLGLOV LU & LU

O THRA705 61.686 37.482 120.430 1.00 23.63
N VALA706 61.365 38.982122.080 1.0025.16
CA VALA 706  59.946 38.702 122.184 1.0026.76
CB VALA 706  59.559 38.196 123.593 1.0026.40
CGI VALA 706 60.087 39.123 124.639 1.0029.98
CG2 VALA 706 58.055 38.079 123.702 1.00.28.12

C VALAT706 59209 39.997 121.855 1.00 26.04
O VALA706  59.524 41.062122.390 1.0027.51
N ILEA 707 58.246 39.906 120.949 1.00 25.07
CA ILEAT07  57.485 41.074 120.547 1.0024.27
CB ILEA707 57.674 41.358 119.045 1.0023.26
CG2ILEA 707  56.933 42.631 118654 1.0022.04
CGLILEA 707  59.167 41.490 118.736 1.0021.31
CDI1 ILEA707  59.481 41.629 117.268 1.0021.58
C ILEAT707 56.010 40.858 120.846 1.0024.92
O ILEA707  55.440 39.823 120.510 1.00 25.06
N LEUA708 55406 41.847 121.492 1.0025.90
CA LEUA708  53.998 41.801 121.860 1.00 25.95
CBB LEUAT708  53.852 41.818 123.386' 1.00 25.03
CG LEUA708 54515 40.665 124.138 1.0025.58
CDILEUA 708 54522 40.945 125.635 1.0024.52
CD2 LEUA 708  53.765 39.377 123.828 1.0025.47
C LEUA708  53.326 43.032121.283 1.0025.77
O LEUAT708 53.919 44,105 121.252 1.00 25.52
N TYRAT709 52.090 42.888 120.826 1.00 26.87
CA TYRAT709 51.394 44.032 120.273 1.00 29.03
CB TYRAT709 51.585 44.091 118.751 1.00 28.04
CG TYRAT709  50.867 43.008 117.980° 1.00 28.04
CDLTYRA709  49.528 43.151 117.625 1.0028.84
CELITYRAT709 48864 42.156 116913 1.0029.42
CD2TYRAT709 51.528 41.838 117.604 1.0027.00
CE2TYRAT709 50.876 40.840 116.896 1.0028.36
CZ TYRAT709 49.545 41.006 116.554 1.00 30.53
OH TYRA709 48889 40.017 115.860 1.0033.19
C TYRAT09  49.920 44.003 120.619 1.00 30.62
O TYRA7T09  49.345 42.945120.878 1.00 30.64
N LEUA710 49.320 45.185 120.619 1.0032.33
CA LEUATIO 47915 45340 120.929 1.00 34.98
CB LEUA710 47.766 46,203 122.182 1.00 34.98
CG LEUA710  46.520 46.081 123.060 1.00 35.54
CDILEUA710 46559 47.193 124.099 1.0035.33
CD2LEUAT710 45256 46.186 122.232 1.00 36.47
C LEUATIO 47.255 46.033 119.739 1.0037.94
O LEUAT710 47.578 47.177 119.428 1.00 38.85
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ALum
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

SOV
5663
5664
5665
5666
5667
5668
5669
5670
5671
5672
5673
5674
5675
5676
5677
5678
5679
5680
5681
5682
5683
5684
5685
5686
5687
5688
5689
5690
5691
5692
5693
5694
5695
5696
5697
5698
5699

5700
5701
5702
5703
5704
5705
5706
5707

N ALAA 711 40247 40007 LIZU0L LUY 40,00 A
CA ALAATIL 45656 45933 117.929 1.0045.03 A
CB ALAAT7IL 44916 44.862 117.147 1.004438 A
C ALAAT7IL  44.675 46963 118.482 1.0048.06 A
O ALAAT7IL 44369 46.955119.675 1.0048.76 A
N SERA712 44.186 47.855117.630 1.00561.73 A
CA SERA712 43246 48.876 118.086 1.005535 A
CB SERA712 43.746 50270 117.685 1.005594 A
OG SERA 712 43.953 50.366 116.286 1.0056.18 A
C SERA712 41.833 48.652 117.548 1.0056.68 A
O SERAT712Z  41.664 47.761 116.685 1.0057.76 A
OXTSERA712 40913 49373 117.998 1.00 57.74 A
CB METB 1 157.213 63.344 155.329 1.005623 B
CG METB 1 158.062 62.872 156.508 1.0058.96 B
SD METB | 159.285 64.099 157.059 1.006432 B
CE METB 1 160.825 63.401 156.383 1.0060.94 B
C METB 1 155.165 62.075156.024 1.00 50.57 B
O METB 1 153.994 62461 155.971 1.0050.75 B
N METB 1 155410 62.887 153.686 1.0055.13 B
CA METB | 156.136 62,347 154.875 1.0053.68 B
N VALB 2 155.665 61.400 157.055 1.004598 B
CA VALB 2 154.881 61.066 158.238 1.0039.99 B
CB VALB 2 154219 62.313 158.842 1.0039.73 B
CG1 VALB 2 153370 61.921 160.041 1.0038.80 B
CG2VALB 2 155.286 63.304 159.262 1.003932 B
C VALB 2 153.804 60.018 158.005 1.0036.54 B
O VALDB 2 152785 60.278 157.367 1.003442 B
N SERB 3 154.047 58.828 158.540 1.0032.37 B
CA SERB 3 153.106 §7.722 158430 1.0029.68 B
CB SERB 3 153.105 57.163 157.009 1.002945 B
OG SERB 3 154.396 56.712 156.651 1.0028.52 B
C SERB 3 153526 56.632 159405 1.0027.18 B
O SERB 3 [54.626 56.673 159.958 1.0026.72 B
N ILEB 4 152.646 55.665159.629 1.00:25.37 B
CAILEB 4 152973 54.569 160.521 1.0025.66 B
CB ILEB 4 151.731 53.709 160.843 1.0024.76 B
CG2ILEB 4 152.125 52.542161.728 1.0026.38 B
CGLILEB 4 150.675 54.562 161.547 1.0025.10 B
CDIILEB 4 149420 53.794 161.939 1.0025.05 B
C ILEB 4 154.007 53.718 159.790 1.0026.07 B
O ILEB 4 153.845 53.415158.608 1.002523 B
N ARGB 5 155.081 53.353160.482 1.0026.08 B
CA ARG B 156.116 52.537 159.867 1.00 26.93

CG ARG B 158,585 51.964 160.007 1.0030.88

5 B
CB ARGB 5 157381 52.538 160.722 1.0027.69 B
5 3
CD ARGB 5 159.780 51.926 160.925 1.00:36.83 B
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATONA

5708
5709
5710
5711
5712
5713
5714
5715
5716
5717
5718
5719
5720
5721
5722
5723
5724
5725
5726
5727
5728
5729
5730
5731
5732
5733
5734
5735
5736
5737

5738
5739
5740
5741
5742
5743
5744
5745
5746
5747
5748
5749
5750
5751

5752
5782

NE ARGB 5 161.021 51.725 160.187 1.00 41.50
CZ ARGB 5 162.228 51.763.160.740 1.00 43.69
NHIARGB 5 162.351 51.993 162.042 1.00 43.27
NH2ARGB 5 163311 51.582 159.992 1.00 44.61
C ARGB 5 155611 51.107 159.706 1.0025.96
O ARGB 5 155.094 50.519 160.655 1.0025.21
N ARGB 6 155771 50.554 158.507 1.0024.32
CA ARGB 6 155313 49.199 158.229 1.0024.40
CB ARGB 6 153.943 49.249 157.532 1.00 23.67
CG ARGB 6 152786 49.428 158.512 1.00 27.30
CD ARGB 6 151400 49.414 157.856 1.00 27.20
NE ARGB 6 151.030 50.728 157.351 1.00 30.01
CZ ARGB 6 149915 51.380157.673 1.0027.01
NHIARGB 6 149.030 50.851 158,507 1.0026.39
NH2ARGB 6 149.698 52.581 157.166 1.0025.64
C ARGB 6 156.298 48.372 157.405 1.0024.16
O ARGB 6 156.951 48,887 156.496 1.0022.38
N SERB 7 156402 47.087157.745 1.0023.21
CA SERB 7 157.289 46.152 157.048 1.0023.31
CB SERB 7 157313 44.793 157.759 1.0021.49
OG SERB 7 157.640 44.921 [59.130 1.0025.22
C SERB 7 156779 45951 155.622 1.0022.30
O SERB 7 [157.552 45.975154.668 1.0021.99
N PHEB 8 155472 45.726 155.504 1.0022.38
CA PHEB § 154.802 45.534 154.218 1.0021.66
CB PHEB 8 154878 44.066 153.760 1.00 19.76
CG PHEB 8 154.261 43.081 154.713 1.00 21.64
CDIPHEB 8 152,997 42.553 154,467 1.00 19.56
CD2PHEB & 154.960 42.650 155.841 1.0021.25
CE1PHEB 8 152,438 41.607 155.324 1.0019.10
CE2PHEB 8 154.409 41.705 156.707 1.00 19.43
CZ PHEB 8 153.145 41.182 156.446 1.0021.14
C PHEB 8 153.354 45.999 154.353 1.00 21.71
O PHEB 8 152.967 46.516 155.405 1.00 20.62
N GLUB 9 152.560 45831 153.301 1.0020.74
CA GLUB 9 I51:171 46.277 153.336 1.0021.82
CB GLUB 9 150984 47442 152.363 1.00 23.37
CG GLUB 9 151.931 48.602 152.591 1.00 25.06
CD GLUB 9 [151.867 49.627 151.477 1.00 25.76
OEI'GLUB 9 152.099 49.257 150.311 1.0024.44
OE2GLUB 9 151.585 50.806 151.767 1.0032.12
C GLUB 9 150.170 45.180 152.993 1.0021.96
O GLUB 9 150454 44301 152.180. 1.00 22.46
N ALAB 10 148996 45.246:153.613 1.0019.71
CA ALAB 10 147937 44.276 153.373 1.00 21.14
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ATOM 5754 C ALAB 10 146.574 44967 153.400 1.0021.86 B
ATOM 5755 O ALAB 10 146.269 45.721 154.324 1.0020.64 B
ATOM 5756 N TYRB 11 145.767 44.714.152.374 1.0023.25 B
ATOM 5757 CA TYRB 11 144437 45300.152.271 1.0023.63 B
ATOM 5758 CB TYRB 11  144.369 46.292 151.110 1.00 23.62 B
ATOM 5759 CG TYRB 1l 145444 47.344 |51.112 1.002525 B
ATOM 5760 CDITYRB 11 146.726 47.056 150.651 1.0025.30 B
ATOM 5761 CE1ITYRB 11 147.726 48.029150.647 1.0027.39 B
ATOM 5762 CD2TYRB 11 145.181 48.637 151.574 1.0025.70 B
ATOM 5763 CE2TYRB 11 146,175 49.621 151.575 1.0026.13 B
ATOM 5764 CZ TYRB 11 147.444 49310 151.111 1.0025.88 B
ATOM 5765 OH TYRB 11 148435 50.268 151.114 1.0026.11 B
ATOM 5766 C TYRB Il 143374 44235 152.035 1.00 2448 B
ATOM 5767 O TYRB 11 143.625 43.221 151,387 1.0025,76 B
ATOM 5768 N VALB 12 142,183 44.472 152.568 1.0024.72 B
ATOM 5769 CA VALB 12 141.066 43.564 152378 1.0024.28 B
ATOM 5770 CB VALB 12 140.204 43.488 153.660 1.0024.03 B
ATOM 5771 CG1 VALDB 12 139970 44.887154.216 1.0024.68 B
ATOM 5772 CG2VALB 12 138.892 42791 153.370 1.0022.19 B
ATOM 5773 C VALB 12 140.262 44.129 151.198 1.0025.12 B
ATOM 5774 O VALB 12 139.549 45.119 151.337 1.0025.19 B
ATOM 5775 N ASPB 13 140403 43512 150.026 1.0025.71 B

ATOM 5776 CA ASPB 13 139.703 43.986 148.839 1.0026.05 B
ATOM 5777 CB ASPB 13 140.608 43.849 147.616 1.002532 B
ATOM 5778 CG ASPB 13 141.777 44.823 147.659 1.0028.06 B
ATOM 5779 OD1 ASPB 13  141.555 45984 148.067 1.0028.17 B
ATOM 5780 OD2ASPB 13 142,907 44.443 147.282 1.0026.63 B
ATOM 5781 C ASPB 13 138334 43.364 148574 1.0025.67 B

ATOM 5782 O ASPB 13 137.613 43.810 147.683 1.0027.69 DB

ATOM 5783 N ASPB 14 137,982 42.337 149.338 1.0024.88 B

ATOM 5784 CA ASPB 14 136.674 41,697 149.223 1.002522 B
ATOM 5785 CB ASPB 14 136.613 40.741 148.025 1.002525 B
ATOM 5786 CG ASPB 14 135183 40496 147.547 1.0024.13 B
ATOM 5787 OD1 ASPB 14 134.982 40.308 146.328 1.0025.54 B
ATOM 5788 OD2 ASPB 14 134257 40.484 148.385 1.0023.89 B
ATOM 5789 C ASPB 14 136435 40.964 150.536 1.0024.59 B

ATOM 5790 O ASPB 14 137.342 40.869 151.358 1.0024.69 B

ATOM 5791 N METB 15 135.223 40.465 150.748 1.0025.21 B
ATOM 5792 CA METB 15 134.891 39.796 152.002 1.002698 B
ATOM 5793 CB METB 15 133.480 39.207 151.929 1.0026.74 B
ATOM 5794 CG METB 15 132396 40.250 151.718 1.0024.90 B
ATOM 5795 SD METB 15 132.561 41.610 152.868 1.0028.88 B
ATOM 5796 CE METB 15 131.722 40948 154.321 1.0027.85 B
ATOM 5797 C METB 15 135.869 38.720 152.466 1.002932 B
ATOM 5798 O METB IS5 136,051 38.521 153.670 1.00:31.17 B



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5799
5800
5801
5802
5803
5804
5805
5806
5807
5808
5809
5810
5811
5812
5813

5814
5815
5816
5817
5818
5819
5820
5821
5822
5823
5824
5825
5826
5827
5828
5829
5830
5831
5832
5833
5834
5835
5836
5837
5838
5839
5840
5841
5842
5843
5844

N ASNB 16
CA ASNB 16
CB ASNB 16
CG ASND 16
OD1 ASNB 16
ND2ASNB 16
C ASNB 16
O ASNB 16
N ILEB 17
CA ILEB 17
CB ILEB 17
CG2ILEB 17
CGLILEB 17
CDLILEB 17
C ILEB 17

O ILEB 17
N ILEB 18
CA ILEB 18
CB ILEB 18
CG2ILEB 18
CGIILEB 18
CDTILEDB 18
C ILEB 18
O ILEB 18
N THRB 19
CA THRB 19
CB THR B 19
OG1THRB 19
CG2THR B 19
C THRB 19
O THRB 19
N VALB 20
CA VALB 20
CB VALB 20
€Gl1 VAL B 20
CG2VALDB 20
C VALB 20
O VALB 20
N LEUB 21
CA LEUB 21
CB LEUB 21
CG LEUB 21
CDI LEU B 21
CD2LEUB 21
C LEUB 21
O LEUB 21

136.502 38.026 151.529 1.00 29.78
137.439 36.979 151.907 1.00 31.48
136.767 35.612 151.760 1.00 34.45
136.431 35.292 150.330 1.0037.79
136.004 36.168 149.571 1.00.41.38
136.611 34.036 149.947 1.0041.39

138.706 37.039 151.062 1.00 30,27

139.345 36.020 150.804 1.0032.13

139.070 38.241 150.639 1.0027.77

140.264 38.423 149.830 1.0027.57

139.889 38.816 148.393 1.0027.14
141.130 39:226 147.619 1.00 24.20
139.179 37.638 147.721 1.0027.36
138.573 37.970 146.385 1.00 31.52

141.204 39473 150.416 1.00 28.36

140.821 40.624 150.633 1.00 27.90
142.440 39.059 150.674 1.0027.87
143.445 39.947 151.228 1.0026.10
143,955 39.419 152.586 1.0026.90
145,205 40.182 153.015 1.0023.00
142,837 39.547 153.627 1.00 27.68
143.195 39.018 154.988 1.00 30.25
144.616 40.096 150.270 1.00 26.42
145237 39.111 149.868 1.00 26.54
144.905 41.340 149.904 1.00 25.39
146.003 41.645 149.000 1.00 26.05
145.621 42.797 148.037 1.00 25.86
144.507 42.395 147.230 1.00 26.83
146.782 43.151 147.136 1.00 26.59
147.221 42.054 149.829 1.0027.40
147.142 42.967 150.662 1.00 26.46
148.339 41.365 149.610 1.00 25.87
149.572 41.656 150.332 1.00 24.45
150.164 40.376 150.965 1.00 23.43
151.504 40.685 151.606 1.00 21.71
149.203 39.813 152.002 1.00 20.70
150.599 42.263 149.385 1.00 25.44
150.924 41.669 148.358 1,00 27.00
151.098 43.450 149.727 1.00:23.86
152.092 44.131 148.904 1.00 24.11
151.653 45.566 148.602 1.00 23.15
150.271 45.747 147.965 1.00 23.90
150.050 47.227 147687 1.00 23.52
150.162 44.929 146.675 1.0022.89
153.434 44,149 149.619 1.00 24.81
153.565 44.669 150.726 1.0024.69
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B
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ATOM 5845
ATOM 5846
ATOM 5847
ATOM 5848
ATOM 5849
ATOM 5850
ATOM 5851

ATOM 5852
ATOM 5853
ATOM 5854
ATOM 5855
ATOM 5856
ATOM 5857
ATOM 5858
ATOM 5859
ATOM 5860
ATOM 35861
ATOM 5862
ATOM 5863
ATOM 5864
ATOM 5865
ATOM 5866
ATOM 5867
ATOM 5868
ATOM 5869
ATOM 5870
ATOM 5871
ATOM 5872
ATOM 5873
ATOM 5874
ATOM 5875
ATOM 5876
ATOM 5877
ATOM 5878
ATOM 5879
ATOM 5880
ATOM 5881
ATOM 5882

N ILEB 22 154436 43.574 148.974 1.002533 B

CA ILEB 22
CB ILEB 22
CG2ILEB 22
CGI1ILEB 22
CDI ILEB 22
C ILEB 22

O ILEB 22
N PROB 23
CD PROB 23
CA PROB 23
CB PROB 23
CG PROB 23
C PRODB 23
O PROB 23
N ALAB 24
CA ALAB 24
CB ALAB 24
C ALAB 24
O ALAB 24
N GLUDB 25
CA GLUB 25
CB GLUB 25
CG GLUB 25
CD GLUB 25
OEIGLUB 25
OE2 GLUB 25
C GLUB 25
O GLUB 25
N GLNB 26
CA GLNB 26

CB GLNB 26
CG GLNB 26

CD GLNB 26
OET'GLNB 26
NE2.GLN B 26
C GLNB 26
O GLNDB 26

ATOM 5883 N LYSB 27

ATOM 5884
ATOM 5885
ATOM 5886
ATOM 5887
ATOM 5888
ATOM 5889

CA LYSB 27
CB LYSB 27
CG LYSB 27
CD LYSB 27
CE LYSB 27
NZ LYS B 27

155,758 43.510 149,558 1.0024.49
156.263 42.058 149.565 1.0025.96
157.705 41.993 150.066 1.00 25.30
155.347 41.220 150.452 1.00 25.97
155.498 39.764 150.241 1.0031.16

156.740 44.371 148.795 1.00 24.02

156.841 44.277 147.579 1.00 22.57
157.465 45.245 149.501 1.00 24.42
157.432 45.579 150.931 1.00 23.45
158.427 46.080 148.780° 1.00 25.93
159.075 46.909 149.894 1.00 26.26
158.807 46.119 151.148 1.00 26.53
159.417 45.180 148.029 1.0026.82
159.886 44.175 148.565 1.00 24.81
159.710° 45.542 146,784 1.00 26.47
160.605 44.766 145.936 1.00 29.34
160.990 45.579 144.699 1.00 27.55
161.858 44.288 146.657 1.00 30.60
162.217 43.112 146.589 1.00.31.07
162.518 45.208 147.347 1.00 32.33
163.740 44.902 148.076 1.00 33.04
164.258 46.169 148.760 1.00 35.85
163.144 47.059 149.310 1.00 43.41
163.614 47.965 150.432 1.00:46.82
164.676 48.607 150.272 1.00 50.48
162.917 48.039 151.471 1.00 47.34
163.581 43.794 149.116 1.00 30.62
164.572 43.257 149.602 1.00 31.51
162.344 43.445 149.449 1.00 28.03
162.098 42.417 150458 1.00 25.60
161.332 43.032 151.629 1.0027.17
161.975 44.286 152.193 1.00 27.08
163.167 43.988 153.071 1.00 27.52
163.972 44.869 153.354 1.00 30.82
163.279 42.748 153.522 1.0027.99
161.320 41,212 149.931 1.00 24,28
160.902 40.348 150.701 1.0022.17
161.130 41.161 148619 1.00 22.40
160.391 40.074 147.998 1.00 23.80
160.458 40.207 146.474 1.0023.24
159.814 39.056 145.709 1.0025.66
159.973 39.252 144,206 1.0029.59
159.385 38.086 143.412 1.0033.80
159.551 38.274 141,929 1.0035.39
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5890
5891
5892
5893
5894
5895
5896
5897
5898
5899
5900
5501
5902
5903
5904
5905
5906
5907
5908

5909

5910
5911
5912
5913
5914
5915
5916
5917
5918
5919
5920
5921
5922
5923
5924
5925
5926
5927

5928
5929
5930
5931
5932
5933
5934

€ IYSB 27
O LYSB 27
N GLUB 28
CA GLUB 28
CB GLUB 28
CG GLUB 28
CD GLU B 28
OE1 GLUB 28
OE2GLUB 28
C GLUB 28
O GLUB 28
N ILEB 29
CA ILEB 29
CB ILE 13 29
CG2ILER 29
CGIILEB 29
CD1ILE B 29
€ ILEB 29
O ILEB 29
N METB 30
CA MET B 30
CB METRB 30
CG METB 30
SD METB 30
CE METB 30
C METB 30
O METB 30
N THRB 31
CA THRB 31
CB THRB 31
OG1 THR B 31
CG2 THR B 31
C THR B 31
O THRB 31
N PROB 32
€D PROB 32
CA PROB 32
CB PRO B 32

CG PROB 32
C PROB 32
O PROB 32
N PROB 33
CD PROB 33
CA PROB 33
CB PROB 33

160.915 38.701 148.412 1.00 24.30
160.144 37.791 148.716 1.00 23.40
162.233 38.567 148.432 1.00 24.73
162.879 37.309 148.767 1.00 26.59
164.267 37.293 148.121 1.0027.53
164.674 35.978 147481 1.0031.91
163.567 35.346 146.668 1.0031.58
162,731 34.639 147.264 1.0036.75
163.521 35.561 145439 1.0031.20
162.975 37.072 150.279 1.00 27.99
163.421 36.008 150.717 1.0027.26
162.545 38.057 151.072 1.00 27.75
162.589 37.950 152.532 1.0027.78
163.264 39.195 153.149 1.0029.29
163.215 39.127 154.674 1.00 26.47
164.712 39.279 152.667 1.00 28.91
165.397 40.579 153.015 1.00 32.65
161.216 37.759 153.185 1.0028.43
161.018 36.820 153.958 1.0029.58
160.276 38.649 152.878 1.00 27.81
158.926 38.579 153.438 1.00 26.88
158.367 39.991 153.616 1.00 28.20
159.060 40.796 154.716 1.0029.60
158.682 42.570 154.641 1.0029.35
160.297 43.283 155.013 1.0029.28
158.036 37.770 152.506 1.00 27.44
157.141 38.301 151.854 1.00 28.02
158.284 36.467 152.472 1.00 27.30
157.570 35.543 151.601 1,00 25.85
158.549 34.514 151.041 1.0027.33
159.060 33.729 152.127 1.0028.82
159.719 35.203 150.348 1.0028.02
156.452 34.757 152.274 1.0025.60
156.383 34.673 153.499 1.00 27.04
155.550- 34.174 151.472 1.00:24.39
155.369 34.328 150.018 1.00 23.98
154.461 33.388 152.062 1.0025.62
153.533 33.119 150.872 1.00 24.39

154.456 33.172 149.686 1.00 25.11
155.099 32.118 152.631 1.00 25.30
156.260 31.836 152.353 1.0027.02
154.351 31.320 153.403 1.00 25.75
154.995 30.265 154.202 1.00.24.17
152.949 31.471 153.802 1.00 25.41
152.687 30.231 154.671 1.00 25.04
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM

5935
5936
5937
5938
5939
5940
5941
5942
5943
5944
5945
5946
5947
5948
5949
5950
5951
5952
5953
5954
5955
5956
5957
5958
5959
5960
5961
5962
5963
5964
5965

5966
5967
5968
5969
5970
5971
5972
5973
5974
5975
5976
5977
5978
5979
5980

CG PROB 33
C PROB 33

O PROB 33

N PHEB 34

CA PHEB 34
CB PHEB 34
CG PHE B 34
CD1 PHEB 34
CD2PHEB 34
CE1PHE B 34
CE2PHE B 34
CZ PHEB 34
C PHEB 34

O PHED 34

N ARGB 35

CA ARGB 35
CB ARGB 35
CG ARGB 35
CD ARGB 35
NE ARGB 33
CZ ARG B 35

NHI ARG B 35
NH2 ARG B 35

C ARGDB 35
O ARGB 35
N LEUB 36
CA LEUB 36
CB LEUB 36
CG LEUB 36
CDILEUB 36
CD2 LEU B. 36

C LEUB 36
O LEUB 36
N GLUB 37
CA GLUB 37
CB GLUB 37
CG GLUB 37
CD GLUB 137
OE1GLUB 37
OE2GLUB 37
C GLUB 37
O GLUB 37
N THRB 38
CA THR B 38
CB THRB 38
OGI THR B 38

153.862 29.316 154.410 1.00 25.22
152.637 32.740 154.576 1.00 25.54
153.430 33.194 155.399 1.00 25.85
151.470 33.305 154.292 1.00 26.31
150.988 34.479 154.998 1.00 25.56
150.456 35.526 154.024 1.00 23.79
151.522 36.210 153.236 1.00 24.17
151587 36.062 151.858 1.00 23.27
152471 37.002 153.872 1.0023.90
152.579 36.690 151.122 1.00 24.07
153467 37635 153.145 1.00 24.80
153.520 37.478 151.763 1.00 24.85
149.849 33.978 155.876 1.00 26.75
149.102 33.075 155.480 1.00 26.89
149.726 34.537 157.072 1.00 27.62
148.651 34.134 157.971 1.00 28.64
149.208 33.380 159.182 1.00 29.03
149.868 32.047 158.835 1.0029.20
150.232 31.265 160.090 1.0029.43
149.052 30.772 160.801 1.00 29.56
148285 29.769 160.383 1.00 30.19
148.568 29.136 159.251 1.00 29.63
147.229 29.399 161.097 1.0029.79
147.872 35.357 158.428 1.00-29.28
148.424 36.452 158.518 1.0029.25
146.583 35.168 158.693 1.00 30.48
145.719 36.252 159.148 1.00 29.55
144416 36.259 158.347 1.0028.88
143.453 37.425 158.598 1.0028.22
144,144 38.741 158.276 1.00 26.87
142.204 37.250 157.738 1.00 26.87

145.426 36.054 160.633 1.00 29.83
144.933 35.000 161.046 1.0029.35
145.732 37.073 161.430 1.0029.24
145.534 37.004 162.874 1.0030.97
146.883 37.107 163.593 1.0030.30
147.951 36.132 163.131 1.0031.20
149.330 36.493 163.665 1.00 32.84
150.289 35.739 163.405 1.0035.31
149.459 37.537 164.341 1.00 34.28
144.627 38.087 163.453 1.00 31.89
144.421 39.147 162.858 1.00 30.90
144.093 37.783 164.632 1.00 33.62
143.258 38.687 165.414 1.00 35,50
141.750 38.502 165.164- 1.00 35.39
141.342 37.208 165.620- 1.00 37.62
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5981
5982
5983
5984
5985
5986
5987
5988
5989
5990
5691
5992
5993
5994
5993
5996
5997
5998
5999
6000
6001
6002
6003

6004
6005
6006
6007
6008
6009
6010

CG2THR B 38
C THRB 38
O THRB 38
N GLUB 39
CA GLUB 39
CB GLUB 39
CG GLUB 39
CD GLUB 39
OELGLUB 39
OE2GLUB 39
C GLUB 39
O GLUB 39
N ILEB 40
CA ILEB 40
CB ILEB 40
CG2ILE B 40
CG1ILEB 40
CDIILE B 40
C ILEB 40
O ILEB 40
N THRB 41
CA THR B 41
CB THR'B 41

OG1 THRB 41
CG2THR B 41
C THRB 41
O THR B 41
N ASPB 42
CA ASPB 42
CB ASPB 42

6011 CG ASPB 42

6012
6013
6014
6015
6016
6017
6018
6019
6020
6021
6022
6023
6024
6025

OD1ASPB 42
OD2 ASPB 42
C ASPB 42

O ASPB 42

N PHEB 43

CA PHEB 43
CB PHEB 43
CG PHEB 43
CDI PHEB 43
CD2PHE B 43
CE1LPHEB 43
CE2 PHE B 43
CZ PHEB 43
C PHEB 43

141.431 38.652 163.691 1.0036.68 B
143.568 38.246 166.837 1.00 36.62
144.309: 37.282 167.031 1.00 35.55
143.017 38.937167.825 1.0038.05
143.259 38.579 169.220 1.00 40.18
142.635 39.625 170.144 1.00 39.80

141.140 39.814 169.925 1.0041.01

140,504 40,740 170.944 1.00 40,15

139.294 41.009 170.816 1.00-40.58

141.210 41.193 171.869 1.0040.07
142,694 37.197 169.56%9 1.0041.98 B
142,969 36.659 170.643 1.004247 B
141.909 36.624 168.663 1.004296 B
141.306 35320 168.906 1.004522 B
139.776 35.457 169.113 1.0047.55 B
139.090 34.101 168973 1.0049.61 B

B
B
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139.494 36.065170.488 1.0049.85
138.014 36.200 170.799 1.00 52.44
141.558 34.296167.801 1.0045.19 B
141.520 33.091 168.051 1.004556 B
141:821 34,765 166.586 1.0043.88 B
142,044 33.845 165479 1.00 44.01
140.950 34.005 164.403 1.0043.83 B

140.857 35382 164.016 1.0044.76 B

139605 33.530 164.936 1.0042.56 B
143.406. 33.922 164.793 1.004321 B
144.079 34.955 164.803 1.0042.60 B
143.788 32.798 164.192 1.0042.23 B
145.049 32.653 163.474 1.0040.95 B
146,130 32.120 164.418 1.0041.05 B
147.467 31,926 163.730 1.004062 B

148.387 31378 164.368 1.004145 B

147.603 32,323 162.558 1.0040.71 B
144.807 31.650 162.349 1.00 39.96. B
144.894 30.444 162.562 1.003927 B
144.499 32.152 161.157 1.0038.52 B
144.229 31.293 160.012 1.0037.51 B
142.828 31.571 159.452 1.0039.01. B
141.711 31.179 160.376 1.0042.42 B

141,357 31.988 161.448 1.0042.99 B

141.013 29.990:160.176 1.0043.85 B

140.321 31.616 162.309 1.0043.37 B

139.980 29.612 161.031 1.004332 B
139.635 30.429 162.100 1.0042.74 B
145.242 31.455 158.883 1.0036.10 B
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ATOM 6026 O PHEB 43 145.893 32493 158.758 1.003634 B
ATOM 6027 N PROB 44 145.388 30.420 158.044 1.00 3349 B
ATOM 6028 CD PROB 44 144.833 29.059 158.165 1.00 33.39
ATOM 6029 CA PROB 44 146.331 30.493 156.931 1.00 32:99
ATOM 6030 CB PROB 44 146608 29.028 156.629 1.00 33.40
ATOM 6031 CG PROB 44 145265 28412 156.863 1.00 32.98
ATOM 6032 C PROB 44 145.664 31.184 155.759 1.0031.80
ATOM 6033 O PROB 44 144.439 31.179 155.645 1.00 32.96
ATOM 6034 N LEUB 45 146.467 31.791 154.898 1.00 29,65
ATOM 6035 CA LEUB 45 145938 32.443 153.716 1.0027.78
ATOM 6036 CB LEUB 45 146.402 33.899 153.636 1.0027.82
ATOM 6037 CG LEUB 45 145790 34.863 154.657 1.00 29.57
ATOM 6038 CDILEUB 45 146.567 36.169.154.663 1.0025.91
ATOM 6039 CD2LEU B 45 144.320 35.097 154319 1.00 26.82
ATOM 6040 C LEUB 45 146470 31.668 152.525 1.00 28.65
ATOM 6041 O LEU B 45 147.612 31.206 152.532 1.0027.90

SE e ww® ¥ gy

ATOM 6042 N ALAB 46 145.632 31.509 151.509 1.00 27.96
ATOM 6043 CA ALAB 46 146.036 30.800 150.309 1.0029.22
ATOM 6044 CB ALAB 46 144925 29.845 145.870 1.0028.18
ATOM 6045 C ALADB 46 146325 31.829 149.216 1.00 28.38
ATOM 6046 O ALAB 46 145.548 32.761 149.018 1.0027.76
ATOM 6047 N VALB 47 147453 31.673 148.528 1.00 29.86
ATOM 6048 CA VALB 47 147.817 32.592 147.452 1.0031.07
ATOM 6049 CB VALB 47 149343 32.621 147.214 1.00.29.69
ATOM 6050 CGI VAL B 47 149.668 33.514 146.017 1.00:30.14
ATOM 6051 CG2 VAL B 47 150,052 33.131 148.453 1.00 30.40
AIOM 6052 C VALB 47 147.129 32.143 146.166 1.00 33.15
ATOM 6053 O VALB 47 147437 31.077 145.628 1.00 34.40
ATOM 6054 N ARGB 48 146.199 32.957 145.678 1.00 34.08
ATOM 6055 CA ARGB 48 145463 32.631 144.465 1.00 34.87
ATOM 6056 CB ARG B 48  144.052 33.222 144.537 1.00 36.51
ATOM 6057 CG ARGB 48 143.070 32.611 143.547 1.00 39.03
ATOM 6058 CD ARG B 48 141.663 33.140 143.765 1.00 40.73
ATOM 6059 NE ARG DB 48 141.587 34.577 143.523 1.00 41.77
ATOM 6060 CZ ARGB 48 140486 35.304 143.681 1.0042.69
ATOM 6061 NHI ARG B 48 140.512 36.608 143.437 1.0041.90 B
ATOM 6062 NH2ARGB 48 139.360 34.726 144.087 1.0042.47 B
ATOM 6063 C ARGB 48 146.176 33.132 143210 1.003491 B
ATOM 6064 O ARGB 48 145970 32.603 142.119 1.0035.01 B
ATOM 6065 N GLUB 49 147.018 34.147 143369 1.0034.37 B
ATOM 6066 CA GLUB 49 147.760 34.713 142.249 1.00 35.58
ATOM 6067 CB GLUB 49 146.808 35461 141,307 1.00 38.88
ATOM 6068 CG GLUB 49 145.993 36.519 142.019 1.00 44.17
ATOM 6069 CD GLU B 49  144.762 36.967 141.252 1.00 47.25
ATOM 6070 OE1 GLUB 49 144.916 37.655 140:220 1.00 50.21
ATOM 6071 OE2GLUB 49  143.638 36.630 141.690 1.00 47.96
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6072 C GLUDB 49
6073 O GLUB 49
6074 N GLUB 50
6075 CA GLUB 50
6076 CB GLU B 50
6077 CG GLUB 50
6078 CD GLU B 50
6079 OE1 GLU B 50

6080 OE2 GLUB 50
6081 C GLUB 50
6082 O GLUB 350
6083 N TYR.B 51
6084 CA TYRB 51
6085 CB TYRB 51
6086 CG TYRB 51
6087 CDITYR B 51
6088 CE1TYRB 51
6089 CD2TYRB 51
6090 CE2TYRB 51
6091 CZ TYRB 51
6092 OH TYRB 51
6093 C TYRB 51
6094 O TYRB 51
6095 N SERB 52
6096 CA SERB 52
6097 CB SER D 52
6098 OG SER B 52
6099 C SERB 52
6100 O SER B 52
6101 N LEUB 53
6102 CA LEUB 53
6103 CB LEUB 53
6104 CG LEUB 53
6105 CD1LEUB 53
6106 CD2LEU B 33
6107 C LEUB 53
6108 O LEUB 53
6109 N GLUB 54
6110 CA GLUB 54
6111 CB GLUDB 54
6112 CG GLUB 54
6113 CD GLUB 54
6114 OE1 GLUB 54
6115 OE2GLU B 54

6116 C GLUB 54 157.689 48.619140.739 1.0046.18 B

148.804 35.671 142.792 1.00 35.11
148.650 36.199 143.893 1.00 36.08
149.859 35.900'142.018 1.0033.89
150.928 36.793 142.436 1.00 33.96
151.877 36.056 143.388 1.0032.26
152.546 34.829 142,771 1.00 32.34
153.418 34.057 143.753 1.00 29.54
152.881 33.302 144.592 1.00 28.87

154.650 34.213 143.683 1.0030.21
151.709 37320 141.236 1.00 35.57
151.993 36.580 140.295 1.00 37.86
152,047 38.604 141.270 1.00 35.41
152.812 39.225 140.194 1.0035.18
151:908 39.558 138.999 1.00 34.44
150.619 40.254 139.356 1.00 36.05

150.580 41.630 139.577 1.00:35.12
149.387 42.269 139.915 1.00 35.76

149.432 39.531 139.484 1.00 37.62
148,237 40.159 139.824 1.00 37.34
148.221 41.527 140.037 1.00 36.83
147.038 42.146 140.374 1.00 38.21
153.496 40.471 140.717 1.00 35.48
153.246 40.894 141.844 1.00 34,34
154.358 41.068 139.906 1.00 37.18
155,082 42,244 140.358 1.0040.01
156.565 42.108 139.999 1.0040.58
156.746 42.013 138.602 1.00 41.31

154.571 43.587 139.864 1.0041.12
154.157 43.731 138.716 1.0041.99
154601 44.568 140.759 1.00 42.10
154.196 45.928 140.443 1.00 43.83
153.400 46.538 141.597 1.00 44.04

151.887 46.297 141.575 1.00 45.23
151.582 44.855 141.226 1.00 45.62
151.301 46.660 142.929 1.00 46.02
155.482 46.710 140.213 1.00 45.98
156.573 46.135 140.232 1.00 46.25
155.365 48.016 140.005 1.00 46.95
156.541 48.838 139.747 1.00 48.38
156.147 50.317 139.723 1.00 52.05
157.265 51.242 139.268 1.00 56.68
156.810 52.684 139.150 1.00 59.28
155.921 52.960 138.312 1.00 59.74
157.339 53.538 139.896 1.00 61.23
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ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6117

6118
6119
6120
6121
6122
6123
6124
6125
6126
6127
6128
6129
6130
6131
6132
6133
6134
6135
6136
6137
6138
6139
6140
6141
6142
6143
6144
6145
6146
6147
6148
6149
6150
6151
6152
6153
6154
6155

6156
6157
6158
6159
6160
6161

O GLU B 54

N ALAB 55
CA ALAB 55
CB ALAB 55
C ALADB 55
O ALAB 35
N LYSB 56
CA LYSB 56
CB LYS B 56
CG LYSB 56
CD LYSB 56
CE LYSB 56
NZ LYSB 56
C LYSB 56
O LYSB 56
N TYRB 57
CA TYRB 57
CB TYRB 57
CG TYRDB 57
CDITYRB 57
CE1TYRB 57
CD2TYRB 57
CE2TYRB 57
CZ TYRB 57
OH TYRB 57
C TYRB 57
O TYRB 57
N LYSB 58
CA LYSDB 58
CB LYS B 58
CG LYSB 58
CD LYSB 58
CE LYSDB 58
NZ LYSB 58
C LYSB 58
O LYSB 58
N TYRB 59
CA TYRB 59
CB TYRB 59

CG TYRB 59
CDITYRB 59
CE1ITYRB 59
CD2TYRB 59
CE2TYRB 59
CZ TYRB 59

158.831 48.403140.330 1.00 46.72

157.389 48.670 142.033 1.0042.01
158.415 48.483 143.053 1.00 38.23
158.919 49.841 143.537 1.00 37.53
157.884 47.671 144.231 1.00 36.17
158.399 47.755 145.344 1.00 35.00
156.847 46.885 143.974 1.00 33.42
156.243 46.054 145.002 1.0030.34
154.988 46.726 145.563 1.00 30.61
155.232 48.052 146.258 1.00 32.67
153.927 48.643 146.767 1.00 32.47
154,173 49.908 147.569 1.00 33.37
152.903 50.460 148.115 1.00.34.89
155.846 44.717 144.404 1.00 29.11
155.518 44.632 143.221 1.00 27.49
155.888 43.668 145.214 1.00 26.49
155.472 42.364 144.739 1.00 25.24
156,473 41.275 145.117 1.00 26.34
156.256 40.022 144.311 1.00 26.18
156.481 40.012 142.933 1.0027.08
156.229 38.875142.170 1.0027.37
I55.778 38.859 144.909 1.0028.48
155.524 37.714 144.157 1.00 28.92
155.751 37.733 142.789 1.00 28.49
155487 36.611 142.045 1.0031.70
154.130 42.109 145.405 1.0025.98
153991 42.222 146.632 1.00 24.86
153.147 41.763 144.584 1.00 23.38
151.788 41.548 145.045 1.0022.69
150.853 42.378 144.163 1.00.24.19
149.375 42.104 144.347 1.00 25.81
148.565 43,022 143.454 1.0027.19
147.077 42.806 143.640 1.00 30.77
146.300 43.759 142.797 1.00 34.53
151.291 40.112 145.085 1.0023.23
151.525 39.332 144.159 1.00 24.14
150.593 39.776 146,167 1.00 23.00
149.990 38.459 146.335 1.00 24.46
150.584 37.685 147.517 1.0023.30

152.057 37.398 147.454 1.0023.43
152.987 38.353 147.855 1.00:23.37
154.351 38.082 147.835 1.00 24.55
152.525 36.154 147.022 1.00 23,74
153.893 35.868 146.995 1.00 23.99
154.799 36.838 147.407 1.00 25.04
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ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6162
6163
6164
6165
6166
6167
6168
6169
6170
6171
6172
6173
6174
6175
6176
6177
6178
6179
6180
6181
6182
6183
6184
6185
6186
6187
6188
6189
6190
6191
6192
6193

6194
6195
6196
6197
6198
6199
6200
6201
6202
6203

6205
6206
6207

OH TYRB 59
C TYRB 59
O TYRB 59
N VALB 60
CA VAL B 60
CB VALB 60
CG1 VALB 60
CG2VALB 60
C VALB 60
O VALB 60
N CYSB 6l
CA CYSB 61
CB CYSB 61
SG CYSB 61
C CYSB 6l
O CYSB 6l
N VALB 62
CA VALB 62
CB VALDB 62
CGI1 VALB 62
CG2VALB 62
C VALDB 62
O VALB 62
N SERB 63
CA SERB 63
CB SER B 63
OG SERB 63
C SERB 63
O SERB 63
N ASPB 64
CA ASPB 64
CB ASPB 64

CG ASPB 64
OD1 ASPB 64
OD2 ASPB 64
C ASPB 64
O ASPB 64
N ALAB 65
CA ALAB 65
CB ALAB 65
C ALAB 65
O ALAB 65
N PROB 66
CD PROB 66
CA PROB 66
CB PROB 66

156.148 36.573 147.412 1.0024.22
148.524 38.691 146.669 1.00 25.89
148.228 39.401 147.630 1.00 28.20
147.600 38.128 145.896 1.0025.35
146.197 38.294 146.254 1.00 24.92
145.287 38.571 145.016 1.0025.24
146.126 39.111 143.875 1.00 23.89
144.495. 37.343 144.629 1.00 24.86
145.855 36.979 146.942 1.00 24.47
145.970 35.910 146.351 1.0025.14
145.474 37.063 148.211 1.00 24,68
145,181 35.870 148.990 1.00 26.35
145.991 35.893 150.280: 1.00 24.96
147.724 36.278 150.041 1.00 26.79
143.718 35.668 149.335 1.00 27.68
142.945 36.621 149.407 1.0026.99
143.361 34.407 149.560 1.00 28.71
142.004 34.021 149.907 1.00 28.92
141.477 32,920 148.970 1.00 28.38
140.159 32.384 149.492 1.00 26.93
141.312 33.466.147.565 1.00 26.12
141.980 33.479151.323 1.00 31.13
142,859 32.713 151.714 1.00 31.24
140.972 33.885.152.087 1.00 32.98
140.817 33.427 153:461 1.00 36.00
140.585 34.615 154.398 1.0036.93
139.379 35.293 154.076 1.00 39.45
139.620 32.486 153.526 1.00 37.06
138.647 32.661 152.794 1.00 36.27
139.692 31.489 154.399 1.00 39.55
138.600 30.534 154.540 1.00.42.70
139.040 29,342 155.397 1.00.45.20

139.993 28.408 154.659 1.00 47.56
140.648 27.573 155.325 1.00:49.11
140.079 28.501 153.413 1.0047.87
137414 31.227 155.185 1.00 43.34
136.297 31.174 154.675 1.00.43.59
137.671 31.886 156.308 1.0043.74
136.629 32.597 157.028 1.00 43.04
136,852 32.461 158.531 1.00 42,92
136.634 34.067 156.627 1.00 42.62
137.694 34.670 156.461 1.00:43.46
135.446 34.658 156.441 1.00 41.57
134,125 34.013 156.344 1.00 42.52
135364 36.071 156.060 1.00 40.11
133.862 36.300 155.922 1.0041.24
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6208
6209
6210
6211
6212
6213
6214
6215
6216
6217
6218
6219

6221
6222
6223
6224
6225
6226
6227
6228
6229
6230
6231

6232
6233
6234
6235
6236
6237
6238

6240
6241
6242
6243
6244
6245
6246
6247
5248
6249
6250
6251
6252

CG PROB 66
C PROB 66
O PROB 66
N VAL DB 67
CA VALB 67
CB VALB 67
CG1 VAL'B 67
CG2 VAL B 67
C VALB 67
O VALB 67
N THRB 68
CA THRB 68
CB THRB 6§
OGLTHR B 68
CGZTHR B 68
C THRB 68
O THRB 68
N PHE B 69
CA PHEB 69
CB PHEB 69
CG PHEB 69
CD1 PHEB 69
CD2PHEB 69
CEl PHE B 69

CE2PHE B 69
CZ PHEB 69
C PHEB 69

O PHEB 69
N GLY B 70
CA GLYB 70
C GLYB 70

O GLY B 70
N LYSB 71

CALYSB 71
CB LYS B 71
CG LYSB 71
CD LYSB 71
CE LYSB 71
NZ LYSB 71
C LYSB 71

O LYSB 71

N ILEB 72

CA ILEB 72
CB ILEB 72
CG2ILEB 72

133.372 34.967 155.440: 1.00 42.49
135984 36.946 157.145 1.0037.78
135.964 36.593 158.322 1.00 38.59
136.537 38.085 156.750 1.00 35.74
137.157 38.987157.711 1.00 33.80
137.854 40.160 156:992 1.00 34.70
138.434 41.129 158.014 1.00 34.12
138948 39.628 156.079 1.00 32.85
136.124 39.549 158.685 1.00 32.89
135.006 39.877 158.297 1.00 32.24
136.498 39.652 159.954 1.00 31.69
135.588 40.192 160.956 1.00 31.68
135.691 39.426 162.286 1.00 31.34
135.535 38.024 162.044 1.00 32.63
134.595 39.879 163.239 1.00 32.68
135.917 41.662 161.209 1.00 30.22
136.811 41.986 161.991 1.0031.10
135189 42.548 160.543 1.00 27.63
135.418 43.975160.693 1.0024.87
134.587 44.748 159.670 1.00 23.57
134.960 44.451 158.249 1.00 22.90
134.402 43.365 157.579 1.00 24.00
135.894 45.238 157.586 1.00 23.94
134,772 43.067 156.264 1.0022.85

136.274 44.948 156.268 1.0024.77
135.710 43.860 155.609 1.0022.51
135.115 44.459 162.099 1.0024.48
134.115 44.067 162.700. 1.00 24.15
135.991 45.316 162.617 1.0024.19
135.825 45.838 163.959 1.0023.12
137.005 45.442 164.826 1.00 24.25
137331 46.110 165.812 1.00 23.68
137.651 44.343 164.459 1.0023.83
138.804 43.860 165.202 1.0025.68
138.671 42,356 165.471 1.00:28.69
137.515 41.986 166.398 1.00 33:36
137.743 42.539 167.799 1.00 36.97
136.505 42.397 168.682 1.00 39.77
136.076 40.979 168.835 1.0042.21
140.056 44.133 164.392 1.0025.22
140.039 44.059 163.167 1.00 24.54
141.143 44.470 165.073 1.00 25.56
142.393 44.725 164,382 1.00 25.86
143.433 45354 165.334 1.00 27.03
144.793 45.434 164.649 1,00 25.87
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6253
5254
6255
6256
6257
6258
6259
6260
6261
6262
6263
6264
6265
6266
6267
6268
6269

6270
6271
6272
6273
6274
6275
6276
6277
6278
6279
6280
6281
6282
6283
6284
6285
6286
6287
6288
6289
6290
6291
6292
6293
6294
6295
6296
6297
6298

CGLILE B 72
CDILILEB 72
C ILEB 72

O ILEB 72

N HISB 73

CA HISB 73
CB HISB 73
CG HISB 73
CD2HISB 73
NDIHISB 73
CELHISB 73
NE2 HISB 73
C HISB 73

O HISB 73

N CYSB 74
CA CYSB 74
CB CYSB 74

SG CYSB 74
C CYSB 74
O CYSB 74
N VALB 75
CA VALB 75
CB VALB 75
CGI VAL B 75
CG2VALB 75
C VALB 75
QO VALB 75
N ARGB 76
CA ARG D 76
CB ARGB 76
CG ARGB 76
CD ARGB 76
NE ARGB 76
CZ ARG B 76
NHI ARG B 76
NH2 ARG B 76
€ ARGB 76
O ARGB 76
N ALADB 77
CA ALAB 77
CB ALAB 77
C ALAB 77
O ALADB 77
N SERB 78
CA SERB 78
CB SERB 78

142962 46.749 165.761 1.0027.27
143.769 47.352 166.895 1.00 29.50
142.911 43.398 163.848 1.0027.06
142,938 42.396 164.566 1.00 25.67
143.300 43.385 162.580 1.00 26.56
143.816 42.175 161.959 1.0027.81
143.027 41.841 160.687 1.00.29.69
141.605 41.437 160.935 1.00 32,13
140.480 42,178 161.077 1.00 31.69
141213 40.120 161.055 1.00 32,87
139.908 40.068 161.256 1.0033.04
139.440 41.304 161.275 1.00 33.79
145.279 42.370 161.588 1.00 29.45
145.685 43.443 161.123 1.0027.93
146.071 41.327 161.798 1.0029.05
147479 41.381 161.453 1.00 29.37
148.352 41.230 162.707 1.0029.30

148.535 42.761 163.683 1.00.36.10
147.795 40.282 160.449 1.00 28.24
147.313 39.156 160.569 1.0025.92
148.574 40.628 159.433 1.00 26.69
148.975 39.653 158433 1.00:28.13
148.815 40.201 157.001 1.0027.69
149.382 39.205 155.995 1.00 26.75
147.342 40.456 156.713 1.00 26.82
150.437 39.329 158.708 1.00 27.98
151.286 40.218 158.757 1.00 28.33
150.719 38,048 158.907 1.0028.49
152.070 37.600 159.210- 1.00 28.52
152.035 36.661 160.420° 1.00 28.51
153.383 36.064 160.818 1.00 28.95
153.197 35.013 161.902 1.0029.51
154:463 34.528 162.452 1.00 31.72
155335 33.772 161.794 1.00 31.22
155,085 33.401 160.548 1.00 30.67
156.464 33.391 162383 1.0029.83
152.719 36.884 158.035 1.00:27.29
152.126 35981 157.445 1.00 28.55
153.932 37.302 157.689 1.00 26.18
154.683 36.658 156.614 1.0025.88
155.620 37.658 155.951 1.00.23.94
155.481 35.538 157.293 1.00 25.07
155.645 35.554 158.514 1.0023.27
155.972 34.573 156.520 1.00 25.41
156.725 33.459 157.102 1.00:24.51
157.011 32.387 156.035 1.00 25.98
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AN K

6299
6300
6301
6302
6303
6304
6305
6306
6307

6308
6309
6310
6311
6312
6313
6314
6315
6316
6317
6318
6319
6320
6321
6322
6323
6324
6325
6326
6327
6328
6329
6330
6331
6332
6333
6334
6335
6336
6337
6338
6339
6340
6341
6342
6343

rAAA

OG SERB 78
C SERB 78
QO SERB 78
N SERB 79
CA SERB 79
CB SERB 79
OG SER B 79
C SERB 79
O SERB 79

N GLY B 80
CA GLY B 80
C GLYB 80
O GLYB 80
N HISB 81
CA HISB 81
CB HISB 81
CG HISB 81
CD2 HIS B 81
ND1 HISB 81
CELHISB 8l
NE2 HIS B 81
C HISB 81
O HISB 81
N LYSB 82
CA LYSB 82
CB LYSB 82
CG LYSB 82
CD LYSB 82
CE LYSB 82
NZ LYSB 82
C LYSB 82
O LYSB 82
N THRB 83
CA THR B 83
CB THR DB 83
OGI THR B 83
CG2THR B 83
C THRDB 83
O THRB 83
N ASPB 84
CA ASPB 84
CB ASPB 84
CG ASPB 84
OD1ASPB 84
OD2 ASPB 84

M~ AOTWmTY o4

157.874 32.862 155.012 1.0027.40
158.035 33.899 157.758 1.0023.53
158.607 33,172 158.568 1.00 22.18
158.504 35.094 157.410- 1.00 23.31
159.748 35.627 157.960 1.0021.64
160.266 36.752 157.075 1.0021.45
159.300 37.787 156.996 1.0023.31
159.547 36.170 159.363 1.0021.22
160.510 36.528 160.037 1.00 22.62

158.293 36.250 159.792 1.00:20.78
158.001 36.772 161.115 1.00 20.59
157.473 38.199 161.094 1.00 21.90
156.840 38.635 162.055 1.0021.37
157.724 38937 160.014: 1.00 21.40
157.242 40.315 159.929 1.00 22.76
157.781 41.019 158.682 1.00 22.99
159.273 41.082 158.616 1.00 23.95
160.145 42.020 159.055 1.00 24.35
160:036 40.087 158.043 1.00 23.10
161,314 40.411 158.129 1.00 23.90
161.407 41.579 158.739 1.00.23.91
155.722 40.348 159.889 1.00.23.90
155.083 39.400 159.423 1.00 25.88
155.145 41.444 160.373 1.00 24.04
153.697 41.594 160.391 1.00 23.63
153,139 41.265 161.778 1.0023.78
153.433 39.860 162.259 1.00 24.64
152.772 39.609 163.598 1.00:26.15
153.015 38.190 164.072 1.00 25.55
152.200 37.900 165.275 1.00.24.98
153.261 43.000 160.018 1.00 24.20
154.052 43.942 160.049 1.00 22.79
151.989 43.131 159.662 1.00 23.28
151,438 44.425 159.316 1.00 24.86
151606 44.741 157.814 1.00 25.76

151.303 46.121 157.587 1.0024.86
150.671 43.886 156.971 1.0026.72

149.961 44.438 159.666 1.0024.39
149.335 43.385 159.806 1.00 24.99
149413 45.634 159.828 1.00 23.11
148.006 45.774 160,154 1.0021.96
147.768 47.077 160.928 1.0020.98
148.231 48.304 160.167 1.00 21.81

147.371 49.118 159.765 1.0025.04
149.453 48.460 159.967 1.0022.14

VA AN A AR 150 OF A 1 AN A TN
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ALV

ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM

0344

6345

6346
6347
6348
6349
6350
6351
6352
6353
6354
6355
6356
6357
6358
6359
6360
6361
6362
6363
6364
6365
6366
6367
6368
6369
6370
6371
6372
6373
6374

6375 N ALAB 89

6376
6377
6378
6379
6380
6381
6382
6383

6384
6385
6386

6387 N ILEB 91

L ADE B B34

O ASPB §4

147091 4270V 128.8304 LYY LU 7Y

147.570 46.387 157.870 1.0020.29

146,082 45.027 158.892 1.00 21.51
145.188 44.900 157.746- 1.00 20.82
144.131 43.832 158.023 1.00 19.58
143.623 42929 156.894 1.00 23.09
142,180 42.552 157.209 1.00 19.71
143.704 43.614 155.539 1.0022.19

144.483 46.226 157.480 1.0021.68

143.656. 46.674 158.281 1.00 22.07

144.816 46.849 156.358 1.00 19.87
144.206 48.111 155.975 1.00 20.75
145.219 48.973 155.216 1.00 18.15
146.257 49.611 156.118 1.00 16.98
147.305 50.396 155.357 1.00 20.92
148.451 49.956 155220 1.00.21.72
146.920 51.564 154.849 1.00 21.58

142.957 47.877 155.122 1.00 21.82

142.710 46.767 154.660 1.0023.26

142.177 48.933 154916 1.0022.52

140.947 48.854 154.143 1.00.22.23

140.005 50.009 154.512 1.0023.34
138.689 49.864 153.755 1.00 23.04
139.765 50.011 156.028 1.0023.45
138.974 51.204 156.541 1.00 23.53

141.192 48.890 152.639 1.0023.38
141,860 49.788 152,133 1.0023.37

140.643 47.910 151.929 1.00:22.74
140.810 47.865 150.489 1.00 22.15

139.522 48.213 149.770 1.00 22.94

138.726 49.014 150.266 1.0023.06

139.307 47.598 148.608 1.00 21.07
138.116 47.849 147.803 1.00 21.23
138.376 47.432 [46.362 1.00 19.33

136.861 47.150 148.319 1.00 22.02

135.773 47.350 147.782 1.0023.27

137.011 46.345149.366 1.00 22.02
135.891 45,601 149.933 1.00 20.61
136.325 44.824 151.200 1.00 19.64
136.606 45.801 152.337 1.00 18.34

N LEUB 83
CA LEUB 85
CB LEUB 85
€G LEUB 85
CDI1 LEU B: 85
CD2 LEU B 85
C LEUB 85
O LEUB 85
N GLNB 86
CA GLNB 86
CB GLNB 86
CG GLN 3 86
CD GLN B 86
OEI'GLNB 86
NE2 GLN B 86
C GLNB 86
O GLNB 86
N ILEB 87
CA ILEDB 87
CB ILEB 87
CG2ILEB 87
CGIILEDB 87
CDI1ILEB 87
C ILEB 87
O ILEB 87
N GLY B 88
CA GLY B 88
C GLYB 88
O GLYDB 88

CA ALAB 89
CB ALAB 89
C ALADB 89
O ALAB 89
N VALB 90
CA VAL B 90
CB VALB 90
CGl1 VALB 90

CG2VALB 90
C VALB 90
O VALB 90

135240 43.821 151.602 1.00 14.43
134665 46.441 150.297 1.00 21.83
133.529 45.959'150.202 1.00 20.46
134.883 47.686 150.714 1.0021.26
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AlUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6389 UB ILEB Y1
6390 CG2ZILEB 91
6391 CGIILEB 91
6392 CD1ILEB 91
6393 C ILEB 91
6394 O ILEB 91
6395 N ARG B 92
6396 CA ARGB 92
6397 CB ARGB 92
6398 CG ARGB 92
6399 CD ARG B 92
6400 NE ARG B 92
6401 CZ ARGB 92
6402 NH1 ARG B 92
6403 NH2 ARG B 92
6404 C ARGB 92
6405 O ARGB 92
6406 N THRB 93
6407 CA THRB 93
6408 CB THR B 93
6409 OGI THR B 93
6410 CG2THR B 93
6411 C THRB 93
6412 O THR B 93
6413 N ALADB 94
6414 CA ALAB 94
6415 CB ALAB 94
6416 C ALADB %4
6417 O ALAB 94
6418 N ALAB 95
6419 CA ALAB 95
6420 CB ALAB 95
6421 C ALAB 95

6422 O ALAB 95
6423 N PHE BB 96
6424 CA PHEB 96
6425 CB PHE B 96
6426 CG PHEB 96
6427 CD1 PHE B 96
6428 CD2 PHE B 96
6429 CE1 PHEB 96
6430 CE2PHE B 96
6431 CZ PHE B 96
6432 C PHEB 96
6433 O PHEB 96
6434 N ASP13 97

134,258 49.840 151,824 1.U0 24.15
134,683 49.528 153.242 1.00 2046
135.438 50.471 151.075 1.00 24.75
135.063 51.238 149.860 1.00:28.22

132.803 48.896 149.983 1.00 24.59
131.691 49.356 150.236 1.0025.65

133.217 48.665 148.742 1.0023.83
132.370 48.976 147.599 1.00 24.99
133.206 49.632 146.497 1.00 24.50
133.676 51.038 146.857 1.0026.37
134286 51.761 145.659 1.00 26.62
135.635 51,295 145.364 1.00 26.60
136,701 51.569 146.112 1.0028.10
137.893 51.093 145.766 1.00.26.68
136.578 52.329 147.198 1.00 26.40
131.618 47,770 147.031 1.0025.03
130.836 47.915 146.088 1.0023.39
131.841 46.588 147.607 1.0024.22
131.175 45377 147.127 1.0022.78
131.926 44.084 147.538 1.00 22.80
131.813 43.887 148.954 1.00 21.45
133383 44.167 147.146 1.00 21.62
129.750 45252 147.647 1.00 22.24
129.412 45.763 148.714 1.0021.42
128.921 44.557 146.877 1.00 21.95
127.532 44.336 147.245 1.00 21.52
126.806 43.598 146.118 1.00 21.15
127.46() 43.533 148.536- 1.00 20.02
126.614 43.794 149.390 1.00 22.90
128.357 42.563 148.683 1.00 19.10
128.388 41.719 149.881 1.00 18.90
129.451 40.633 149.727 1.00 16.32
128.647 42.528 151.154 1.00 19.57

128.004 42.315 152.182 1.0019.36
129.608 43.443 151.089 1.00 20.61
129.923 44.288 152.235 1.00 21.08
131.101 45.204 151.895 1.00 22,89
131,528 46,094 153.026 1,00 25.73
132418 45.636 153.994 1.00 25.14
131.041 47.397 153.124 1.00 24.09
132.819 46462 155.043 1.00 25.53
131.435 48.231 154.170 1.0024.15
132.326 47.764 155.131 1.0024.79

128.682 45.133.152.548 1.0021.49

128.265 45.247 153.703 1.00 19.90

128.096 45.713 151.502 1.00 20.09
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AN A

6435
6436
6437
6438
6439
6440
6441
6442
6443
6444
6445
6446
6447
6448
6449
6450
6451
6452
6453
6454
6455
6456
6457
6458
6459

6460
6461
6462
6463
6464
6465
6466
6467
6468
6469
6470
6471
6472
6473
6474
6475
6476
6477
6478
6479

7 AON

CA ASPB 97
CB ASPB 97
CG ASPB 97
OD1 ASPB 97
OD2 ASPB 97
C ASPB 97

O ASPB 97

N ASPB 98

CA ASPB 98
CB ASPB 98
CG ASPB 98
OD1ASPB 98
OD2 ASPDB 98
C ASPB 98

O ASPB 98

N GLUB 99
CA GLUB 99
CB GLUB 99
CG GLUB 99
CD GLU B 99
OE1 GLUB 99
OE2.GLUB 99
C GLUB 99

O GLUB 99

N PHE B 100

CA PHE B 100
CB PHE B 100
CG PHE B 100
CD1 PHE B 100
CD2 PHE B 100
CE1 PHE B 100
CE2PHE B 100
CZ PHE B 100
C PHE B 100

O PHE B 100

N TYRB 101

CA TYR B 101
CB TYR B 101
CG TYRB 101
CDITYRB 101
CELTYR B 101
CD2TYRB 101
CE2TYRB 101
CZ TYRB 101
OH TYR B 101

AT D 1Al

126.905 46.553 151.627 1.0021.06 B
126.507 47.078 150.239 1.0020.18 B
125.968 48.507 150.273 1.0019.02 B
126.158 49,209 151.286 1.00 19.13 B
125.363 48.937 149.270 1.0020.12 B
125731 45,791 152.264 1.0022.02 B
125064 46.300 153.168 1.0021.77 B
125485 44.568 151.801 1.0023.94 B
124.388 43.764 152.337 1.0025.72 B
124,145 42.543 151.448 1.0028.94 B
123.600 42.922 150.077 1.003420 B
123,411 42,014 149.239 1.0036,79 B
123.359 44.129 149.841 1.0034.86 B
124,652 43.319 153.770 1.0025.12 B
123.734 43.219 154.584 1.002336 B
125.918 43.065 154.069 1.0025.04 B
126.329 42.638 155397 1.0026.74 B
127.791 42.174 155.352 1.0030.72 B
128.506 42.140 156.701 1.0036.83 B
128.062 40.995 157.590 1.004049 B
128.467 40.982 158.775 1.0044.51 B
127.319 40.108 157.111 1.0041.39 B
126.176 43.747'156.441 1.0025.55 B
125.747 43.492 157.568 1.0024.91 B
126.503 44.978 156.065 1.0022.43 B

126.441 46.067 157.024 1.0022.70 B
127.787 46.797 157.055 1.002243 B
128.933 45.920 157.466 1.0021.36 B
129.823 45.425 156.520 1.0021.10 B
129.093 45.546 158.796 1.0020.20 B
130.857 44.565 156.892 1.0020.79 B
130:123 44.686 159.176 1.0020:83 B
131.006- 44.195 158.217 1.0017.82 B
125322 47.094 156.924 1.0023.01 B
125.298 48.041 157.709 1.0021.82 B
124391 46.928 155.991 1.002293 B
123.317 47.908 155.896 1.002220 B
122.291 47.529 154.827 1.0021.86 13
121.097 48.457 154.861 1.002136 B
121.192 49.762 154377 1.0020.98 B
120.131 50.663 154.513 1.0020.82 B
119:904 48.069 155479 1.0021.03 B
118.839 48.963 155.622 1.00 1996 B
118.964 50.257 155.138 1.0020.77 B
117.934 51.153 155298 1.002061 B
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ALUIML
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

043V
6481
6482
6483
6484
6485
6486
6487
6488
6489
6490
6491
6492
6493
6494
6495
6496
6497

6498
6499
6500
6501
6502
6503
6504
6505
6506
6507
6508
6509
6510
6511
6512
6513
6514
6515
6516
6517
6518
6519
6520
6521
6522
6523
6524
6525

U LYK DB 1YL LLL DYDY 430D 10/7.45Y LUY £1.0%7

O TYRB 101 122.106 47.088 157.806 1.00-22:63
N TYRB 102 122506 49301 157.710 1.0020.23
CA TYRB 102 121.832 49.591 158.970 1.0021.41
CB TYRB 102 122,764 50.367 159.900 1.00 18.92
CG TYRB 102 122,109 50.804 161.189 1.00.19.37
CDITYRB 102 121.692 49.872 162.142 1.00 17.79
CEITYRB 102 121.088 50.283 163.333 1.00 16.36
CD2TYRDB 102 121.905 52.157 161.457 1.00 18.95
CE2TYRDB 102 121.307 52.575 162,637 1.00 19.03
CZ TYRB 102 120.900 51.637 163.571 1.00 18.12
OH TYRB 102  120.305 52.077 164.733 1.00 18.64
C TYRB 102 120.569 50.402 158.699 1.00 22.66
O TYRB 102 120.631 51.502 158.149 1.00:23.38
N ASPB 103 119.426 49.860 159.101 1.0023.98
CA ASPB 103 118.143 50.514 158.866 1.00 25.98
CB ASPB 103 117.072 49.445 158.619 1.00 28.79
CG ASPB 103 115857 49.991 157.889 1.00 32.69
ODIASPB 103 116.002 50.449 156.733 1.00 33.80
OD2ASPB 103 114.753 49.961 158469 1.00 37.06
C ASPB 103 117.678 51.463 159.974 1.0025.35
O ASPB 103 116.668 52.149 159.812 1.0026.47
N GLYB 104 118.414 51.514 161,083 1.00 22.89
CA GLY B 104  118.035 52.381 162.194 1.0023.39
C GLYB 104 118424 53.850 162.075 1.00 23.70
O GLYB 104 118.978 54.282 161.059 1.00 22.46
N GLUB 105 118.131 54.633 163.110 1.0022.54
CA GLUB 105 118.463 56.051 163.069 1.00 24.01
CB GLUB 105 117496 56.870163.928 1.0025.19
CG GLUB 105 117465 56.483 165.382 1.00 31.77
CD GLUB 105 116.729 57.505 166.229 1.00 35.58
OEl GLUB 105  116.525 57.237 167.433 1.00 40.04
OE2 GLUB 105 116363 58.579 165.696 1.00 35.94
C GLUB 105 119.895 56.318 163.508 1.0022.71
O GLUB105 120.398 55.711 164.455 1.0022.27
N LEUB 106 120.543 57.240 162.806 1.00 22,20
CA LEUB 106 121.926 57.602 163.079 1.0020.88
CB LEUB 106 122756 57.423 161.812 1.00 21.94
CG LEUB 106  122.800 56.001 161.244 1.0022.13
CDILEUB 106 123.369 56.012 159.832 1.00 20.10
CD2LEUB 106  123.637 55.134 162.157 1.00 21.11
C LEUB 106 122.043 59.039 163.562 1.00 20.47
O LEUB106 121.111 59.836 163.410 1.00 19.79
N GLYB 107 123.195 59.364 164.139 1.00 19.03
CA GLYB 107 123.427 60.708 164.630 1.00 18.39
C GLYB 107 123283 60.797 166.135 1.00 20.03
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOYWA

6526
6527
6528
6529
6530
6531
6532
6533
6534
6535

6536
6537
6538
6539
6540
6541
6542
6543
6544
6545
6546
6547
6548
6549
6550
6551
6552
6553
6554
6555
6556
6557
6558
6559
6560
6561
6562
6563
6564
6565
6566
6567
6568
6569
6570

ART

O GLY B 107
N ALAB 108
CA ALAB 108
CB ALAB 108
C ALAB 108
O ALAB 108
N VAL B 109
CA VALB 109
CB VAL B 109
CG1 VAL B 109

CG2 VAL B 109
C VAL B 109
O VALB 109
N TYRB 110
CA TYRB 110
CB TYRB.110
CG TYRB 110
CDITYRB 110
CE1TYRB 110
CD2TYRB 110
CE2TYRB 110
CZ TYRB110
OH TYR B 110
C TYRB110
O TYRB 10
N THR B 111
CA THR B 111
CB THR B 111
OGITHR B 111
CG2THR B 111
C THR B 111
O THRB 111
N ALAB 112
CA ALAB 112
CB ALAB 112
C ALAB112
O ALAB 112
N ASPB 113
CA ASPB 113
CB ASPB 113
CG ASPB113
OD1 ASPB 113
OD2ASPB 113
C ASPB 113
O ASPB 113

N HIQTR 114

123.486 59.815 166.850 1.0020.32
122.935 61.982 166.619 1.00 19.18
122.768 62.201 168.045 1.0020.81
123.446 63.506 168.452 1.00 17.52
121.287 62.246 168.388 1.00 20.84
120.576 63.160 167.983 1.0022.95
120.823 61.245 169.125 1.00 21.86
119.426 61.183 169.529 1.0024.58
118.925 59.735 169.533 1.00 26.77
117.413 59.714 169.702 1.00 27.65

119.339 59.042 168.234 1.00 24.94
119309 61.774 170.932 1.00 25.69
119.778 61.185 171.902 1.00 25.78
118.673 62,938 171.027 1.0026.55
118.533 63.646 172.292 1.00 27.75
118.590 65.149 172.037 1.00 28.52

118.442 65.996 173.282 1.0027.56

119.546 66.300 174.078 1.00 26.00

119.414 67.090 175.217 1.00 27.82

117.195 66:498 173.660 1.00 28.44

117.051 67.283 174.802 1.00 25.73
118.162 67.579 175.573 1.00 27.50

118.028 68.374 176.687 1.0029.53
117.315 63.365 173.166 1.0029.21
116.206 63.150 172.686 1.0029.12
117.569 63.408 174.469 1.00 30.87
116.584 63.226 175.533 1.00 31.75
116.54%9 61.767 176.051 1.00 33.04

115.626 60.998 175.271 1.00 31.10

116,132 61.724 177.506 1.00 34.63
117.093 64.137 176.650 1.00 32.05
118.302 64.321 176.804 1.060 30.31
116.184 64.723 177.418 1.00 33.66
116.593 65.609 178.500 1.00 34.23
115.368 66.142 179.222 1.00 35.79
117.499 64.865 179.479 1.00 34.14
I18.406 65.449 180.067 1.0033.40
117.248 63.568 179.624 1.00 34.75
117.998 62,702 180.532 1.00 35.75
117.156 61.457 180.849 1.00 40.34
117.852 60.496 181.801 1.00 44.25

117475 59.304 181.821 1.0048.45

118.766 60.928 182.535 1.0047.09

119.352 62.255179.979 1.0034.67

120.354 62.215 180.700 1.00 32.99
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ALNIIVE

ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

ATV

VUL

6572
6573

6574
6575
6576
6577
6578
6579
6580
6581
6582
6583
6584
6585
6586
6587
6588
6589
6590
6591
6592
6593
6594
6595
6596
6597
6598
6599
6600
6601
6602
6603
6604
6605
6606
6607
6608
6609
6610
6611

6612
6613
6614
6615

£

AN B L LT

CA HISB 114
CB HISB 114

CG HISB 114
CD2 HIS B 114
ND1 HIS B 114
CEL HISB 114
NEZHIS B 114
C HISB 114
O HISB 114
N THRBI15
CA THR B 115
CB THR B 115
OG1 THR B 115
CG2THR B 115
C THRB 115
O THRB 115
N VALB116
CA VAL B 116
CB VAL B 116
CGI VAL B 116
CG2 VAL B 116
C VALBI116
O VALB. 116
N PHE B 117
CA PHE B 117
CB PHEB 117
CG PHE B 117
CDIPHE B 117
CD2 PHE.B 117
CE1 PHE B 117
CE2 PHE B 117
CZ PHE B 117
C PHEB 117
O PHEB 117
N LYSB 118
CA LYSDB 118
CB LYS B 118
CG LYSB 118
CD LYSB 118
CE LYSB 118

NZ LYSB 118
C LYSBI1I8
O LYSBI118
N VALB 119

A XTAT D HIA

L1704 ULlaZ14 L 1OMA T LUY D490

120.596 61.434 178.065 1.0031.09
120,780 59.946 176.366 1.00.28.99

119.645 59.101 177.880 1.00 29.48
119451 58463 176.701 1.0029.71
118.496 58.904 178.615 1.00 31.77
117.642 58.183.177.908 1.0031.27
118,197 57.904 176.743 1.0030.24

120.550 61.610.176.551 1.00 29.09

119.512 61.950 175.981 1.00 28.02
121.691 61.374 175.909 1.00 26.40
121.790 61.460174.460 1.00 23.98
122.604 62.688 173.992 1.00 21.90

121.910 63.892 174.334 1.00 22.07
122,798 62.653 172.481 1.00 22,57

122.505 60.206 173.996 1.00 23.13
123.497 59.793174.596 1.00 2251
121.990 59.596 172.938 1.00 22.10
122.588 58.396 172.372 1.00.20.72
121.510 57.339 172.036 1.0020.41
122.157 56.087 171.477 1.00 17.26
120.700 57.013 173.281 1.0020.01
123.290 58.803 171.082 1.0021.73
122.693 59.465 170.231 1.00 20.95
124,558 58.429 170.941 1.00 20.30
125.296. 58.760 169.730 1.0019.04
126.646 59.406 170.055 1.00 18.01
126.540 60.721 170.776 1.00 17.76
126.499 60.767 172.168 1.00 17.93
126.497 61.915 170.065 1.00 16.80
126423 61.985172.840 1.00 1833
126419 63.144 170.726 1.00 16.31
126,383 63.181 172.114 1,00 17.82
125,531 57.499 168.922 1.00 19.06
125.960 56.477 169.458 1.00 19.52
125.237 57.573 167.629 1.00 19.12
125.424 56.436 166.741 1.00 18.53
124.108 55.686.166.551 1.00 20.16
123,600 55.019 167.821 1.0022.62
122.326 54.217 167.557 1.0023.97
121.141 55:128 167.293 1.0024.11

119.909 54.342 166.997 1.0027.18
125971 56.876 165.392 1.00 18.88
125.536 57.879-164.815 1.00.16.70
126.942 56.120 164.898 1.00 18.12
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ALUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

0010
6617
6618
6619
6620
6621
6622
6623
6624
6625
6626
6627
6628
6629
6630
6631
6632
6633
6634
6635
6636
6637
6638
6639
6640
6641
6642
6643
6644
6645
6646
6647
6648
6649

6650
6651
6652
6653
6654
66355
6656
6657
6658
6659
6660
6661

LA YALB 1LY
CB VAL B 119
CGl VAL B 119
CG2 VAL B 119
€ VALB 119
O VALB119
N TRPB 120
CA TRPB 120
CB TRP B 120
CG TRPB 120
CD2 TRP B 120
CE2 TRP B 120
CE3 TRP B 120
CDI1 TRFP B 120
NE1ITRPB 120
CZ2TRPB 120
CZ3TRP B 120
CH2 TRP B 120
C TRPB 120
O TRPB 120
N ALAB 121
CA ALAB 121
CB ALAB 121
C ALABI21
O ALAB 121
N PROB 122
CD PROB 122
CA PROB 122
CB PROB 122
CG PROD 122
C PROB 122
O PROB 122
N ALAB 123
CA ALAB 123

CB ALAB 123
C ALAB 123
O ALADB 123
N ALAB 124
CA ALAB 124
CB ALAB 124
C ALAB124
O ALAB 124
N THR B 125
CA THR B 125
CB THR B 125
OG1 THR B 125

LZ 1,204 DO41D L0D:044% LUV 1/.74
128.847 57.281 163.827 1.00 19.84
129.784 56.599 164.814 1.0019.23
129.557 57.511 162.490 1.00 20.76

127.906 55.107 162.938 1.00 16.87

128.308 54.140 163.588 1.00 18.83

127.737 55.080:161.623 1.00 16.76
128.012 53.896 160.818 1.00 16.33
127.067 53.874 159.605 1.00 15.72
127.046 52.579 158.830 1.00 15.52
127.521 52.365 157.492 1.00 14.59
127.253 51.017 157.164 1.00 14.23
128.144 53.182.156.537 1.00 14.80
126.529 51.382 159.246 1.00 14.13
126.649 50.444 158,251 1.00 13.87
127.585 50.466 155.920 1.00 15.66
128.475 52.633 155295 1.00 14.63
128.193 51.288 155.002 1.00 15.24

129.463 53.927 160.340 1.00 15.50

129.807 54.717 159.460 1.00 16.05
130.304 53.072 160:921 1.00 14.72
131.719 52.985 160.553 1.00 14.81
132:569 53.780:161.531 1.00 12.36
132.140 51.513 160.555 1.00 17.11
132.978 51.086 161.353 1.0017.57
131,564 50.723 159,639 1.0017.30
130.691 51.214 158.557 1.00 16.96
131.823 49.288 159.488 1.00 17.14
130.896 48.890 158.332 1.00 14.89
130.844 50.131157.504 1.00 16.74
133.271 48.864 159.250 1.00 18.37
133.676 47.784 159.673 1.00 19.53
134.055 49.698 158.580 1.00 16.84
135440 49.329 158.311 1.00 18.61

135.898 49.938 156.984 1.00 16.81
136.393 49.744 159.427 1.00 17.14
137.572 49396 159401 1.00 18.80
135,884 50.483 160.402 1.0016.03
136,715 50.952 161.498 1.0017.51
136.088 52,190 162.134 1.00 17.13
136.946 49.883 162.553 1.00 17.62
136.260 48.865 162.579 1.00 18.98
137.923 50.127 163.422 1.00 17.88
138.260 49.200 164.497 1.00 17.70
139.754 48.821 164.460 1.00 19.62

140.548 50.015 164.419 1.00 22.03
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOYWNA

6662 CG2THR B 125
6663 C THRB 125
6664 O THR B 125
6665 N SER B 126
6666 CA SER B 126
6667 CB SER B 126
6668 OG SER B 126
6669 C SER D 126
6670 O SER B 126
6671 N ALAB 127
6672 CA ALAB 127
6673 CB ALAB 127
6674 C ALAB 127
6675 O ALAB 127
6676 N ALADB 128
6677 CA ALAB 128
6678 CB ALAB 128
6679 C ALAB 128
6680 O ALAB 128
6681 N VALB 129
6682 CA VAL B 129
6683 CB VAL B 129
6684 CG1 VAL B 129
6685 CG2 VAL B 129
6686 C VALB 129
6687 O VALB 129

6688 N LYSB 130
6689 CA LYSB 130
6690 CB LYS B 130
6691 CG LYS B 130
6692 CD LYS B 130
6693 CE LYSB 130
6694 NZ LYS B 130
6695 C LYSB 130
6696 O LYS B 130
6697 N LEUB 131
6698 CA LEUB 131
6699 CB LEUB 131
6700 CG LEUB 131
6701 CD1 LEU B 131
6702 CD2 LEU B 131
6703 C LEUB 131
6704 O LEU B 131
6705 N SERB 132
6706 CA SER B 132

AT MR dER R 127

140.061 47.968 163.234 1.00 18.95
137.963 49.845 165.845 1.00 17.81
138.094 49.211 166.890 1.00 16.55
137.565 51.113 165.817 1.00 16.99
137.256 51.825 167.045 1.00-18.52
138.546 52.042 167.845 1.0020.72
138270 52.269 169.208 1.00 26.43
136.601 53.165 166.734 1.00 17.57
136.736 53.685 165.628 1.00 17.12
135.895 53.720 167.716 1.00 17.71
135218 55.005 167.556 1.00 17.99
133.908 54.818 166.789 1.0017.12
134.936 55.624 168.922 1.00 17.32
134.850 54.924 169.927 1.00 18.73
134.788 56.940 168.949 1.0015.72
134512 57.648 170.190 1.0015.75
135810 57.904 170.948 1.00 15.51
133.828 58.970 169.881 1.00 15.60
133.842 59.436 168.742 1.0015.16
133.223 59.567 170.898 1.00 15.83
132.559 60.837 170.722 1.00 17.37
131.050° 60.762 171.102 1.00 16.76

130.872 60.419 172.574 1.00 18.73

130.380 62.084 170.778 1.00 19.77
133.287 61.864 171.581 1.00 18.02
133.499 61.660 172.776 1.00 18.84

133.687 62.956 170.943 1.00 19.22
134411 64.032 171.600 1.0020.46
135.583 64.479 170.714 1.00 22.37
136.499 65.518 171.339 1.00.29.73
137.720. 65,792 170.457 1.00 34,78
138.609 64.553 170,335 1.0039.28
139.832 64.765 169489 1.00.43.02
133.457 65.191 171.863 1.0020.24
132.983 65.863 170.933 1.00 16.94
133.184 65.416 173.143 1.00 19.62
132275 66.468 173.573 1.00 19.68
131.342 65.927 174.656 1.00.18.82
130.542 64.681 174.280 1.00 19.24
129.883 64.100 175.520 1.00 18.09
129.506 65:036 173.222 1.00 16.95
133.009 67.680 174.119 1.0021.26
133.913 67.544 174.942 1.0020.94
132.622 68.864 173.654. 1.00 22.62
133.225 70.098 174.135 1.0025.83
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FRYE It

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

v

6708
6709
6710
6711
6712
6713
6714
6715
6716
6717
6718
6719
6720
6721
6722
6723
6724
6725

6726
6727
6728
6729
6730
6731
6732
6733
6734
6735
6736
6737
6738
6739
6740
6741
6742
6743
6744
6745
6746
6747
6748
6749
6750
6751
6752

LT ST TETLNS B Wy

OG SER B 132
C SERB 132

O SER B 132

N HISB 133

CA HIS B 133
CB HIS B 133
CG HISB 133
CD2 HIS B 133
NDI HIS B 133
CE1 HIS B 133
NE2 HIS B 133
C HISB 133

O HISB 133

N PRO B 134
CD PROB 134
CA PROB 134
CB PRO B 134
CG PROB 134

C PROB 134
O PROB 134
N ASN B135
CA ASNB 135
CB ASNB 135
CG ASNB 135

OD1ASNB 135
ND2 ASN B 135

C ASNB 135
O ASNB 135
N LYSB 136
CA LYSB 136
CB LYS B 136
CG LYS B 136
CD LYS B 136
CE LYSB 136
NZ LYS B 136
C LYSB 136
O LYSB136
N SERB 137
CA SER B 137
CB SERB 137
OG SER B 137
C SERB 137
O SERB 137
N GLY B 138
CA GLY B 138

LU0 0 FMLIS T T L E D LG S T

133.831 70.834 171.866 1.00-25.21
132,133 71.150 174.327 1.00 28.62
131.078 71.091 173.696 1.00 28.49
132.386 72.103 175.215 1.0032.84
131.418 73.150 175.519 1.00 36.34
130.551 72.685 176.693 1.0037.48
129.404 73.590 177.007 1.00 39.28
129.368 74.879 177.420 1.00 40.61
128.092 73.171 176.944 1.00 40.84
127.298 74.163 177.304 1.0040.92
128.047 75211 177.598 1.00:40.94

132,180 74.4259 175.879 1.00 39.24

133.175 74.380 176.605 1.00'38.89
131.722 75.589 175.373 1.00:41.85
130.504 75.735 174.553 1.0043.26
132335 76.902 175.615 1.0043.88
131.243 77.869 175.175 1.0043.99
130.637 77.150 174.024 1.00 43.48

132.803 77.165 177.051 1.00 45.59
133.904 77.680 177266 1.00 46.68
131.973 76.820 178.031 1.00 46.17
132.336 77.026 179.429 1.00 48.43
131.550 78.242 180.008 1.00 49.32
130.229 78.473 179.355 1.00 50.95
130.070 79.381 178.530 1.00 49.31
129.245 77.652 179.719 1.00.48.79
132,101 75.801 180.315 L.00 49.13
131.576 75.918 181.427 1.00 50.20
132.497 74.629 179.822 1.00.48.20
132.346 73.382. 180.571 1.0046.73
131.036 72.688 180.198 1.00 46.69
129.788 73.439 180.635 1.00 49.05
128.526 72:646 180.316 1.00 50.97
127.272 73.382 180.765 1.00 52.64
126.026 72:647 180.389 1.00 52.73
133.520 72.435 180.326 1.0045.99
134.350 72.667 179.442 1.00 45,67
133.590 71.367 181.114 1.0044.31
134.667 70.397 180.977 1.0042.20
134.755 69.515182.224 1.00 43.74
135.108 70.275 183.366 1.00 47.04
134.467 69.512 179.757 1.00 40.05
133.365 69.022179.512 1.00 40.02
135.540 69.318 178.995 1.00 37.03
135.474 68.470 177.820 1.0033.00
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6753
6754
6755
6756
6757
6758
6759
6760
6761
6762
6763

6764
6765
6766
6767
6768
6769
6770
6771
6772
6773
6774
6775
6776
6777
6778
6779
6780
6781
6782
6783
6784
6785
6786
6787
6788
6789
6790
6791
6792
6793
6794
6795
6796
6797
6708

C GLY B 138

O GLYB 138

N ARG B 139

CA ARG B 139
CB ARGB 139
CG ARG B 139
CD ARG B 139
NE ARGB 139
CZ ARG B 139
NHI ARG B 139
NH2 ARG B 139

C ARGB 139
O ARGB 139
N THRB 140
CA THR B 140
CB THR B 140
OG1 THR B 140
CG2THR B 140
C THRB 140
O THRB 140
N PHE B 141
CA PHE B 141
CB PHE B 141
CG PHEB 141
CD1PHE I3 141
CD2 PHER 141
CEl PHE B 141
CE2 PHE B 141
CZ PHE B 141
C PHE B 141
O PHE B 141
N GLNB 142
CA GLN B 142

CB GLN B 142

CG GLNB 142
CD GLNB 142
OE1 GLN B 142
NE2 GLNB 142
C GLNB 142

O GLNB 142

N MET B 143

CA MET B 143
CB MET B 143
CG METB 143
SD MET B 143
CE METR. 143

135.561 67.012 178.232 1.00 30.67
136.147 66.683 179.264 1.00 31,94
134,974 66.133 177.430 1.0027.12
134.983 64.706 177.721 1.00 24.17
133.769 64.326 178.582 1.00 23.27
133.593 65,135 179.866 1.0027.78
134.629 64.764 180.924 1.0025.55
134.448 63.406 181.434 1.00 24.99
133.422 63.011 182.183 1.0025.40
132.466 63.868 182.521 1.00 25.99
133.358 61.758 182.606 1.00 23.29

134.910 63.925 176.412 1.0022.78
134.154 64.282 175.506 1.00 21.54
135.696 62.861 176.316 1.00 20.09
135.679 62.012 175.133 1.00 19.52
137.006 62.091 [74.363 1.00 17.88
137.199 63.428 173.888 1.00 16.78
136.989 61.131 173.179 1.00 17.98
135.426 60.570 175.584 1.00 19.50
136.218 59.988 176.334 1.00 18.40
134318 60.003 175.127 1.00 19.15
133.947 58.646 175.505 1.00 19.81
132,521 58.627 176.066 1.00 19.03
132,339 59.476 177.289 1.00 18.66
131.351 60.457 177.329 1.0019.73
133.147 59.295 178405 1.00 18.27
131.170 61.247 178.466 1.00 19.14
132976 60.080 179.550 1.00:18.32
131.985 61.057 179.578 1.00 18.81
134.041 57.666 174.352 1.00.20.20
133.670 57.975 173.219 1.00 19.67
134.537 56.474 174.655 1.0021.44
134.670 55.435 173.649 1.0023.73
135.536 54.285 174.168 1.0025.28
136.070 53.409 173.054 1.00 33.58
136:711 52.137 173.557 1.0036.09
137.492 51.509172.845 1.00 39.48
136.374 51.740 174.781 1.00 37.45
133286 54.901 173.314 1.0021.94
132,407 54.859 174.172 1.0022.06
133.096 54.499 172.065 1.00 20.31
131.818 53.960 171.635 1.0020.50
131.379 54.630 170.330 1.00:20.65
131.084 56.118 170.503 1.00 20.99
130.890 57.026 168.962 1.00 22.87
129 163 56760 16K 626 10021 23
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ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

ATOM
ATOW

6799
6800
6801

6802
6803
6804
6805
6806
6807
6808
6809
6810
6811
6812
6813
6814
6815
6816
6817
6818
6819
6820
6821
6822
6823
6824
6825
6826
6827
6828
6829
6830
6831
6832
6833
6834
6835
6836
6837
6838
6839

6840
6841
6842
a4

C METB 143
Q METB 143
N THRB 144

CA THR B 144
CB THR B 144
OG1 THR 13 144
CG2 THR B 144
C THR B 144
O THRB 144
N ARG B 145
CA ARG B 145
CB ARGB 145
CG ARG B 145
CD ARG B 145
NE ARGB 145
CZ ARG B 145
NHI ARG 13 145
NH2 ARG B 145
C ARGB 145
O ARG B 145
N LEUB 146
CA LEUB 146
CB LEUB 146
CG LEU B 146
CD1 LEU B 146
CD2 LEU B 146
C LEUB 146
O LEUB 146
N GLUB 147
CA GLUB 147
CB GLU B.147
CG GLU B 147
CD GLU B: 147
OEl GLU B 147
OE2 GLU B 147
C GLUB 147
O GLUB 147
N LYS B 148
CA LYS B 148
CB LYS B 148
CG LYS B 148

CD LYS B 148
CE LYSB 148

NZ LYS B 148
TV R 148

131.935 52.454 171.455 1.0020.16
133.010° 51.935 171.157 1.00 19.72
130.822 51,756 171.645 1.00 19.66

130.796 50.306 171.517 1.00 19.97
129.898 49.679 172.605 1.0020.91
130.380 50.073 173.896- 1.00 21.73
129.914 48.161 172.511 1.00 18,93
130.271 49.906 170.153 1.00 19.33
129.326 50.508 169.648 1.00 18.71
130.884 48.895 169.547 1.00 19.56
130.426 48.451 168.241 1.00 19.55
131.534 47.724 167.474 1.00 19.33
131.135 47.395 166.033 1.00 19.30
132.244 46.687 165.270 1.0019.41
131.828 46.266 163.932 1.00 16.91
132.338 46.750 162.802 1.00 17.63
133.285 47.681 162.839 1.00 15.50
131.917 46.290 161.630 1.00 16.16
129.243 47.517 168.406 1.00 21.25
129.315 46.544 169.151 1.00 21.59
128.148 47.826 167.720- 1.00 21.29
126.950 46.997 167.767 1.00 21.25
125702 47.871 167.911 1.00 19.45
125.702 48.860 169.081 1.0021.23
124423 49.683 169.058 1.00 19.44
125.834 48.113 170.396 1.00 18.99
126.894 46.232 166.447 1.0022.24
127.899 46.123 165.745 1.0022.10
125,725 45.702 166.109 1.0023.23
125.566 44.972 164.859 1.00 23.92
124.277 44.146 164.876 1.00 26.70
124,123 43.182 166.054 1.00 34.85
125.224 42.133 166.135 1.00:38.16
126.288 42414 166.735 1.00 40.48
125.026 41.025 165.593 1.00 42.38
125.486 45.992 163.723 1.00 23.19
125241 47.176 163.959 1.0020.38
125.701 45.527 162.496 1.00 22.07
125.623 46.379 161.314 1.00 22.62
124,216 46.982 161.211 1.00 21.58
123,101 45:941 161.190 1.00 21.28

123.316- 44.909 160.074 1.0022.82
122.188 43.875 160.045 1.00 24.91

122.396 42.837 158.998 1.0025.96
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Lamsarve

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AI'OM

vuTy

6844
6845
6846
6847
6848
6849
6850
6851
6852
6853
6854
6855
6856
6857
6858
6859
6860
6861
6862
6863
6864
6865
6866
6867
6868
6869
6870
6871
6872
6873
6874
6875
6876
6877

6878
6879
6880
6881
6882
6883
6884
6885
6886
6887
6888

o Lra A 1Ty

O LYSB 148
N GLY B 149
CA GLY 3 149
C GLY B 149
O GLY B 149
N VAL B 150
CA VAL B 150
CB VALB 150
CG1 VAL B 150
CG2 VAL B 150
C VALB 150
O VAL B 150
N TYRB 151
CA TYRB 151
CB TYRB 151
CG TYRB 151
CDITYR B 151
CEl TYR B 151
CD2TYRB 151
CEZTYRB 151
CZ TYRB 151
OH TYRB 151
C TYRB 151
O TYRB 151
N ALAB 152
CA ALAB 152
CB ALAD 152
C ALAB 152
O ALAB 152
N VALB 153
CA VAL B 153
CB VAL B 153
CGL VALB 153
CG2 VAL B 153

C VALB 153
O VALB 153
N THRB 154
CA THR B 154
CB THR B 154
OGI1THR B 154
CG2THRB 154
C THR B 154
O THRB 154
N VAL B 155
CA VAL B 155

LLVOUY T ILTAY LURLIU LGUN LDk f

126.398 48.540 160.642 1.00 22.71
127.826 47.281 161.846 1.00 23.16
128.884 48.282 161.808 1.0021.23
128.574 49.623 162.457 1.00 20.38
129.221 50.629 162.156 1.00 19.48
127.587 49.644 163.349 1.00 19.25
127.208 50.870 164.040 1.0017.85
125680 50.929 164.287 1.00.17.70
125.347 52.071 165239 1.00 12.74
124.938 51.114 162.961 1.0017.17
127.906 50.981 165.391 1.00 18.53
127917 50.032 166.170: 1.00 20.48
128.502 52.137 165.659 1.00 18.48
129.160 52.378 166.939 1.00 18.00
130.518 53.054 166.736 1.0017.13
131.595 52.090.166.312 1.00.17.82
132:425 51483 167.259 1.00 19.37
133.382 50.542 166.884 1.00 17.56
131.750 51.734 164,975 1,00 17.11
132.700 50.794 164.587 1.00 18.51
133.512 50.201 165.548 1.00 18.53
134,442 49.261 165.173 1.00 18.33
128.228 53.293167.714 1.00 18.38
127.688 54.254 167.158 1.00 18.90
128.031 52.994 168.992 1.00 17.53
127.136 53.798 169.810 1.00 16.85
125742 53.168 169.827 1.00 14.33
127616 53.983 171.233 1.00 16.35
128.450 53.234 171.729 1.00 16,90
127.068 55.000 171.881 1.00 17.47
127.376 55.296 173.263 1.00 18.32
128.742 56.020 173.431 1.0019.57
128.636. 57.485 173,015 1.00 17.84
129.209 55.900 174.881 1.00 21.60

126.264 56.183 173.797 1.00 19.05
125.831 57.132 173.138 1.00 18.07
125.783 55.847 174.985 1.00 18.95
124.739 56.620 175.622 1.00 19.68
123.681 55.700 176.240 1.00 20.04
123.181 54.811 175231 1.0019.13
122.534 56.517 176.810 1.00 19.63
125.416 57.441 176,711 1.00 21.06
126.108 56.896 177.568 1.0022.74
125228 58.755 176.662 1.00 21.86
125.834 59.655 177.630 1.00:21.14
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ATOM 6889 CB VALB 155 126.618 60.781 176.911 1.0020.82 B
ATOM 6890 CG1 VALB 155 127.286 61.703177.925 1.00 19.66 B
ATOM 6891 CG2 VAL B 155 127.654 60.170 175.987 1.0019.14 B
ATOM 6892 C VALB 155 124.762 60.272 178.515 1.0023.20
ATOM 6893 O VALB 155 123.883 60.996 178.034 1.0021.33
ATOM 6894 N THR B 156 124.843 59.970 179.811 1.0023.14
ATOM 6895 CA THRB 156 123.892 60.474 180.794 1.00 24.20
ATOM 6896 CB THRB 156 124.049 59.739 182.144 1.00 26.18
ATOM 6897 OG1 THR B 136 123.646 58.370 181,990 1.00 28.33
ATOM 6898 CG2THR B 156 123.197 60.401 183.221 1.00 25.91
ATOM 6899 C THRB 156 124.088 61.960 181.020 1.00 23.96
ATOM 6900 O THR B 156 125.209 62.462 180.969 1.00 25,22
ATOM 6901 N GLY B 157 122.990 62.659 181.278 1.00 24.84
ATOM 6902 CA GLY B 157 123.061 64.090 181.505 1.0025.28
ATOM 6903 C GLYB157 122.388 64.830 180.366 1.00 26.64
ATOM 6904 O GLY B 157 122.058 64.220 179.348 1.00 26.37
ATOM 6905 N ASPB 158 122.169 66.131 180.539 1.00 27.06
ATOM 6906 CA ASPB 158 121.539 66.952 179.507 1.0028.83
ATOM 6907 CB ASPB 158 120.712 68.074 180.149 1.00 30.11
ATOM 6908 CG ASPB 158 120.043 68,975 179.122 1.00 33.57
ATOM 6909 OD1ASPB 158 120.175 68.710 177.906 1.0035.30
ATOM 6910 OD2ASPB 158 119.382 69.954 179.529 1.0036.10
ATOM 6911 C ASPB 158 122.648 67.547 178.647 1.0027.45
ATOM 6912 O ASPB 158 123.329 68.482 179.062 1.0027.31
ATOM 6913 N LEUB 159 122.825 67.007 177.447 1.00 27 46
ATOM 6914 CA LEUB 159 123.878 67.484 176.555 1.0026.43
ATOM 6915 CB3 LEUB 159 124383 66.336 175.673 1.00 25.52

w = @ ¥ w w W oW W & W W
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ATOM 6916 CG LEUB 159  125.031 65.153 176.395 1.00 25.38
ATOM 6917 CDILEUB 159 125853 64.359 175.395 1.00 24.23
ATOM 6918 CD2LEUB 159 125932 65.647 177.514 1.0024.50 B
ATOM 6919 € LEU B 159 123.515 68.667 175.668 1.00 25.71

ATOM 6920 O LEUB 159 124.263 68.994 174.743 1.00 26.86
ATOM 6921 N HISB 160 122.386 69.316 175939 1.00 23.58

ATOM 6922 CA HISB 160 121.988 70.460 175.123 1.0021.33
ATOM 6923 CB HISB 160  120.668 71.057 175.615 1.00 20.95
ATOM 6924 CG HISB 160 120329 72.355 174.959 1.00 17.83
ATOM 6925 CD2HISB 160 119.725 72.624 173.778 1.00 16.22
AIOM 6926 ND1 HIS B 160 120.715 73.572 175477 1.00 18.89
ATOM 6927 CE1 HISB 160 120.367 74.535 174.642 1.00 17.70
ATOM 6928 NE2 HISB 160 119.765 73.986 173.603 1.0020.18
ATOM 6929 C HISB 160 123.061 71,543 175.125 1.00 21.71

ATOM 6930 O HISB 160 123.554 71.935176.180 1.0023.63

ATOM 6931 N GLY B161  123.425 72.027 173.942 1.00 20.84
ATOM 6932 CA GLY B 161  124.447 73.055 173.863 1.00 19.45
ATOM 6933 C GLY DB 161 125.857 72.507 173.710 1.0019.94 B
ATOM 6934 O GIVR 161 126779 73.247 173360 1.00 1959 R

w W

w P P g R



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6935
6936
6937
6938
6939
6940
6941
6942
6943
6944
6945
6946
6947
6948
6949
6950
6951
6952
6953

6954
6955
6956
6957
6958
6959
6960
6961
6962
6963
6964
6965
6966
6967
6968
6969
6970
6971
6972
6973
6974
6975
6976
6977
6978
6979

N TYRB162 126.042 71.216 173.970 1.00 1897 B

CA TYR B 162
CB TYRB 162
CG TYRB 162
CDITYR B 162
CEITYRB 162
CD2TYR B 162
CE2TYR B 162
CZ TYRB 1562
OH TYRB 162
C TYRB 162

O TYRD 162

N GLUB 163

CA GLUB 163
CB GLU B 163
CG GLUB 163
CD GLUB 163
OELGLUB 163
OE2 GLU B3 163

C GLUB 163
O GLUB 163
N TYRB 164
CA TYR.B 164
CB TYRB 164
CG TYRB 164
CDITYRB 164
CE1LTYR B 164
CD2TYRB 164
CE2 TYR B 164
CZ TYR B 164
OH TYRB 164
C TYRB 164
O TYRB 164
N LEUB 165
CA LEUB 165
CB LEUB 165
CG LEUDB 165
CD1 LEUB 165
CD2 LEU B 165
C LEU B 165
O LEUB 165
N PHE B 166
CA PHE B 166
CB PHE B 166
CG PHE B 166

127.368 70.618 173.831 1.0020.53
127437 69.247 174.509 1.00 20.37
127.766 69.296 175.984 1.0025.36
126.815 69.703 176.924 1.00 25.73
127.121 69.751 178.285 1.0027.91
129.035 -68.940 176.441 1.00 25.77
129.353 68.985 177.796 1.0028.24
128393 69.390 178.711 1.00 29.07
128.706 69.431 180.050. 1.00 33.30
127.766 70.442 172.372 1.00 19.93
126.951 70.048 171.539 1.00 18.63
129.022 70,742 172.070° 1.00 18.45
129.535 70.572 170.722 1.00 19.25
130.675 71.550 170.459 1.0020.32
130.361 72.983 170.836 1.00 21.64
131.607 73.838 170.893 1.0022.28
132.687 73.286 171.190 1.0023.76
131.508 75.058 170.659 1.00 24.12

130.080 69.152 170.677 1.00 18.91
130.626 68.666171.669 1.00 19.38
129.928 68.472 169.546 1.00 17.93
130.449 67.122 169.451 1.00 16.73
129.361 66.084 169.754 1.0017.13
128.308 65.904 168.677 1.00 17.52
128.090 64.655 168.105 1,00 17.38
127.078 64.456 167.180 1.00 18.18
127.482 66.962 168:282 1.00 18.79
126.461 66.771 167.347 1.00 16.08
126.267 65.514 166.806 1.00 17.32
125262 65.293 165.895 1.00 19.09
131.068 66.813 168.107 1.00 19.33
130.753 67.438 167.087 1.00 18.24
131.964 65.833 168.136 1.00 17.85
132.662 65.356 166.963 1.00 15.45
134.039 66.023 166.851 1.00 14.70
134.102 67.538 166.618 1.00 14.92
135.535 68.031 166.865 1.00 11.45
133.625 67.877 165.186 1.00 10.35
132.833 63.856 167.182 1.00 15.97
132.769 63.373 168.316 1.00 15.10
133.019 63.119 166.098 1.00 14.88
133.238 61.692 166.197 1.00 16.82
132.347 60.926 165.209 1.00 16.61
130.905 60.833 165.624 1.00 16.79
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ATOM 6980 CD1PHEB 166 129.897 60.782 164.662 1.0017.94 B
ATOM 6981 CD2PHEB 166  130.548 60.781 166.968 1.001857 B
ATOM 6982 CE1 PHEB 166 128.553 60.680 165.031 1.0017.13 B
ATOM 6983 CE2PHE B 166 129.206 60.679 167.349 1.0018.78 B
ATOM 6984 CZ PHE B:166  128.207 60,630 166.376 1.00 18.39 B
ATOM 6985 C PHEB 166 134.698 61.451 165.853 1.0018.52 B
ATOM 6986 O PHEB 166 135273 62.134165.004 1.00 19.02 B
ATOM 6987 N CYSB 167 135.303 60.499 166.543 1.0019.97 B
ATOM 6988 CA CYSB 167 136.681 60.130 166.280 1.0021.21. B
ATOM 6989 CB CYSB 167 137.494 60.115 167.581 1.0023.03 B
ATOM 6990 SG CYSB 167 137.699 61.746 168.369 1.0031.71 B
ATOM 6991 C CYSB 167 136.546 58.725165.704 1.00 1934 B

ATOM 6992 O CYSB 167 135997 57.844 166353 1.002022 B
ATOM 6993 N ILEB 168 137.015 58.522164.478 1.0017.700 B
ATOM 6994 CA ILEB 168 136,908 57.219 163.841 1.00 1591 B
ATOM 6995 CB ILEB 168 136.070 57.310 162.539 1.00 16.75 B
ATOM 6996 CG2ILEB 168 135782 55.918 162.009 1.00.12.92 B
ATOM 6997 CGIILE B 168 134.764 58.081 162.795 1.00 13.49 B
ATOM 6998 CDIILE B 168 133.898 57.505 163.887 1.00 1436 B
ATOM 6999 C TLEB 168 138.298 56.673 163.510 1.0017.15 B
ATOM 7000 O ILEB 168 139.134 57.373 162.937 1.00 1590 B
ATOM 7001 N CYSB 169 138541 55.422163.883 1.00 1656 B
AIOM 7002 CA CYSB 169 139827 54.798 163.633 1.00 1720 B
ATOM 7003 CB CYSB 169 140302 54.028 164.874 1.0019.66 B
ATOM 7004 SG CYSB 169 142,015 53.383 164.767 1.0020.200 B
ATOM 7005 € CYSB169 139.767 53.849 162.445 1.00 1780 B
ATOM 7006 O CYSB 169 139274 52.725162.560 1.00 1489 B
ATOM 7007 N ASNB 170 140.251 54323 161.300 1.00 1654 B
ATOM 7008 CA ASNB 170 140.303 53.512 160.091 1.0017.34 B
ATOM 7009 CB ASNDB 170 139591 54210 158921 1.00 15.06 B
ATOM 7010 CG ASNB 170 138.073 54.201 159.060 1.00 15.07 B
ATOM 7011 ODLASNB 170  137.447 53.140 159,138 1.0015.10 B
ATOM 7012 ND2ZASN B 170 137.473 55.384 159.082 1.00 15.58 B
ATOM 7013 € ASNB170 141.787 53.350 159.767 1.00 1893 B
ATOM 7014 © ASNB 170 142.550 54.313 159.872 1.0020.70 B
ATOM 7015 N ASNB 171 142201 52.135159.408 1,00 1940 B
ATOM 7016 CA ASNB 171 143.598 51.869159.052 1.0017.98 B
ATOM 7017 CB ASNB 171 143954 52.623'157.767 1.0017.45 B
ATOM 7018 CG ASNB 171 142979 52.339 156.634 1.0021.07 B
ATOM 7019 OD1 ASN B 171 142.471 53.262 155.992 1.002421 B
ATOM 7020 ND2ASN B 171  142.719 51.063 156.381 1.00 16.34 B
ATOM 7021 C ASNB 171 144.574 52.278 160.159 1.00 16.61 B
ATOM 7022 O ASNB 171 145684 52,727 159.881 1.00 1679 B
ATOM 7023 N SERB 172 144,162 52.115 161.409 1.00 1521 B
ATOM 7024 CA SERB 172 144999 52.482 162.549 1.001845 B
ATOM 7025 CB SERB 172 146350 51.759 162.506 1.00 19.62 B



ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AITOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM

7026
7027
7028
7029

7030
7031
7032
7033
7034
7035
7036
7037
7038
7039
7040
7041
7042
7043
7044
7045
7046
7047
7048
7049
7050
7051
7052
7053
7054
7055
7056
7057
7058
7059
7060
7061
7062
7063
7064
7065
7066
7067

OG SER B 172
C SERB 172
O SERB 172
N GLUBI173

CA GLUB 173
CB GLUB 173
CG GLUB 173
CDh GLU B 173
OEL GLUB 173
OE2 GLUB 173
C GLUB 173
O GLUBI173
N TRPB 174
CA TRPB 174
CB TRIPB 174
CG TRPB 174
CD2TRP B 174
CE2 TRP B 174
CE3 TRP'B 174
CDITRP B 174
NEI TRPB 174
CZ2TRP B 174
CZ3TRPB 174
CH2TRPB 174
C TRPB 174
O TRPB 174
N MET B 175
CA MET B 175
CB METB 175
CG METB 175
SD MET B 175
CE MET B 175
C METB 175
O METB 175
N GLUB 176
CA GLU B 176
CB GLUB 176
CG GLU B 176
€D GLUB 176
OEIGLUB 176
OE2GLUB 176
C GLUB 176

7068 O GLUB 176
7069 N THR B 177
7070 CA THR B 177

146217 50.416 162.925 1.00 25.50
145.236 53.986 162.658 1.00 17.70
146,071 54.433 163452 1.00 18.02
144.513 54.762 161.857 1.00 17.38

144.632 56.210 161.920 1.00 17.24
144.967 56.822 160.554 1.00 17.16
145.181 58.335 160.658 1.00 19.91
145704 58.986 159.385 1.0022.71
146.228 58.273 158.499 1.00 24.08
145.605 60.228 159.285 1.00 20.69
143.316 56.786 162.414 1.00 16.39
142.248 56.471 161.879 1.00 15.20
143.397 57.624 163.440 1.00 15.50
142211 58.261 164.003 1.00 15.44
142.422 58.605 165483 1.00 13.35
142.361 57431 166.406 1.00 14.23
141.194 56.919 167.052 1.0012.18
141.594 55.800 167.812 1,00 13.07
139.844 57.297 167.059 1.00 13.58
143.395 56.624 166.787 1.00 15.35
142,943 55.643 167.634 1.00 14.61
140.695 55.054 168.576 1.00 13.93
138.946 56.552 167.820 1.00 13.41
139:379 55.444 168.568 1.00 13.60
141.891 59.545 163.262 1.00 15.81
142.779 60.354 162.999 1.00 16.35
140.625 59.732 162.916 1.00 17.76
140:218 60.957 162.248 1.00 19.60
139.892 60.700 160.777 1.0021.43
141.134 60.772 159.900 1.0023.04
140.785 60.652 158.151 1.00:31.07
142411 60.164 157.515 1.00°25.54
139.048 61.623 162,952 1.00 20.26
138.081 60.975163.353 1.0022.41
139.168 62.930 163.115 1.00:20.61
138.157 63.740.163.775 1.00-22.13
138.835 64.931 164.439 1.0021.53
138.068 65.555165.560 1.0027.46
138.903 66.593 166.289 1.00 30.95
139105 67.695 165721 1.00 31.89
139.367 66.293 167.413. 1.00 27.50
137.179 64,228 162.747 1.00 22.08

137.586 64.722 161.664 1.0022.42
135.887 64.102 162.989 1.00 21.11
134915 64.534 162.006 1.00 18.65
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7071
7072
7073
7074
7075
7076
7077
7078
7079
7080
7081
7082
7083
7084
7085
7086
7087
7088
7089
7090
7091
7092
7093
7094
7095
7096
7097
7098
7099
7100
7101
7102
7103
7104
7105

7106
7107
7108
7109
7110
7111
7112
7113
7114
7115

CB THR.1B3 177
OG1THRB 177
CG2THRB 177
C THRB 177
O THRDB 177
N VALB178
CA VALB 178
CB VAL B 178
CG1 VALB 178
CG2 VAL B 178
C VALB 178
O VALBI178
N ASPB 179
CA ASPB 179
CB ASPB 179
CG ASPB 179
OD1ASPB 179
OD2ASP B 179
C ASPB 179
O ASPB 179
N GLNB 80
CA GLN B 180
CB GLN B 180
CG GLN B 180
CD GLN B 180
OEI'GLN B 180
NE2 GLN B 180
C GLNB 180
O GLNB 180
N TYRB 181
CA TYRB 181
CB TYR B 181
CG TYRB 181
CDITYRB 181
CELTYRB 181

CD2TYR B 181
CE2TYRB 181
CZ TYR B 181
OH TYRB 181
C TYRB 181
O TYRB 181
N ALAB 182
CA ALAB 182
CB ALAB 182
C ALAB182

134.644 63.418 160.978 1.00 19.69
133.721 63.889159.987 1.00 21.63
134.041 62.207 161.667 1.00 19.70
133.583 64.933 162.603 1.00 16.55
133.211 64.491 163.686 1.00 16.54
132.869 65.787 161.885 1.00 14.18
131.551 66.183 162.313 1.00 14.01
131.068 67.451 161.566 1.00.13.99
129:567 67.657 161.792 1.00 11.53
131.847 68.671 162.058 1.00 13.14
130.642 65.004 161.948 1.00 14.71
130.957 64.202 161.062 1.00 16.91
129.525 64.906 162.647 1.00 14.84
128.526 63.871 162.427 1.00 14.92
127.516 63.958 163.580 1.00 17.03
126.362 62.996 163.446 1,00 17.71
126.384 62.141 162.540 1.00 14.83
125.427 63.105 164.273 1.00 18.59
127.857 64.155 161.073 1.00 15.58
127.445 65.288 160,813 1.00 13.70
127766 63.145 160.205 1.00 14.69
127.129 63.344 158.897 1.0017.02
127.161 62.061 158.059 1.00 17.64
128.542 61.470 157.840 1.0017.25
128.484 60.013 157.412 1.0018.06
129.481 59.299 157.480 1.00 19.10
127.312 59.566 156,969 1.00 14.88
125,674 63.735 159.116 1.00 17.31
125054 64.380 158.263 1.00 16.79
125.138 63.339 160.268 1.00 16.21
123.755 63.625 160.615 1.00 15.87
123.090 62.374 161.212 1.00 15.03
122,732 61.307 160.196 1.00 14.42
121426 61.173 159.728 1.00 13.42
121,086 60.175 158.806 1.00 14.77

123.700 60.418 159.714 1.00 13.01
123.374 59.420 158.796 1.00 13.91
122.065 59.302 158.349 1.00 15.72
121.734 58.299 157.469 1.00 14.86
123.607 64.790 161.588 1.00 16.80
122.556 64.943 162.206. 1.00 15.66
124.650 65.608 161.724 1.00 18.19
124.598 66.764 162.626 1.00 19.16
125.916 67.534 162.582 1.00 18.76
123.451 67.690 162.228 1.00 19.14
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AIOM 7116 O ALAB 182 123.415 68.200 161.106 1.0019.30 B
ATOM 7117 N LYSB 183 122.521 67911 163.149 1.0017.81 B
ATOM 7118 CA LYSB 183 121,376 68.765162.870 1.001940 B
ATOM 7119 CB LYSB 183 120.115 68.151 163.489 1.0019.24 B
ATOM 7120 CG LYSB 183 119.757 66.812 162.840 1.0020.60 B
ATOM 7121 CD LYSB 183 118.594 66.117 163.529 1.0023.44 B
ATOM 7122 CE LYSB 183 118.257 64.796 162.839 1.0025.63 B
ATOM 7123 NZ LYSDB 183 117.143 64.087 163.545 1.0030.59 B
ATOM 7124 C LYSB 183 121.588 70.203 163.334 1.0018.78 B
ATOM 7125 O LYSB 183 120.715 71.057 163.174 1.00 1785 B
ATOM 7126 N ALAB 184 122.760 70.457 163.908 1.0017.71 B
ATOM 7127 CA ALAB 184 123.143 71.791 164.354 1.001722 B
ATOM 7128 CB ALAB 184 122600 72.071 165.753 1.0016.87 B
ATOM 7129 C ALAB 184 124.668 71.823 164351 L.00 17.17 B
ATOM 7130 O ALADB 184 125305 70.798 164.579 1.0017.31 B
ATOM 7131 N VALB 185 125246 72.986 164.064 1.0017.09 B
ATOM 7132 CA VALB 185 126.701 73.140 164.034 1.0017.99 B
ATOM 7133 CB VAL B 185 127.281 72.975162.592 1.0018.14 B
ATOM 7134 CG1 VAL B 185 127.061 71.565162.085 1.0017.26 B
ATOM 7135 CG2VALB 185 126.633 73.986 161.654 1.0018.71 B
ATOM 7136 C VALB 185 127,120 74.523 164.529 1.00 17.75 B
ATOM 7137 O VALDB 185 126303 75.436 164.604 1.00 19.10 13
ATOM 7138 N THRB 186 128.400 74.662 164.858 1.00 1764 B
ATOM 7139 CA THRB 186 128.965 75,929 165.311 1.001639 B
ATOM 7140 CB THRB 186 130.270 75.709 166.081 1.001735 B
ATOM 7141 OG1ITHRB 18  131.217 75.044 165231 1.0017.81 B
ATOM 7142 CG2THRB 186  130.022 74.869 167.323 1.0016.19 B
ATOM 7143 C THRB 186 129.286 76.779 164.079 1.00 1793 B

ATOM 7144 O THRB 186 129.147 76.313 162.937 1.00 16.27 B
ATOM 7145 N VALB 187 129.736 78.013 164.306 1.00 1638 B
ATOM 7146 CA VALB 187 130.053 78911 163.201 1.001540 B
ATOM 7147 CB VAL B 187 130.651 80.254 163.722 1,00 1442 B
ATOM 7148 CGI VAL B 187 132.011 80.026 164.370 1.0011.02 B
ATOM 7149 CG2 VALB 187 130.739 81.253 162.582 1.00 9.66 B
ATOM 7150 C VALB 187 131.000 78.258 162.183 1.00 16.18 B
ATOM 7151 O VALB 187 131.994 77.635 162.550 1.00 1548 B
ATOM 7152 N ASNB 188  130.669 78403 160.900 1.00 1626 B
ATOM 7153 CA ASNB 188 131451 77.823 159.809 1.00 16.51 B
ATOM 7154 CB ASNB 188  132.875 78.405 159.762 1.00 1477 B
ATOM 7155 CG ASN B 188 132,920 79.792 159.141 1.001598 B
ATOM 7156 OD1 ASN B 188  132.170 80.090 158.213 1.00 17.36 B
ATOM 7157 ND2ASN B 188  133.813 80.638 159.635 1.0015.34 B
ATOM 7158 C ASNB 188 131.526 76.294 159.860 1.00 17.06 B
ATOM 7159 O ASNB 188 132.489 75.700 159.378 1.001720 B
ATOM 7160 N GLY B 189 130.506 75.673 160.449 1.00 1804 B
ATOM 7161 CA GLY B 189 130427 74219 160.537 1.0017.83 B



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7162
7163
7164
7165
7166
7167
7168
7169
7170
7171
7172
7173
7174
7175
7176
7177
7178
7179
7180
7181

7182
7183
7184
7185
7186
7187
7188
7189
7190
7191
7192
7193
7194
7195
7196
7197
7198
7199
7200
7201
7202
7203
7204
7205
7206

C GLY B 189
O GLYB 189
N GLU B 190
CA GLUB 190
CB GLUB 190
CG GLU B 190
CD GLU B 190
‘OE1 GLU B 190
OE2 GLU B 190
C GLUB 190
O GLUB 190
N LYSB 191
CA LYSB 191
CB LYS B 191
CG LYSB 191
CD LYSB 191
CE LYSB 191
NZ LYS B 191
C LYSB 191
O LYSB 191

N GLY B 192
CA GLY B 192
C GLYB 192
O GLYB 192
N VALB 193
CA VALB 193
CB VALB 193
CG1 VAL B 193
CG2 VAL B 193
C VALB 193
O VALB 193
N VAL B 194

CA VAL B 194
CB VAL B 194

CGL VAL B 194
CG2 VAL B 194
C VALB 194
O VALB 194
N LEU B 195
CA LEU B 195
CB LEUB 195
€G LEUB 195
CDI LEUB 195
CD2 LEU B 195
C LEUB 195

131.621 73.423 161.049 1.00 19.35
131.844 72.291 160.615 1.00 18.38
132.374 73.989 161.984 1.00 19.14
133.543 73.310 162.527 1.00.20.54
134.422 74.322 163270 1.00 23.36
134.669 75.582 162,440 1.00 30.35
135.686 76.531 163.053 1.0034.40
135.575 76.845 164.259 1.00 36.95
136.594 76.975162.318 1.00 36.90
133.170 72.141 163.439 1.00 18.70
133.844 71.112 163.447 1.00 18.65
132.096 72.287 164.200 1.00 15.38
131,676 71.211 165.085 1.00 16.52
132,073 71.506 166.536 1.00 17.82
133.564 71.541 166.843 1.00 18.61
133.757 71.885 168.323 1.00:21.19
135.206 71.784 168.767 1.00 23.51
136.087 72.657 167.956 1.0025.80
130.175 71.021 165,048 1.00 15.35
129.432 71.951 164.748 1.00 18.65

129.732 69.811 165.360 1.00 14.39
128310 69.548 165.414 1.00'14.07
127.861 70.023 166.786 1.00 16.93
128.694 70,229 167.676 1.00 16.68
126.560 70.212 166.971 1.00 17.43
126.048 70.665 168.257 1.00 17.77
125.768 72.179 168.251 1.00 17.46
125.254 72.612 169.614 1.00 16.09
127.038 72.949 167.881 1.00 18.13
124.756 69.953 168.614 1.00 18.73
123.858 69.836 167.785 L.00 19.61
124.675 69.475 169.850 1.00 19.43
123.484. 68.794 170.337 1.00 19.78
123.829 67.824 171.494 1.00 19.88
122.572 67.106 171.967 1.00 17.52
124.884 66.812 171.032 1.00 19.86
122.530 69.870 170.849 1.00 21.39
122.923 70,736 171.641 1.00 19.96
121.288 69.834 170.381 1.00 21.79
120.292 70.815 170.807 1.00 23.65
120.060. 71.874 169.716 1.00.21.40
121.194 72.835169.322 1.00 2237
120.683 73.813 168.267 1.0019.33
121.683 73.603 170.540 1.00 19.26
118.970 70.135 171,122 1.00 24.60
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7207
7208
7209
7210
7211
7212
7213
7214
7215
7216
7217
7218
7219

7220
7221
7222
7223
7224
7225
7226
7227
7228
7229
7230
7231
7232
7233
7234
7235
7236
7237
7238
7239
7240
7241
7242
7243
7244
7245
7246
7247
7248
7249
7250
7251
7252

O LEUB 195
N ARG B 196
CA ARG B 196
CB ARG B 196
CG ARG B 196
CD ARG B 196
NE ARG B 196
CZ ARG B 196
NH1 ARG B 196
NH2 ARG B 196
C ARG B 196
O ARG B 196
N PROB 197

CD PRO B 197
CA PROB 197
CB PROB 197
CG PROB 197
C PROB 197
O PROB 197
N ASPB 198
CA ASPB 198
CB ASPB 198
CG ASPB 198
OD1 ASP B 198
OD2ASP B 198
C ASPB 198
O ASPB 198
N GLNB 199
CA GLNB 199
CB GLN B 199
CG GLN B 199
CD GLN B 199
OEl GLN B 199
NE2 GLN B 199
C GLNB 199
O GLNB 199
N MET B 200
CA MET B 200
CB MET B 200
CG MET B 200
SD MET B 200
CE MET B 200
C MET B 200
O MET B 200
N LYSB 20l
CA LYS B 201

118.531 69.253 170.392 1.00 24.84
118.342 70.531 172.223 1.00 26.56
117.053 69.958 172.577 1.00 26.86
116.630 70.393 173.981 1.00 26.58
116,295 71.876 174.106 1.00 29.78
115.542 72.130 175,405 1.00 31.39
116.341 71.776 176.576 1.00 32.41
117322 72.532 177.062 1.0033.15
117.618 73.683 176.475 1.00 32.39
118.004 72.139 178.131 1.00 32.42
116.060 70.510 171.561 1.00 25.83
116.298 71.563 170.967 1.0025.88
114.948 69.800 171.326 1.00 25.94

114.571 68.452 171.794 1.00 27.19
113.974 70.314 170.359 1.0027.19
112.813 69.333 170.496 1.00 26.20
113.531 68.031 170.770 1.00 25.50
113.590 71.742 170.741 1.0027.42
113.366 72.026 171.918 1.00 26.65
113.533 72.636 169.758 1.0029.77
113.190 74.030'170.025 1.00 32.40
113.764 74.949 168.930 1.00 34.44
113.253 74.611 167.533 1.00 37.95
112,024 74.675 167.309 .00 39.17
114.086 74.292 166.653 1.0037.92
111.691 74.280 170.207 1.0032.91
110.864 73.395169.993 1.00 32.65
111.366 75.506 170.604 1.00 35.86
109.999 75.943 170.881 1.00-37.84
110.042 76.960 172.031 1.00 39.47
108.693 77.430 172.558 1.0044.37
108.200 76.612 173.734 1.00 46.54
108.029 75.396 173.633 1.00 45.78
107.964 77.281 174.863 1.00 47.31
109.272 76.559 169.682 1.00:38.00
108.592 77.573 169.824 1,00 40.11
109.393 75.952 168.508 1.00 37.68
108,733 76.490 167317 1.00 36.20
109419 75.971 166.053 1.00 35.53
108.779 76.454 164.756 1.00 34.40
108.884 78.246 164.526 1.00:32.78
107.507 78.519 163.422 1.0033.77
107.237 76.186:167.226 1.00 35.66
106.815 75.037 167.349 1.00 34.90
106.442 77.226 166.998 1.00 35.12
104.998 77.067 166.863 1.00 35.81
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ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

7253
7254
7255
7256
7257

7258
7259
7260
7261
7262
7263
7264
7265
7266
7267
7268
7269
7270
7271
7272
7273
7274
7275
7276
7277
7278
7279
7280
7281
7282
7283
7284
7285
7286
7287
7288
7289
7290
7291
7292
7293
7294
7295

7296
7297

CB LYS B 201
CG LYSB 201
CD LYS B 201
CE LYS B 201
NZ LYS B 201

C LYSB201
O TYSR201
N TRPB 202
CA TRPB 202
CB TRP B 202
CG TRP B.202
CD2 TRP B 202
CE2 TRPB 202
CE3 TRPB 202
CD1TRP B 202
NEI TRP B 202
CZ2TRP 1B 202
CZ3TRP B 202
CH2 TRP B 202
C TRP B 202
O TRPB 202
N THR B 203
CA THR B 203
CB THR B 203
OG1 THR B 203
CG2 THR B 203
C THRB203
O THRB203
N ALAB 204
CA ALAB 204
CB ALAB 204
C ALAB204
O ALAB204
N PRO B?205
CD PRO B 205
CA PROB 205
CB PRO B 205
CG PRO B 205
C PROB205
O PROB205
N LEU B 206
CA LEUB 206
CB LEU B 206

CG LEU B 206
CD1 LEU B 206

104260 78.087 167.741 1.00 38.52
102.743 78.059 167.565 1.00:42.89
102.002 78.776 168.697 1.00:47.09
102.261 80.282 168.714 1.00 48.03
101.551 80.947 169.849 1.00 46.03

104.585 77.252 165.402 1.0034.16
104.478 78.381 164.924 1.00 32.64
104.360 76.143 164.697 1.00 33.01
103.958 76.205 163.292 1.00 32.30
104,188 74.864 162.584 1.0032.19
105.606 74.395 162.570 1.00 31.76
106.607 74.721 161.597 1.00 30.41
107.799 74.073 161.991 1.0030.81
106.614 75.501 160.432 1.0030.64
106212 73.586 163.489 1.0030.57
107.531 73.389 163.148 1.00-31.26
108.989 74.181 161.260 1.0029.11
107.799 75.611 159.705 1.00 29.06
108.969 74.952 160.125 1.00 28.09
102.483 76.554 163.169 1.00 32.07
101.692 76.225 164.049 1.00 33.51
102.117 77.219 162.077 1.00 31.57
100,726 77.579 161.840 1.00 29.59
100.600 78.692 160.773 1.0029.98
99.228 79.087 160:661 1.00 30.90
101.098 78.206 159.413 1.00 29.59
99.998 76.320 161.361 1.0029.67
100.617 75.269 161.200 1.00 28.02
98.693 76.421 161.137 1.0029.26
97.913 75.271 160.698 1.00 29.74
96.455 75.677 160.484 1.00 28.83
98.485 74.655 159.419 1.00 30:47
98.828 75.362 158.472 1.0031.26
98.593 73.320 159.384 1.00 29.63
98.249 72.399160.482 1.0031.10
99.121 72:582 158.235 1.00 29.29
98.949 71.122158.652 1.00 29.83
99.073 71.176 160.139 1.00 31.08
98.368 72.887 156.950 1.0029.51
97.136 72,947 156.945 1.00 28.19
99.113 73.085 155.866- 1.00 28.18
98.513 73.355 154.569 1.00 26.09
99.538 73.960153.613 1.00 24.86

100.200 75.281 153.989 1.0026.52
101.124 75.716 152861 1.0026.17
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7298
7299
7300
7301
7302
7303
7304
7305
7306
7307
7308
7309
7310
7311
7312
7313
7314
7315
7316
7317
7318
7319
7320
7321
7322
7323
7324
7325
7326
7327
7328
7329
7330
7331
7332
7333

7334
7335
7336
7337
7338
7339
7340
7341
7342

CD2 LEU B 206
C LEU B 206
O LEU B?206
N LYSB 207
CA LYS B 207
CB LYS B 207
CG LYS B 207
CD LYS B 207
CE LYS B 207
NZ LYS B 207
C LYSB207
O LYSB207
N PRO B 208
€D PRO B 208
CA PRO B 208
CB PRO B 208
CG PRO B 208
C PROB 208
O PRO B 208
N PHE B 209
CA PHE B 209
CB PHE B 209
CG PHE B 209
€D1 PHE B 209
CD2 PHE B 209
CE1 PHE B 209
CE2 PHE B 209
CZ PHE B 209
‘€ PHE B 209
O PHE B 209
N SERB210
CA SER B210
CB SER B 210
OG SER B 210
C SERB210
O SERB210

N HISB21l1

CA HIS B 211
CB HISB 211
CG HISB211
CD2 HIS B 211
ND1 HIS B 211
CE1 HIS B 211
NE2 HIS B 211

C HISB2I1  99.905 €9.910 140.827 1.0018.75 B

99.138 76.336 154.239 1.0027.12
98.054 72.021 154,008 1.00 26.12
98.708 71.003 154.220 1.00 25.07
96.925 72.015 153.307 1.00 26.80
96.436 70.784 152.713 1.00 28.34
95.012 70.965 152.171 1.00 32.02
94.830 72.057 151.116 1.00 36.03
94.594 73.440 151.737 1.0040.52
95,893 74,156 152,085 1.0038.59
95.641 75.448 152.758 1.0040.13
97.406 70.437 151.587 1.00 28.08
98.108 71.311 151.079 1.0027.60
97.472 69.156 151.190 1.0027.39
96.585 68.038151.549 1.00 27.08
98.390 68.768 150.115 1.0026.21
98.079 67.285 149,910 1.00 26.82
96.636 67.184 150.304 1.00 26.92
98.163 69.591 148.858 1.0025.34
97.023 69.856 148.479 1.00 24.75
99.250 70.007 148.220' 1.0023.12
99.124 70.795 147.014 1.00 20.66.
100496 71.239 146.514 1.00 19.03
100427 72.307 145.468 1.0018.10
100.740 72.028 144.145 1.00 16.83

99.988 73.588 145.801 1.0016.63
100616 73.013 143.165 1.00 16.52
99.860° 74.573 144.835 1.00 14.47
100.175 74.285 143.511 1.0015.30
98.410 69943 145971 1.0020.12
98.757 68.787 145.752 1.00-19.74
97.397 70.533 145.352 1.0021.22
96.561 69.882 144.347 1.00.21.56
95.676 70.929 143.676 1.00 21.15
96.468 71.887 142.988 1.00 21.28
97.245 69.068 143.251 1.0021.69
97.013 67.865 143.131 1.0022.73

98.075 69.725 142.447 1.00 21.01
98.738 69.056 141.328 1.0019.13
97.717 68.874 140.197 1.0021.08
98.196. 68.018 139.066 1.0021.49
98.964 68.310 137.990 1.0020.95
97.865 66.684 138.950 1.00 21.02
98.408 66.193137.849 1.0021.48
99.079 67.159 137.248 1.0022.65

B
B
B
B

T ww w ®
w W = ® T pgwgww®° % oo © ¥ W ww W

B
B

B

wwcwwtﬂc

DK/EP 2662445 T3



AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7343
7344
7345
7346
7347
7348
7349
7350
7351
7352
7353
7354
7355
7356
7357
7358
7359
7360
7361
7362
7363
7364
7365
7366
7367
7368
7369
7370
7371

7372
7373
7374
7375
7376
7377
7378
7379
7380
7381
7382
7383
7384
7385
7386
7387
7388

O HISB 211

N PROB2I12
CD PROB 212
CA PROB 212
CB PROB 212
CG PROB 212
C PROB212
O PROB212
N VAL B 213

CA VALB?2I3
CB VAL B 213
CGl VAL B 213
CG2 VAL B 213
C VALB213

O VALB213

N ASPB 214

CA ASPB 214
CB ASPB 214
CG ASPB 214
ODLASP B 214
OD2ASPB 214
C ASPB214

O ASPB 214

N ALADB 215
CA ALAB 215
CB ALAB215
C ALAB2I5
O ALAB2I5
N VALB216

CA VALB216
CBB VAL B 216
CG1 VAL B 216
CG2 VAL B 216
C VALB216

O VALB2I6
N ILEB217

CA ILEB217
CB ILEB 217
CG2ILEB 217
CG1ILE B 217
CD1ILEB217
C ILEB 217

O ILEB217

N TYRB2I8
CA TYRB 218
CB TYRB218

99.820 71.142 140816 1.00 19.33
101.001 69,269 140.381 1.00 17.55
101.276 67.818 140.357 1.00 17.16
102.156 70.025 139.886 1.00 16.83
103.069 68.932 139.334 1.00 17.14
102.782 67.772 140.268 1.00 15.78
101,839 71.113 138.854 1.00 16.08
102,360 72.222 138.960 1.00 16,72
100.990 70.820-137.869 1.00 16.13
100.670 71.828 136.852. 1.00 17.77
99.857 71.239 135.667 1.00 17.65
100.598 70.045 135.072 1.00 19.14
98.458 70.861 136.119 1.00 14.99
99.906 73.033 137.407 1.00 17.62
99.655 74.000 136.685 1.0017.52
99.536 72.967 138.683 1.00 16.79
98.827 74.066 139.334 1.00 17.44
97.812 73.525140.352 1.00 18.47
96.607 72.866 139.691 1.00 19.37
95.885 72.121 140.385 1.00 21.93
96.373 73.099 138.487 1.00 17.14
99.825 74.969 140.057 1.00 17.60
99.442 75.975 140.661 1.00 17.20
101.105 74.607 139.993 1.00-16.30
102.150 75.381 140.651 1.0016.57
103.215 74.438 141.217 1.00 17.52
102.821 76.414 139.754 1.00 16.74
102,847 76.282 138.531 1.0016.41
103.349 77.453 140.391 1.00 17.22

104.086 78.520 139.715 1.00 16.64
103.277 79.830 139.623 1.00 16.51
104.079: 80.883 138.856 1.00 15.02
101.953 79.575 138.921 1.00 16.79
105280 78,716 140.641 1.00 16,17
105.141 79.246 141.738 1.00 14.85
106.443 78.254 140.198 1.00 15.86
107.665 78.316 140.990 1.00 1541
108.533 77.068 140.676 1.00 15.41
109.749 77.021 141.580 1.00 12.66
107.684 75.802 140.870 1.00 14.08
108.290 74.526 140.291 1.00 1341
108.469 79.607 140.785 1.00 16.60
108.600 80.112 139.667 1.00 16.57
109.000 80.134 141.882 1.00 15.66
109.772 81.371 141.864 1.0015.30
109.009 82.455 142.650 1.0013.44
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

LN

7389 CG TYRB218 109.527 83.871 142.478 1.00 12.59
7390 CDTTYRB218  110.111 84.548 143.541 1.00 13.81
7391 CEITYRB218 110.563 85.861 143.407 1.00 13.79
7392 CD2TYRB 218 109408 84.542 141.259 1.00 13.83
7393 CE2TYR B 218 109.859 85.862 141.115 1.00 15.36
7394 CZ TYRB218 110.434 86.509 142201 1.00 13.44
7395 OH TYRB218 110.873 87.805 142.095 1.00 15.59
7396 C TYRB2IS 111115 81.065 142.521 1.00 15.82
7397 O TYRB218 111.177 80.860 143.734 1.00 16.66
7398 N GLUB 219 112.179 81.024 141.719 1.00 15.76
7399 CA GLUB 219 113.514 80.696 142.223 1.00 17.16
7400 CB GLUB.219 114357 80.024 141.133 1.00 16.29
7401 CG GLUB 219 115.625 79.350 141:675 1.00 17.50
7402 CD GLUB 219 116,677 79.079 140,601 1.00 17.76
7403 OELGLUB219 117547 78.212 140.832 1.00 16,51
7404 OE2.GLUB 219 116:646 79.735139.538 1.00 13.80
7405 C GLUB219 114.290 81.892 142.754 1.00 16.73
7406 O GLUB 219 114.576 82.832 142.014 1.00 17.92
7407 N THRB220 114.658 81.846 144.030 1.00 16.50
7408 CA THR B 220 115403 82.952 [44.613 1.00 17.08
7409 CB THRB220 114.451 83.918 145.365 1.00 17.31
7410 OG1 THR B 220 115.175 85.081 145.776 1.00 20.93
7411 CG2 THRB220 113.865 83.249 146.591 1.00 18.22
7412 € THRB220 116.518 82.509 145.563 1.00 14.44
7413 O THRB220 116,476 81.422 146.139 1.00 14.93
7414 N HIS B 221 117.523 83.366 145,693 1.00 13.26
7415 CA HIS B 221  118.661 83.144 146.583 1.00 13.93
7416 CB HISB221  119.957 83.565 145.884 1.00 15.25
7417 CG HISB 221 121.187 83.371 146.710 1.00 16.15
7418 CD2HIS B 221  121.742 84.141 147.674 1.00 14.72
7419 NDI HIS B 221 122.003 82.266 146.586 1.00 19.03
7420 CE1 HIS B 221 123,007 82.365 147.439 1.00 15.06
7421 NE2 HIS B 221  122.871 83.494 148,111 1.00 14.76
7422.C HISB 221  118.370 84.072 147.760 1.00 14.08
7423 O HISB221 118.092 85.255147.561 1.00 13.48
7424 N LEUB222 118.421 83.543 148,976 1.00 15.15
7425 CA LEU B 222 118.129 84.338 150.166 1.00 14.89
7426 CB LEUB 222 118.289 83.475 151.419 1.00 14.90
7427 CG LEUB 222 117.166 82.455 151.632 1.00 15.09
7428 CD1 LEUB222 117.352 81.756 152.978 1.00 14.59
7429 CD2LEUDB 222 115.816 83.171 151.609 1.00 16.33
7430 C LEUB222 118922 85.639 150.321 1.00 14.98
7431 O LEUB222 118410 86.613 150.870 1.00 16.00
7432 N ARG B 223 120.161 85.667 149.843 1.00 14.91
7433 CA ARGB223 120.964 86.882 149.946 1.00 16.55
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AlLUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

/454
7435
7436
7437
7438
7439
7440
7441
7442
7443
7444
7445
7446
7447

7448
7449
7450
7451
7452
7453
7454
7455
7456
7457
7458
7459
7460
7461
7462
7463
7464
7465
7466
7467
7468
7469
7470
7471
7472
7473
7474
7475
7476
7477
7478
7479

Ch ARG B 223
CG ARG B 223
CD ARG B 223
NE ARG B 223
CZ ARG B 223

NH1 ARG 13223
NH2 ARG B 223

C ARGB223
O ARG B 223
N ASPB 224
CA ASPB 224
CB ASPB 224
CG ASPB 224
OD1ASP B 224

OD2 ASP B 224
C ASPB 224
O ASPB 224
N PHE B 225
CA PHE B 225
CB PHE 13225
CG PHE B 225
CDI1 PHE B 225
CD2 PHE B 225
CE1 PHE B 225
CE2 PHE B 225
CZ PHE B 225
C PHE B 225
O PHE B 225
N SERB226
CA SER B 226
CB SER B 226
OG SER B 226
C SERB 226
O SER B 226
N ILEB 227
CA ILE B 227
CB ILE B:227
CG2ILE B 227
CGl ILE B 227
CD1ILE B 227
C TLEDB 227
O ILEB227
N HISB 228
CA HIS B 228
CB HIS B 228
CG HIS B 228

L2244/ 80033 L4Y./81 LUV 10.04
123.403 §7.733 149.502 1.00 18.17
124.789 §7.215 150.256 1.00 20.54
125.854 88.193 150.070 1.00 19.45
127.121 87.971 150.411 1.0021.06
128.045 88.902 150.208 1.00 23.21
127.460 86.820 150.971 1.00 19.02
120.514 87.879 148.879 1.00 17.48
120216 89.036 149.186 1.00 17.00
120.448 87.418 147.632 1.00 16.22
120.020 88.265 146.521 1.00 15.14
119.785 §7.437 145.252 1.00 15.12
121.001 86.670 144.797 1.00 13.74
120.867 85.927 143.803 1.00 15.49

T W wwk

g @ P w ¥ e w

122.077 86.800 145.407 1.00 16,07 B
118.695 88.951 146.821 1.00 1590 B
118.552 90.161 146.684 1.00 17.09 B
117.720 88.138 147.208 1.00 1644 B
116.366 88.501 147.459 1.0017.10 B
115,547 87.477 148.121 1.0015.04 B

114.090 87.801 148.218 1.00 1453 B

113.286 87.768 147.083 1.0013.75 B

113.539 88.232 149.420 1.0016.15 B

111.949 88.167 147.138 1.0016.62 B

112.203 88.634 149.489 1.0016.18 B
111.405 88.602 148.344 1.0014.70 B
116.157 89.875148.246 1.0018.40 B
115.240 90:633147.942 1.0020.28 B
117.002 90.141 149.235 1.00.19.67 B
116.807 91.326 150.065 1.0019.15 B
116.174 90.894 151.387 1.0017.70 B

117.001 89.936 152.034 1.0017.91 B
118.038 92,183 150.366 1.00:20.01 B
117.925 93.211 151.033 1.0020.39 B
119206 91.784 149.881 1.0021.21 B
120,415 92,549 150.165 1.0021.85 B
121.669 91.807 149.649 1.0020.50 B
121.698 91.801 148.140 1.00 16.14 B

122.928 92.469150.212 1.0021.58 B

123.068 92.311 151.698. 1.00 19.65 B
120.423 93.994 149.628 1.0023.50 B
121.022 94.879 150.238 1.002457 B
119.756 94.230 148,501 1.0024.56 B
119.701 95.565 147.892 1.0025.15 B
118.799 95.527 146.654 1.002448 B
118.805 96.792 145854 1.002643 B
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

7480
7481
7482
7483
7484
7485

7486
7487
7488
7489
7490
7491
7492
7493
7494
7495
7496
7497
7498
7499
7500
7501
7502
7503
7504
7505
7506
7507
7508
7509
7510
7511
7512
7513
7514
7515
7516
7517
7518
7519
7520
7521
7522
7523

7524

CD2 HIS B 228 119.376 97.089 144.663 1.00 24.61

B
ND1 HISB 228  118.157 97.938 146.264 1.0027.34 B
CE1HISB 228 118.326 98.884 145.358 1.0027.71 B
NE2HIS B 228  119.062 98.395 144.377 1.0027.22 B
C HISB228 119.204 96.618 148.887 1002543 B
O HISB228 118.203 96.419 149.573 1.0025.00 B
N GLUB229 119.909 97.745 148.954 1.0027.13 B
CA GLUB229 119.569 98.816 149.891 1.002863 B
CB GLUB 229 120.547 99.983 149,729 1.0031.35 B
CG GLUB 229 120.711 100.462 148,303 1.0039.31 B
CD GLU B 229 121.455 101.785 148.216 1.004491 B
OE1 GLU B 229 122578 101.879 148.767 1.0045.17 B
OE2 GLUB 229 120.915 102.729 147.593 1.0047.07 B
C GLUB229 118138 99.353 149.850 1.002784 B
O GLUB?229 117.657 99.889150.847 1.0027.87 B
N ASNB230 117458 99.211 148715 1.002701 B
CA ASNB 230 116.083 99.704 148.579 1.002643 B
CB ASNB 230 115925100424 147.230 1.002761 B
CG ASN B 230  114.583 101.131 147.083 1.0029.89 DB
OD1ASNB 230 114160 101.456 145971 1.0033.05 B
ND2 ASNB 230 113.914 101.382 148.201 1.0031.24 B
C ASNB230 115.071 98.559 148.672 1.002635 B
O ASNB230 113.906 98,718 148.306 1.002633 B
N SERB231 115511 97.409 149.172 1.002533 B
CA SERB231 114.637 96.245 149.273 1.002462 B
CB SER B 231 115420 95.028 149.770 1.0023.62 B
OG SER B 231 115.728 95.153 151.145 1.0026.74 B
C SERB231 113.455 96484 150.193 1.0023.94 B
O SERB231 112,423 95825 150.070 1.0022.74 B
N GLY B232 113.607 97.421 151,123 1.0023.76 B
CA GLY B 232 112525 97.714152.045 1.0023.11 B
C GLYB232 112412 96.707 153.177 1.0023.6%9 B
O GLYB232 111.459 96.745153.956 1.0022.90 B
N METB233 113.376 95.795 153.268 1.002423 B
CA METB 233 113.372 94.798 154.330 1.0023.35 B
CB METB 233 113.535 93.391 153.744 1002244 B
CG METB 233 112.290 92.895 153.025 1.0020.77 B
SD. MET B 233 112.573 91.435152.001 1.0018.76 B
CE METB 233 113.261 92.206 150.518 1.0019.17 B
C METDB233 114.495 95.110 155303 1.0023.64 B
O METB 233 115.573 95.533 154.900 1.0024.13 B
N ILEB234 114.226 94.912156.589 1.0024.74 B
CA ILEB 234 [15.198 95.184 157.645 1.0025.13 B
CB ILEB 234 114.487 95.257159.023 1.002524 B
CG2ILEB 234 115.506 95396 160.149 1.0024.08 B
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

AT £

7525
7526
7527
7528
7529
7530
7531
7532
7533
7534
7535
7536
7537
7538
7539
7540
7541
7542
7543
7544
7545
7546
7547
7548
7549
7550
7551
7552
7553
7554
7555
7556
7557
7558
7559
7560
7561

7562
7563
7564
7565
7566
7567
7568
7569

e ot

CGLILE B 234
CDI1ILE B 234
C ILEB234
O ILE B 234
N ASN B 235
CA ASNB 235
CB ASN B 235
CG ASNB 235
OD1 ASN B 235
ND2 ASN B 235
C ASNB 235
O ASN B 235
N LYSB236
CA LYSB 236
CB LYS B 236
CG LYS B 236
CD LYS B 236
CE LYSB 236
NZ LYSB 236
C LYSB236
O LYS B236
N GLY B 237
CA GLY B 237
C GLYB237
O GLY B237
N LYSB238
CA LYSB 238
CB LYS B 238
CG LYS B 238
CD LYS B 238
CE LYSB 238
NZ LYS B 238
C LYSB 238
O LYS B 238
N TYRB239
CA TYR B 239
CB TYRB 239

CG TYRB239

CD1ITYR B 239
CELTYR B239
CD2TYR B 239
CE2TYR B:239
CZ TYRB239

OH TYR B 239
C TYRB239

M TN T AN

113.518- 96.444 159.040 1.0026.01
112.671 96.524 160.301 1.0026.10

116.321 94.145 157.717 1.00.26.17
117.505 94.497 157.749 1.00 26.18

115.936 92.872 157.745 1.00 25.59
116.874 91.754 157.834 1.00 24.63
116.141 90.547 158.419 1.00 23.92
115.593 90.823 159.809 1.0024.39

116.348 90.908 160.776 1.0023.49
114276 90.978 159.911 1.00 20.24

117.471 91.400 156.473 1.00 24.30
117.335 90.275155.994 1.00 25.75
118.150 92.365 155.868 1.0024.04
118.738 92.194 154.545 1.00 23.23
119.427 93.490 154.118 1.00 22.64
118.459 94.640 153.890 1.00:23.78
119.163 95.836 153.258 1.0026.67
118.160 96.820 152.681 1.0023.94
117.212 97.283 153.711 1.00 24.51
119.701 91.034 154.377 1.0022.93
120.709 90.943 155.079 1.0023.31
119.377 90.157 153.427 1.00 21.91
120.209 89.001 153.134 1.00 19.80
120,089 87.867 154.133 1.00 19.08
120.906 86.940 154.130 1.00 18.59
119.061 87.928 154.974 1.00 17.96
118.857 86.921 156.008 1.00 18.12
118.954 87.581 157.384 1.00 19.45
120.206 88.418 157.592 1.0020.97
121.480 87.581 157.632 1.0020.28
122,691 88.477 157.880 1.00 24.14
123.985 87.739 157.991 1.0026.38
117.527 86.174 155.911 1.00:18.20
116.617 86.585 155.186 1.00 15.87
117.438 85.077 156.663 1.00 17.07
116.252 84.230 156.714 1.00 16.83
116.404 83.150 157.799 1.00 15.96

117.408 82.054 157.505 1.00 16.43
118.467 81.802 158.374 1.00 15.56
119.386 80.790 158.113 1.00 18.79
117.292 81.263 156.365 1.00 13.82
118.201 80.252 156.092 1.00 14.46
119.248 80.017 156.965 1.00 18.48
120.166 79.019 156.685 1.00 16.31
115.014 85.051 157.048 1.00 19.18
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ALV
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1240
7571
7572
7573
7574
7575
7576
7577
7578
7579
7580
7581
7582
7583
7584
7585
7586
7587
7588
7589
7590
7591
7592
7593
7594
7595
7596
7597
7598
7599

7600
7601
7602
7603
7604
7605
7606
7607
7608
7609
7610
7611
7612
7613
7614
7615

U LYRDB LY
N LEU B 240
CA LEU B 240
CB LEU B 240
CG LEU B 240
CD1 LEU B 240
CD2 LEU B 240
C LEU B 240
O LEUB 240
N ALAB 241
CA ALAB 241
CB ALAB 241
C ALAB 241
O ALAB 241
N LEUB?242
CA LEU B 242
CB LEUB 242
CG LEUB 242
CDI1 LEU B 242
CD2 LEU B 242
C LEUB242
O LEUB242
N THR B 243
CA THR B 243
CB THR B 243
OG1 THR B 243
CG2 THR B 243
C THR B 243
O THR B 243
N GLUB 244

CA GLU B 244
CB GLU B 244
CG GLU B 244
CD GLU B 244
OEl GLUB 244
OE2 GLUB 244
C GLU B244
O GLUB 244
N THR B 245
CA THR B 245
CB THRB 245
OG1 THR B 245
CG2 THR B 245
C THR.I3 245
O THR B 245
N ASPB 246

113.904 84.89/ 120441 LUV 1Y.54
115.148 85.922 158.044 1.00 18.12
114.031 86.738 158.506 1.00 18.44
114.409 87.443 159.813 1.00 17.20
114.556 86.503 161.015 1.00 18.52
114.982 87.287 162.266 1.0020.39
113.232 85.802 161.258 1.00 13.90
113.464 87.755 157.528 1.00 17.88
112,331 88.192 157.696 1.00 19.63
114.226 88.123 156.503 1.00 17.13
113.741 89.110 155.545 1.00 17.18
114.732 89.263 154.401 1.00 16.55
112.364 88.737 155.002 1.00 18.96
111.493 89.600 154.830: 1.00 18.60
112.166 87.445154.756 1.00 18.09
110.909 86.946 154.215 1.00 18.63
111,148 85.599 153.523 1.0020.34
110.799 85.451 152.036 1.00 21.61
110.366 §86.783 151.426 1.00 19.85
112.006 84.880 151.305 1.0020.22
109.757 86.823 155,221 1.00 19.82
108.676 86.363 154.863 1.00 17.37
109.985 87.221 156.473 1.00 20.45
108.924 87.192 157.482 1,00 21.01
109.449 86.828 158.897 1.00 21.07
110:420 87.796 159.312 1.00 20.06
110.087 85.444 158.907 1.00 23.25
108.316 88.597 157.563 1.00 22.45
107.248 88.790 158.141 1.0024.00
109:001 89.572156.972 1.00 21.40

108.550 90.958 156.995 1.00 22.07
109.725 91.884 156.660° 1.00 19.84
110.895 91.714 157.625 1.00 19.83
112.063 92.635 157.324 1.00 20.65
111.830 93.848 157.142 1.0022.78
113:217 -92.150 157.285 1.00 18.08
107.379 91.218 156.052 1.00 23.27
107.513 91.132 154.827 1.00 22.49
106231 91.549 156.639 1.00.23.75
105.013 91.811 155.876 1.0026.55
103.763 91.481 156.707 1.00 28.21
103.752 92.292 157.892 1.00 26,67
103.749 90.003 157.095 1.00 28.52
104.859 93.249 155.378 1.00 27.52
105.409 94.190 155.955 1.00 26.46
104.097 93.395 154.297 1.0028.33
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOYNA

7616
7617
7618
7619
7620
7621
7622
7623
7624
7625
7626
7627
7628
7629
7630
7631
7632
7633
7634
7635
7636
7637

7638
7639
7640
7641
7642
7643
7644
7645
7646
7647
7648
7649
7650
7651
7652
7653
7654
7655
7656
7657
7658
7659
7660

TRET

CA ASP B 246
CB ASP B 246
CG ASP B 246
OD1 ASP B 246
OD2 ASP B 246
C ASPB246
O ASP B 246
N THR B 247
CA THR B 247
CB THR B 247
OGI1 THR BB 247
CG2 THR B 247
C THR B 247
O THR B 247
N GLNB 248
CA GLNB 248
CB GLN B 248
CG GLN B 248
CD GLN B 248
OEl GLN B 248
NE2 GLN B 24§
C GLN B 248

O GLNB 248
N THR B 249
CA THR B 249
CB THR B 249
OG| THR B 249
CG2THR B 249
C THR 13249
O THR B 249
N ALAB 250
CA ALAB 250
CB ALAB 250
C ALAB250
O ALAB 250
N ASN B 251
CA ASNB 251
CB ASNB 251
CG ASN B 251
ODI1 ASN B 251
ND2 ASN B 251
C ASNB251
O ASN B 251
N GLY B252
CA GLY B 252

TV TR

103.804 94.691 153.695 1.00 29.60
102.746 95.401 154.530 1.00 28.41
101,457 94.627 154.581 1.00-29.42
100.996 94316 155.695 1.00 32.60
100.912 94.321 153.500 1.0029.24
105.002 95.597 153.501 1.00 30.39
104.943 96.803 153.754 1.0031.78
106.088 95.007 153.034 1.00 30.02
107,308 95.746 152.788 1.0030.34
108.511 94.788 152.811 1.00 29.65
108.819 94.459 154.168 1.00 31.11
109.715 95.416 152.168 1.00 32.66
107.217 96.440151.435 1,00 30.39
106.487 95.994 150.549 1.00 29.22
107,950 97.534 151.275 1.00 30.69
107.933 98.240 150.007 1.00 33.83
106.685 99.124 149,911 1.00 35.56
106.604 100.240 150.928 1.00 38.38
105.289 100.997 150.834 1.00.41.98
105.131 102.069 151.421 1.00 44.54
104.333 100.436 150.097 1.0042.18
109.188 99.067 149.769 1.00 33.53

109.909 99.412 150.707 1.00 33.37
109.452 99.363 148.499 1.00 33.44
110:615 100.155 148.117 1.00 33.74
110.820 100.134 146.591 1.00 34.51
109.694 100.744 145.945 1.00 34.20
110.967 98.706 146.100- 1,00 34,34
110.443 101.607 148.564 1.00 34.30
109.382 101.996 149.056 1.00 32.88
111.491 102:403 148.385 1.00 35.26
111.461 103.808 148.774 1.00 36.99
112.747 104.502 148.324 1.00 36.17
110.250 104.531 148.193 1.0037.93
109.591 105.309 148.890 1.0037.85
109.949 104.260 146.925 1.00-37.11
108.828 104.915 146.264 1.00 37.66
109.155 105.131 144.789 1.0039.67
110.491 105.818 144.594 1.00 44.03
110.756 106.863 145.190 1.00 44.91
111.343 105.232 143.759 1.00 46.21
107.474 104.226 146,397 1.00 35.81
106.539 104.539 145.658 1.0037.10
107.364 103.291 147.331 1.00 33.56
106.089 102.630 147.544 1.00 32.27
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AL JIVE

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

FUUL G AL 1 A0L

7662 O GLY B 252
7663 N SER B 253
7664 CA SER B 253
7665 CB SER B 253
7666 OG SER B 253
7667 C SER B 2353
7668 O SER B 253
7669 N SER B 254
7670 CA SER B 254
7671 CB SER B 254
7672 OG SER B 254
7673 C SER B 254
7674 O SER B 254
7675 N SER B 255

7676 CA SER B 255
7677 CB SER B 255
7678 OG SER B 255
7679 C SER B 255
7680 O SER B 255
7681 N GLY B256
7682 CA GLY B3 256
7683 C GLY B256
7684 O GLY B 256
7685 N LEU B 257
7686 CA LEU B 257
7687 CB LEU B 257
7688 CG LEUB 257
7689 -CD1 LEU 13 257
7690 CD2 LEU B 257
7691 C LEUB 257
7692 O LEU B257
7693 N ALAB 258
7694 CA ALAB 258
7695 CB ALAB 258
7696 C ALAB 258
7697 O ALAB258
7698 N TYR B 259
7699 CA TYR B 259
7700 CB TYR B 259
7701 CG TYR B 259
7702 CD1I TYR B 259
7703 CE1 TYR B 259
7704 CD2TYR B 259
7705 CE2 TYR B:259
7706 CZ TYR B 259

LU /U0 LUL.OUL ETU. S0V LYY D41y

104.698 100.786 147.000 1.0031.99
106.635100.914 145.881 1.0031.12
106.341 99.679 145.155 1.0030.51
107.266 99.513 143.947 1.0030.21
106.964 100.464 142.944 1.00 32.88
106.518 98.501 146,106 1,00 29.49
107.453 98.476 146.907 1.00 29.63
105.610- 97.533 146.021 1.00 27.23
105.668 96.355 146.876 1.0026.08
104.516 95.401 146.541 1.0025.35
104.682 94.822 145256 1.00 26.11
106.997 95.617 146.726 1.00 24.37
107.629 95.653 145.669 1.00 24.22
107.413 94.950 147.793 1.00 23.38

108.656 94.186 147.791 1.00 22.19
109.841 95.090 148.146 1.0023.24
109.782 95.508 149.501 1.0020.93
108.544 93.052 148.810 1.00 19.92
107.517 92.910 149.472 1.00 19.70
109.597 92.245 148.919 1.00 19.69
109.606 91.142 149.865 1.00 16.61
108.441 90.174 149.771 1.00 18.23
107.950 89.868 148.683 1.00 18.01
108.006 §89.689 150.932 1.00 18.60
106.904 88.740 151.042 1.00 17.97
106.560 88.527 152.518 1.00 17.73
105.876 87.240 152.989 1.0021.47
105.219 87.526 154.334 1.0023.03
104.834 86.758 152.005 1.00 23.55
105,657 §89.234 150.304 1.00 18.78
105.037 88.487 149.538 1.0017.93
105.293 90,489 150.555 1.00 18.64
104.121 91.101 149:937 1.00 19.72
103.976 92.555 150.416 1.00 18.34
104.208 91.051 148.412 1.00 19.57
103.224 90.742 147.745 1.00 19.94
105.390 91.352 147.872 1.00:19.33
105.614 91.332 146.426 1.00 18.41
107.020: 91.848 146.104 1.00 16.85
107.421 91.742 144.638 1.0017.99
106.919 92.632 143.681 1.00 18.27
107288 92.531 142.337 1.00 17.95
108.304 90.746 144,211 1.00 17.04
108.67% 90.632 142,874 1.00 16.16
108.172 91.526 141.943 1.00 19.65
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7707

7708

7709
7710
7711
7712
7713

7714
7715
7716
7717
7718
7719
7720
7721
7722
7723
7724
7725
7726
7727
7728
7729
7730
7731
7732
7733
7734
7735
7736
7737
7738
7739
7740
7741
7742
7743
7744
7745
7746
7747
7748
7749
7750
7751

OH TYR B 259
C TYRB259
O TYR DB 259
N VAL B 260
CA VAL B 260
CB VAL B 260
CG1 VAL B 260

CG2 VAL B 260
C VALB 260
O VAL B.260
N LYS B 261
CA LYS B 261
CB LYS B 261
CG LYS B 261
CD LYS B 261
CE LYS B 261
NZ LYS B 261
C LYSB26l
QO LYSB261
N GLUB 262
CA GLU B 262
CB GLU B 262
CG GLU B 262
CD GLU B 262
OE1.GLU B 262
OE2 GLU B 262
C GLUB262
O GLUDB 262
N LEUB 263
CA LEUB 263
CB LEUB 263
CG LEU B 263
CDI1 LEU B 263
CD2 LEU B 263
C LEU B 263
O LEUB 263
N GLY B 264
CA GLY B 264
C GLY B 264
O GLY B 264
N VALB 265
CA VAL B 265
CB VAL B 265
CGl VAL B 265
CG2 VAL B 265

108.560 91.414 140.628 1.00 19.39
105444 89.924 145.846 1.00 18.06
104.738 89.731 144.856 1.00 18.07
106.087 88,940 146.462. 1.00 17.97
105,987 87.572 145.969 1.00'17.63
106.893 §6.619 146.772 1.00:17.89

106.637 85.178 146.357 1.00 17.79

108.351 86.974 146.525 1.00 16.87
104.542 87.085 146.022 1.00 18:82
104.053. 86.474 145.072 1.00 17.94
103.861 §7.359 147.130 1.00 19.17
102,464 86.965 147.277 1.0022:16
101.935 §7.422 148.636 1.0023.84
100.451 87.194 148.844 1.00.23.56
100.102. 85.717 148.869 1.0024.09
98.632 85.530 149.212 1.0023.40
98.262 84.106 149.385 1.0024.42
101.639 87.614 146.163 1.00 22.84
100.843 86.961 145.491 1.0022.83
101.847 88.911 145.974 1.00 23.05
101.139 89.666 144.950 1.0024.30
101.556 91.131 145.051 1.0025.41

100.965 92.056 144.010 1.00 28.22

101.406 93.485 144.234 1.0029.17

100.941 94.099 145,212 1.0033.32

102.232 93.990 143.449 1.00 32.84
101.378 89.123 143.528 1.00 24.14
100.464 89.121 142.698 1.00 22.64
102.598 88.661 143.253 1.00 23.65
102931 8§8.114 141.937 1.00 23.30
104.366 87.587 141.907 1.00 24.61
105.460 88.567 141.490 1.00 2647

106.816 87.863 141.509 1.00 25.59

105.145 89.101 140.099 1.6024.73
101.999 86.982 141.549 1.00 22.72
101.669 86.824 140.374 1.00 22,67
101,590 86.194 142.543 1.0021.42
100,703 85.071 142,299 1.00 19.95
101.430 83.732 142.309 1.00 20.79
100.837 82.689 142.022 1.00 19.20
102,717 83.745 142.640 1.00 19.34
103.477 82.502 142.667 1.00 20.35
104.988 82.776 142.856 1.0021.98

105.509 83.652 141,723 1.0020.02

105.228 §3.434 144.179 1.0021.55
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ATOM 7752 C VALB265 102.979 81.582 143.787 1.0019.17 B
ATOM 7753 O VALB265 102432 82.046 144.791 1.00 18.67 B
ATOM 7754 N THR B 266 103.161 80.278 143.617 1.0017.04 B
ATOM 7755 CA THRB266 102.712 79.333 144.632 1.00 16.88 B
ATOM 7756 CB THR B 266 101.948 78.145 144.004 1.00 1646 B
ATOM 7757 OG1 THR B 266  102.829 77.411 143.143 1.00 1443 B
ATOM 7758 CG2THR B 266  100.741 78650 143.200° 1.00 13.08 B
ATOM 7759 C THRB266 103.850 78.768 145.467 1.0017.09 B
ATOM 7760 O THRB 266 103.699 78.560 146.671 1.00 17.20 B
ATOM 7761 N HISB267 104.987 78.519 144.827 1.00 16.85 B
ATOM 7762 CA HISB267 106.143 77.950 145.518 1.00 1585 B
ATOM 7763 CB HISB267 106.451 76.535145.006 1.00 15.18 B
ATOM 7764 CG HISB 267 105399 75.514 145316 1.00 1497 B
ATOM 7765 CD2HISB 267 105457 74.366 146.033 1.0016.01 B
ATOM 7766 ND1 HISB 267 104.121 75.578 144.803 1.00 17.50 B
ATOM 7767 CELHISB 267 103.440 74.511 145.186 1.00 1749 B
ATOM 7768 NE2 HIS.B 267 104228 73.759 145.933 1.0017.85 B
ATOM 7769 C HISB267 107.404 78.782145.348 1.00 16.06 B
ATOM 7770 O HISB 267 107.800 79.127 144.224 1.00 15.74 B
ATOM 7771 N VALB 268 108.040 79.099 146.467 1.00 15.72 B
ATOM 7772 CA VAL B 268 109281 79.847 146.428 1.00.15.90 B
ATOM 7773 CB VAL B 268 109.393 80.818 147.629 1.0017.92 B
ATOM 7774 CGLVALB268 110.688 81.606 147,542 1.00 17.42 B
ATOM 7775 CG2 VAL B268  108.202 §1.766 147.651 1.0016.89 B
ATOM 7776 C VALB268 110.399 78.804 146.516 1.00 1520 B
ATOM 7777 O VALB268 110483 78.065147.493 1.00 1342 B
ATOM 7778 N GLUB269 111.231 78.716 145.483 1.00 1430 B
ATOM 7779 CA GLUB269 112.341 77.766 145.503 1.00.13.57 B
ATOM 7780 CB GLUB269 112598 77.173 144.114 1.00 14.65 B
ATOM 7781 CG GLUB269 113.800 76.225 144.054 1.00 1539 B
ATOM 7782 CD GLU B 269 113.964 75.568 142,689 1.00 18.03 B
ATOM 7783 OE1 GLUB 269 112:962 75:041 142.165 1.0020.08 B
ATOM 7784 OE2GLUB269 115.088 75.569 142.143 1.0016.83 B
ATOM 7785 C GLUB269 113.578 78.511 145968 1.00 1420 B
ATOM 7786 O GLUB 269 113,961 79.523 145.373 1.00 13.98 B
ATOM 7787 N LEUB 270 114.200 78.001 147.028 1.00 14.18 B
ATOM 7788 CA LEUB 270 115383 78.618 147.608 1.00 14.54 B
ATOM 7789 CB LEU B 270 115281 78.595149.134 1.00 1340 B

ATOM 7790 CG LEUB 270 114.021 79.150 149804 1.00 16.51 B
ATOM 7791 CDILEUB270 114.072 78.860 151.305 1.00 13.64 B
ATOM 7792 CD2LEUB270 113.906 §0.646 149.535 1.00.17.51 B
ATOM 7793 C LEUIB270 116.671 77.915147.212 1.00 1645 B
ATOM 7794 O LEUB270 116.739 76.685147.227 1.00 1827 B
ATOM 7795 N LEUB271 117.693 78,687 146.854 1.00 1529 B
ATOM 7796 CA LEUB 271 118975 78.082 146.532 1.00 1515 B

ATMAN 7707 M THRITNR 271 116087 70 147 144 HiYY. 100 14 45 T
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ATOM 7798 CG LEUB 271 120.010 79.178 144.462 1.00-14.51 B
ATOM 7799 CDLLEUB271 118.715 79.766 143.896 1.0011.13 B
ATOM 7800 CD2LEUB271 121.203 79.998 143,998 1.0011.93 B
ATOM 7801 C LEUB271 119461 77.425147.845 1.00 1469 B
ATOM 7802 O LEUB271 118,974 77.766 148.924 1.00 14.69 B
ATOM 7803 N PROB272 120414 76.480147.769 1.0015.03 B
ATOM 7804 CD PROB272 121.264 76.228 146.588 1.0016.40 B
ATOM 7805 CA PROB272 120946 75.765 148.938 1.00 14.80 B
ATOM 7806 CB PROB272 122373 75.446 148.523 1.00 15.12 B
ATOM 7807 CG PROB272 122.185 75.096 147.075 1.001548 B
ATOM 7808 C PROB272 120.846 76,477 150.284 1.00 16.11 B
ATOM 7809 O PROB272 121.384 77.566 150.487 1.00 1623 B
ATOM 7810 N VAL B 273 120.170 75.816 151.213 1.0015.69 B
ATOM 7811 CA VALB 273 119932 76.370 152.530 1.00 1722 B
ATOM 7812 CB VALB 273 118,388 76.532 [52.689 1.0017.89 B
ATOM 7813 CG1 VALB 273 117.847 75.653 153.781 1.00 1554 B
ATOM 7814 CG2VALB273 118.045 77.986 152.855 1.0015.04 B
ATOM 7815 C VALB273 120.586 75.537 153.651 1.00 18.18 B
ATOM 7816 O VAL B 273 120.533 75.894 154.834 1.0017.76 B
ATOM 7817 N ASNB274 121.216 74.431 153266 1.00 1691 B
ATOM 7818 CA ASNB 274 121,923 73.573 154216 1.0017.32 B
ATOM 7819 CB ASNB 274 122.027 72.148 153.663 1.00 15.58 B
ATOM 7820 CG ASN B 274 122933 72.064 152.448 1.0017.33 B
ATOM 7821 OD1ASNB274 124.136 71.819 152.570 1.00 18.86 B
ATOM 7822 ND2ASNB274 122365 72.294 151.271 1.0014.09 B
ATOM 7823 C ASNB274 123.317 74.209 154319 1.0017.23 B
ATOM 7824 O ASNB274 123.695 74.991 153.448 1.0017.14 B
ATOM 7825 N ASPB 275 124.085 73.877 155354 1.0016.34 B
ATOM 7826 CA ASPB 275 125405 74.491 155.516 1.00 16.80 B
ATOM 7827 CB ASPB 275 126.033 74.122156.859 1.00 16.07 B

ATOM 7828 €G ASPB 275 127.186 75.048 157.223 1.0016.59 B
ATOM 7829 OD1ASPB275 128036 74.672 158.057 1.00 1642 B
ATOM ‘7830 OD2ASPB275 127.228 76.168 156.672 1.00 14.17 B
ATOM 7831 C ASPB275 126407 74.172154.414 1.0016.10 B

ATOM 7832 O ASPB275 126.698 73.010154.127 1.0016.95 B

ATOM 7833 N PHEB276 126,960 75.227153.831 1.00 1438 B

ATOM 7834 CA PHEB276 127.920 75.103 152.750 1.00 13.69 B
ATOM 7835 €B PHE B 276 127.253 75.508 151.429 1.00 1321 B
ATOM 7836 CG PHEB 276 126714 76.920 151.424 1.0013.12 B
ATOM 7837 CDLIPHEB 276 125344 77.159 151.527 1.00 1429 B
AIOM 7838 CD2PHE B276 127.576 78.009 151306 1.0013.15 B
ATOM 7839 CE1PHEB276 124.839 78.462 151.506 1.0012.98 B
ATOM 7840 CE2PHEB276 127.089 79.318 151.283 1.00 12.01 B
ATOM 7841 CZ PHEB 276 125.713 79.547 151.382 1.00 1475 B
ATOM 7842 C PHEB276 129.147 75.988 152.981 1.0013.76 B



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATON

7843
7844
7845
7846
7847
7848
7849
7850
7851
7852
7853
7854
7855
7856
7857
7858
7859
7860
7861
7862
7863
7864
7865

7866
7867
7868
7869
7870
7871
7872
7873
7874
7875
7876
7877
7878
7879
7880
7881
7882
7883
7884
7885
7886
7887
TRRR

O PHEB276
N ALAB277
CA ALAB 277
CB ALAB 277
C ALAB277
O ALAB 277
N GLYB278
CA GLYB 278
C GLY B 278
O GLYB278
N VALB 279
CA VALB 279
CB VALB279
CG1 VAL B 279
CG2 VAL B 279
C VALB 279
O VALB279
N ASPB 280
CA ASP B 280
CB ASP B 280
CG ASP B 280
OD! ASP B 280
OD2 ASP 3 280

C ASPB 280
O ASPB 280
N GLUB 281
CA GLU B 281
CB GLU B 281
CG GLU B 281
CD GLU B 281
OE1 GLU B 281
OE2 GLU B 281
C GLUB281
O GLU B 281
N GLUB 282
CA GLUB 282
CB GLU B 282
CG GLU B 282
CD GLU B 282
OEl GLU B 282
OE2 GLU B 282
C GLUB?282
O GLUB 282
N LYSB283
CA LYSB 283
R T¥SR2R3

129.164 76.822 153.885 1.00 12.03
130.165 75,796 152.146 1.00 13.63
131.396 76.580 152.209 1.00 12.68
132:617 75.676 151.975 1.00 10.26
131.311 77.632 151.105 1.00 13.68
130.528 77.474 150.164 1.0013.27
132.112 78.691 151.213 1.00 12.82
132.097 79.731 150.198 1.00 16.05
131.886 81.139 150.738 1.00 17.21
132.145 82.135 150.051 1.00 17.39
131.382 81.221 151.960 1.00 15.44
131.162 82.497 152:609 1.00 16.82
129.657 82.914152.577 1.00 17.10
129.459 84.222 153344 1.00 16.38
129,187 83.086:151.132 1.00 15.53
131.610 82.304 154.051 1.00 16.03
131.161 81.379 154.717 1.00 15.36
132.530 83.149 154.509 1.00 17.41
133.024 83.083 155.884 1.00 17.36
134.293 83.926 156.045 1.00 19.09
134.968 83.730 157.400 1.00 18.44
134.277 83.435 158.405 1.00 16.89
136.203 83.889 157.456 1.00 22.31

131.924 83.692 156.733 1.0018.15
131.588 84.869 156.567 1.00 16.96
131.364 :82.899 157.63§ 1.00 18.04
130.287 83.380 158.495 1.0020.09
129,625 82.187 159.202 1.00 19.56
128.843 81.291 158.235 1.00 18.17
128:470 79.932 158.816 1.00 18.97
128.583 79.749 160.047 1.00 16.31
128.055 79.049 158.032 1.00 14.54
130.754 84.445 159.496 1.00:21.75
129.936 §5.113 160.129 1.00 22.67
132.068 84.616 159.622 1.0021.46
132,615 85.624 160.530 1.0022.42
134.011 85.215 161.021 1.0019.69
134.037 83.985161.927 1.0021.07
133.462 84.244 163.318 1.0025.08
133.555 83.337 164.173 1.00 26,04
132.917 85.343 163.566 1.00 25.39
132.689 86.965 159.798 1.00 23.36
132,808 88.020 160.421 1.00 24.30
132.639 86.910 158.471 1.0022.29
132.662 §8.106 157.634 1.00 24.13
134 0GR R]R 53Q 187 3172 1 00 26 44
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7889
7890
7891
7892
7893
7894
7895
7896
7897
7898
7899
7900
7901
7902
7903

7904
7905
7906
7907
7908
7909
7910
7911
7912
7913
7914
7915
7916
7917
7918
7919
7920
7921
7922
7923
7924
7925
7926
7927
7928
7929
7930
7931
7932
7933

CG LYS B 283
CD LYSB 283
CE LYSB 283
NZ LYS B 283
C LYSB283
O LYSB283
N PRO B 284
CD PRO B 284
CA PROB 284
CB PROB 284
CG PRO B 284
C PROB 284
O PROB284
N LEU B 285
CA LEU B 285

CB LEU B 285
CG LEU B 285
CDI1 LEU B 285
CD2 LEU B 285
C LEU B 285
O LEUB 285
N ASPB 286
CA ASP B 286
CB ASPB 286
CG ASP B 286
OD1 ASP B 286
OD2 ASP B 286
C ASPB 286
O ASPB 286
N ALA B 287
CA ALAB 287
CB ALAB 287
C ALADB 287
O ALAB?287
N TYRB288
CA TYRB 288
CB TYRB 288
CG TYR B 288
CDITYR B 288
CELTYR B 288
CD2TYR B 288
CE2TYR B 288
CZ TYR D 288
OH TYR B 288
C TYRB288

135.184 87.566 157.725 1.0031.14 B
136.524 88.282 157.790 1.0033.34 B
137.663 87.338 158.134 1.0037.31 B
137.922 86.380157.023 1.0040.07 B
131.900 87.802156.349 1.0022.59 B
132.475 87.758 155261 1.0022,90 B
130.577 87.609 156,469 1.0020,94 B
129.836 87.811 157.729 1.0020.49 B
129.663 87.295 155.369 1.0021.53 B
128299 87.225156.062 1.0021.41 B
128.458 88.141157.244 1.0021.67 B
129.665 88.216154.154 1.0021.87 B
129.339 87.782 153.052 1.0022.86 B
130.041 §9.476 154.338 1.0023.46 B
130.060 90.413 153.223 1.0024.31 B

129.832 91.842 153.729 1.00 26.47
128.431 92.151 154.262 1.0028.18
128.410 93.518 154.917 1.00 29,56
127.431 92.085 153.128 1.00 29.42
131.341 90.365 152.404 1.00 24.22
131.391 90.926 151.317 1.0026.80
132,372 89.697 152918 1.0025.25
133.657 89.605152.218 1.0024.27
134,752 89.110° 153.171 1.00 25.44
135261 90.210 154.093 1.0028.78
134.594 91.260 154.183 1.00 31.06
136319 90.029 154,731 1.0027.30
133.619 88.720 150.983 1.0023.33 B
134,489 §8.816 150.118 1.0023.46 B
132,615 87.856 150.900 1.0022.69 B
132485 86.965 149.754 1:0021.20 B
133323 85,713 149,968 1.00 1986 B
131.029 86.591 149.530 1.00 20.12
130.169 86.858 150.373 1.00 20.67
130.761 85.975 148.384 1.00 19.88
129415 85.545 148.018 1.00 17.64
128.821 86.503 146.976 1.00 18.28
127.493 86.051 146,391 1.00 17.87
127.432 85.051 145.418 1.00 15.45
126.203 §4.615 144.907 1.0018.14
126.294 86.607 146.838 1.00 16.94
125.070 86.182 146,340 1.00 18.01
125.026 85.187 145.377 1.00 19.22
123.800 84.775 144.899 1.00 20.13
129.474 84.143 147.430 1.00 17.09 B
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM.
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7934 O TYR B 288
7935 N ASN B 289
7936 CA ASN B 289
7937 CB ASN B 289
7938 CG ASN B 289
7939 OD1 ASN B 289
7940 ND2 ASN B 289
7941 C ASN B 289

7942 O ASN B 289
7943 N TRP'B 290
7944 CA TRP B 290
7945 €CB TRPDB 290
7946 CG TRP B:290
7947 CD2 TRP B 290
7948 CEZ TRP B 290
7949 CE3 TRP'B 290
7950 CD1 TRP B 290
7951 NEI TRP B 290
7952 CL2'TRIB 290
7953 CZ3 TRP B 290
7954 CH2 TRP B 290
7955 C TRP B 290
7956 O TRPB 290
7957 N QLY B 291
7958 CA GLY B 291
7959 C GLY B 291
7960 O GLY B 291
7961 N TYR B 292
7962 CA TYRB 292
7963 CB TYR B 292
7964 CG TYR B 292
7965 CDLITYRB 292
7966 CE1 TYR B 292
7967 CD2TYR B 292
7968 CE2TYR B 292
7969 CZ TYR B 292
7970 OH TYR B 292
7971 C TYRB 292
7972 O TYRB 292
7973 N ASN B 293
7974 CA ASN B 293
7975 CB ASN B 293
7976 CG ASN B 293
7977 OD1 ASN B 293
7978 ND2 ASN B 293
7979 C ASN B 293

130.485 83,758 146.850 1.00 16.72
128.395 83.382 147.585 1.00 16.30
128.335 82.048 147.010 1.00 16.46
129.204 81.076 147.799 1.00 16,37
129.620 79.880 146.969 1.00 18.52
128.831 78.962 146.730 1.00 19.43
130.862 79.898 146.498 1.00 16.61
126.914 81.508 146.925 1.00 16.44

126.124 81.664 147.856 1.00 14.40
126.590 80.880 145.796 1.00 15.66
125.263 80.305 145.609 1.00 14.67
125.130 79.655 144.233 1.00 12.90
124.831 80.614 143.139 1.00:13.66
124.989 80.381 141.735 1.00 13.75
124.539 81.538 141.069 1.00 15.15
125467 79.305 140.977 1.00 14.94
124.305 81.868 143.266 1.00 12.31
124.127 82.429 142.027 1.00 16.53
124.555 81.654 139.672 1.00 16.71
125483 79.418 139.585 1.00 16.48
125.029 80.587 138:950 1.00 16.62
124.948 79.262 146.665 1.00 13.88
123.800 79.127 147.077 1.00 14.86
125.962 78.510 147.082 1.00 13.56
125.749 77.493 148.096 1.00 13.85
125.905 76.051 147.637 1.00 15.24
125.535 75.130148.366 1.00 14.03
126.463 75.835 146.448 1.00 15.25
126.637 74.470 145.954 1.00 15.27
126.537 74.453 144.421 1.00 14.39
125.160 74.870 143.936 1.00 14.78
124.062 74.018 144.068 1.00 12.29
122.775 74.439 143.719 1.0013.59
124.936 76.154 143,432 1.00 14.12
123.656 76.582 143.081 1.00 12.42
122582 75.725 143.228 1.00 13.54
121.320 76.163 142.897 1.00 12.07
127.932 73.802 146.437 1.00 16.31
128.565 73.054 145.706 1.00 16.05
128.305 74.069 147.687 1.00 17.06
129.505 73.479 148.283 1.00 17.98
130.591 74.542148.482 1.00 17.67
131.026 75.178 147.176 1.00-19.55
131.499 74.496 146.270 1.00 20.08
130.863 76.493 147.073 1.00 19.07
129.098 72.884 149.630 1.00 16.57
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

7980
7981
7982
7983
7984
7985
7986
7987
7988
7989
7990
7991
7992
7993
7994
7995
7996
7997
7998
7999
8000
8001
8002
8003
8004
8005
8006
8007
8008
8009
8010
8011
8012
8013
8014
8015
8016
8017

8018
8019
8020
8021
8022
8023
8024

O ASNB 293
N PRO B 29%4
CD PRO'B 294
CA PRO BB 294
CB PRO B 294
CG PRO B 294
C PROB2%4
O PRO B 2%4
N LEU B 295
CA LEUB 295
CB LEU B 295
CG LEU B 295
CD1 LEU B 295
CD2 LEU B 295
C LEU B 295
O LEUB?295
N HIS B 296
CA HIS B:296
CB HIS B 296
CG HIS B 296
CD2 HIS B 296
ND1 HIS B 296
CE1 HIS B 296
NE2 HIS B 296
C HIS 3 296
O HISB29%6
N PHE B 297
CA PHE B 297
CB PHE B 297
CG PHE B 297
CD1 PHEB 297
CD2 PHE B 297
CEl PHE B 297
CE2 PHE B 297
CZ PHE B 297
C PHE B 297
O PHE B 297
N PHE B 298

CA PHE B 298
CB PHE B 298
CG PHE B 298
CDI1 PHE B 298
CD2 PHE B 298
CE1 PHE B 298
CE2 PHE B 298

129.441 73.413 150.682 1.0018.31
128.360 71.763 149.599 1.00 16.95
128.036 71.058 148.343 1.00 18.10
127.840 71.018 150.752 1.00 14.80
127.187 69.790 150.115 1.00 14.75
126,827 70.250 148.735 1.00 16.32
128,848 70.604 151.809 1.00 15.24
129.823 69916 151.508 1.00:12.62
128.595 71.025 153.047 1.00 14.05
129.430 70.657 154.185 1.00 14.65
129.885 71.894 154.973 1.00 15.95
131.016 72.742 154.388 1.00 19.28
131.230 73.975155.257 1.00 18.71
132.293 71.907 154,301 1.00 16.13
128.578 69.762 155.093 1.00 13.87
128.948 68.632 155.381 1.00 14.51
127.428 70.274 155.524 1.00:13.39
126.527 69,528 156.400 1.00 13.37
126.565 70.152 157.800 1.00 11.76
127.957 70.355 158.318 1.00 10.73
128.673 71.486 158.534 1.0011.49
128.812 69.307 158.587 1.00 10.34
129.993 69.781 158.940 1.00 8.88
129.936 71.100 158.916 1.00 9.76
125117 69.563-155.799 1.00 14.01
124.535 70.633 155.621 1.00'15.77
124.582 68.384 155.482 1.00 13.91
123.268 68.260 154.855 1.00 13.98
123.175 66.938 154.076 1.00 13.61
124.129 66.838 152.907 1.00 14.95
125.419 66.336 153.077 1.00 14.54
123.734 67.237 151.630 1.00 16.76
126301 66.229 151:992 1.00 12.36
124,613 67.135150.535 1.00 15.44
125.897 66.628 150.722 1.00 12.00
122.054 68.365 155.778 1.00 14.04
120.947 68.620 155310 1.00 13.56
122.254 68.167 157.079 1.00 14.06

121.147 68.219 158.023 1.00 13.17
121.197 67.014 158.974 1.00 13.37
120.838 65.707 158.322 1.00 12.21
121,717 65.089 157.432 1.00 10,78
119.612 65,100 158.587 1.00 10.68
121.377 63.877 156.810 1.00 11.54
119.262 63.890 157.972 1.0013.07
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ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8025
8026
8027
8028
8029
8030
8031
8032
8033
8034
8035
8036
8037
8038
8039
8040
8041
8042
8043
8044
8045
8046
8047
8048
8049
8050
8051
8052
8053
8054
8055

8056
8057
8058
8059
8060
8061
8062
8063
8064
8065
3066
8067
80068
8069

CZ PHE B 298
C PHE B 298
O PHE B 298
N ALAB299
CA ALAB 299
CB ALAB 299
C ALAB299
O ALAB 299
N PRO B 300
CD PRO B 300
CA PRO B 300
CB PRO B 300
CG PRO B 300
C PRO B 300
O PROB300
N GLUB 301
CA GLUB 301
CB GLU B 301
CG GLU B 301
CD GLU B 301
OE1 GLU B 301
OE2 GLUB 301
C GLUB301
O GLUB 30!
N GLY B 302
CA GLY B 302
C GLY B 302
O GLY B302
N SER B 303
CA SER B 303
CB SER B 303

OG SER B 303
C SERB 303
O SER B 303
N TYRB 304
CA TYR B 304
CB TYR B 304
CG TYR B304
CDITYRB 304
CEl TYR.B 304
CD2TYR B 304
CE2 TYR B304
CZ TYR B 304
OH TYR B 304
C TYRB304

120.151 63.278 157.078 1.00 9.82
121.092 69.498 158.839 1.00 14.90
120.207 69.662 159.684 1.00 15.97
122,039 70,399 158.601 1.00 15.02
122,071 71.664 159.325 1.00 14.83
123.344 71.760 160.175 1.00 13.41
122.002 72.831 158.351 1.00 14.73
122.462 72.734 157.216 1.00 16.83
121.422 73.957 158.787 1.00 14.84
120.638 74.102 160.020 1.00 13.08
121.287 75.154 157.951 1.00 14.56
120225 75.973 158.680 1.00 12.12
119.519 74.975 159.547 1.00 13.44
122.568 75.962 157.776 1.00 14.78
123.499 75.857 158.577 1.00 14.57
122.589 76.771 156.717 1.00 15.55
123704 77.654 156.412 1.00 14.06
123.508 78.282 155.028 1.00.14.24
124281 79.568 154.806 1.00 15.96
125.787 79.386 154.866 1.00 14.20
126.500 80.411 154.860 1.00 14.82
126.261 78.231 154,908 1.00 11.83
123.714 78.736 157.488 1.00 15.66
122,658 79.182.157.942 1.00 13.34
124.905 79.163 157.890. 1.00 16.40
125.001 80.167 158.930 1.00 16.75
125.006 81.629 158.522: 1.00 18.31
124.603 §82.478 159.318 1.00 18.29
125.442 81.941 157.302 1.00 18.51
125.502 83.342 156.881 1.00 17.68
126.368 83.504 155.619 1.00 17.26

125727 §3.002 154.460 1.00 19.05
124,141 83.993 156.670 1.00 17.82
124.068 85.209 156.525 1.00 16.93
123.069 8§3.198 156.654 1.00 17.60
121.725 83.754 156.490 1.00 16.57

120.821 82.815 155.675 1.00 18.16

121323 82.512 154.277 1.00 17.86

121.833 83.521 153.464 1.00 17.16

122.297 83.251 152.180 1.00 18.24

121.284 81.212 153.770 1.00 19.36

121,747 80.927 152,483 1.00 19.93
122252 81.953 151.697 1.00 19.18

122.715 81.680 150.435 1.00.17.99
121.073 84.019 157.849 1.00 16.67
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8O70
8071
8072
8073
8074
8075
8076
8077
8078
8079
8080
8081
8082
8083
8084
8085
8086
8087
8088
8089
8090
8091
8092
8093

8094
8095
8096
8097
8098
8099
8100
8101
8102
8103
8104
8105
8106
8107
8108
8109
8110
SL11
8112
8113
8114
$115

O TYR B304
N ALAB 305
CA ALAB 305
CB ALAB 305
C ALAB 305
O ALAB305
N SER B 306
CA SER B 306
CB SER B 306
OG- SER B 306
C SER B 306
O SER B-306
N ASNB 307
CA ASN B 307
CB ASNB 307
CG ASNB 307
OD1 ASN B 307
ND2 ASN B 307
C ASNB 307
O ASN B 307
N PRO B 308
CD PRO B 308
CA PROB 308
CB PRO B 308

CG PRO B 308
C PROB 308
O PROB308
N HIS B 309
‘CA HIS B 309
CB HIS B 309
CG HIS B 309
CD2 HIS B 309
ND1 HIS B 309
CE1 HIS B 309
NE2 HIS B 309
C HIS B 309
O HIS B 309
N ASPB 310
CA ASDP B 310
CB ASPB 310
CG ASPB 310
OD1 ASP B 310
OD2 ASPB 310
C ASPB 310
O ASPB3I10
N PROB3I

119.963 84.562 157.930 1.00 14.63
121.761 §3.631 158.916 1.00 16.41
121.242 83.827 160.262 1.00 16.94
121.717 82.709 161.172 1.00 18.29
121.676 85.173 160.827 1.00 18.59
122.711 85.705 160.444 1.00 19.57
120.872 85.731 161.727 1.00 19.80
121.219- 87.004 162.344 1.00.21.90
120.114 §7.454 163.304 1.00 19.91
119.857 86.455 164.277 1.00 20.43
122.520 86.800 163.117 1.00 22.46
123.405 87.655 163.118 1.0024.28
122.633 85.650 163.765 1.0021.55
123.819 85.327 164.548 1.00 22.43
123494 85.484 166.036 1.00 21.34
124.649 85.103 166.939 1.00-23.13

124.480 84.993 168.156 1.0022.89
125.825 84.907 166.358 1.00 21.40

124.238 83.891 164.234 1.00 20.60
123.559 82.939 164.612 1.00 20.21
125360 83.722 163.521 1.0020.30
126.108 84.760 162.789 1.0020.37
125842 82.385 163.166 1.0021.30
126,754 82.661 161.972 1.00 21.66

127.319 84.006 162.294 1.0019.67
126.558 81.650 164.291 1.0022.33
126.799 80.449 164.196 1.00 22.37
126.882 §2.373 165.359 1.0022.85
127.590 81.800 166.505 1.00 23.31
128262 82.922 167.302 1.0020.31
129.075 83.851 166.452 1.00 20.94

128.765 85.041 165.886 1.00 19.50

130361 83.560 166.047 1.0020.56
130.807 84.530 165270 1.00:19.27
129.858 85.441 165.157 1.0020.03
126.678 80.976 167.416 1.00 23.36
127.137 80.049 168.077 1.00 26.73
125393 81.312 167.459 1.0023.16
124.444 80.564 168.284 1.00 22.54
123.346 81.485168.830 1.0023.01
122,328 80.739 169.686 1.0025.26

121.113 80.877 169.435 1.00 29.68

122.736 §0.016 170.617 1.00 25.38
123.814 79474 167.413 1.0021.22
123.018 79.764 166,521 1.00 19.50
124.166 78.204 167.669 1.00 21.41
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8116
SLL7
8118
8119
8120
8121
8122
8123
8124
8125
8126
8127
8128
8129
g130
8131

8132
8133
8134
8135
8136
8137
8138
8139
8140
8141
8142
8143
8144
8145
8146
8147
8148
8149
8150
8151
8152
8153
8154
8155
8156
8157
8158
8159
8160

CD PROB 311
CA PRO B 311
CB PRO B 311
CG PROB 311
C PROB3I1
O PROB3I1
N GLNB312
CA GLN B 312
CB GLNB312
CG GLN B 312
CD GLN B 312
OE1GLNB 312
NE2 GLN B 312
C GLNB3I12
O GLNB312
N THR B313

CA THR B 313
CB THR B 313
OG1 THR B 313
CG2THRB 313
C THRB313
O THRB313
N ARGB314
CA ARG B 314
CB ARGB314
CG ARGB314
CD ARG B 314
NE ARG 1B 314
CZ ARG B 314
NH1 ARG B 314
NH2 ARG B 314
C ARG B314
O ARGB314
N LYSB315
CA LYS B 315
CB LYSB315
CG LYS B 315
CD LYS B 315
CE LYSB 315
Nz LYSB 315
C LYSB3I5
O LYSB315
N THR B 316
CA THR B 316
CB THR B 316

124.997 77.769 168.809 1.00 21.29
123.660 77.046 166.924 1.00 21,39
124.065 75.866 167.806 1.0020.99
125334 76.342 168.437 1.00 21.98
122.156 77.053 166.637 1.00 21.33
121.726 76.740.165.524 1.00 20.86
121:362 77.419 167.636 1.00 19.84
119.909 77.424 167.495 1.00 18.87
[19.255 77.446 168.883 1.00-17.77
117.733 77.559 168.864 1.00 18.15
117.053 76.342 168.251 1.00 19.24
116.181 76.469 167.387 1.00 17.63
117.445 75.157 168.702 1.00 19.05
119315 78.547 166.650 1.00 19.33
118.274 78.357 166.015 1.0021.15
119.962 79.708 166,644 1.00 17.30

119.458 80.858 165.908 1.00 18.86
120.417 82.060 166.047 1.00 19.25
120.519 82.421 167.429 1.00 21.10
119.900: 83.264 165.265 1.00 18.86
119.151 80.624 164.424 1,0020.27
118.068 80.986 163.956. 1.00 21.01
120.085 80.029 163.685 1.00 19.05
119.854 79.784 162.262 1.00 18.84
121.098 79.169 161.607 1.00 17.43
121.488 77.802 162.132 1.0016.87
122,791 77.325 161.510 1.00:16.33
123.944 78.101 161.957 1.00 13.68
125.164 78.013 161.427 1.00 16.29
125.410 77.180 160.417 1.00 12.39
126.144 78.765 161.901 1.00 13.13
118.646 78.875 162.045 1.00 18.50
117.863 79.084 161.120 1.00 19.54
118.488 77.878 162.907 1.00.17.94
117.367 76.947 162.802 1.00 19.58
117.538 75.807 163.813 1.00.20.26
118.766 74.922 163.575 1.00 23.30
118.838 73.795164.597 1.00 23.82
117.560 72.965 164.580 1.00 26.99
117.471 72.044 165.744 1.00 30.35
116.025 77.648 163.048 1.00 20.01
115.067 77.482 162.292 1.00 19.79
115.968 78.428 164.120 1.00 19.69
114.760 79.147 164.477 1.00 19.68
114.942 79.876 165.832 1.00 19.97
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8161
8162
8163
8164
8165
8166
8167
8168
8169

8170
8171
8172
8173
8174
8175
8176
8177
8178
8179
8180
8181
8182
8183
8184
8185
8186
8187
8188
8189
8190
8191
8192
8193
8194
8195
8196
§197
8198
8199
8200
8201
8202
8203
8204
8205
8206

OG1 THR B 316
CG2THR B 316
C THR B 316
O THRB316
N GLUB 317
CA GLUB 317
CB GLUB317
CG GLU B 317
CD GLUB 317

OE1 GLUB 317
OE2 GLUB 317
C GLUB 317
O GLUB317
N LEUB318
CA LEUB 318
CB LEUB 318
CG LEUB 318
CD1 LEUB 318
CD2 LEUB 318
C LEUB3I8
O LEUB3IS
N LYSB319
CA LYSB 319
CB LYS B 319
CG LYS B 319
CD LYS B 319
CE LYSB 319
NZ LYSB 319
C LYSB319
O LYSB319
N GLNB 320
CA GLN B:320
CB GLN B 320
CG GLN B 320
CD GLN B 320
OE1 GLN B 320
NE2 GLN B 320
C GLN1B320
O GLNB 320
N METB 321
CA MET B 321
CB MET B 321
CG METB 321
SD MET B.321
CE MET B 321
C METB 321

114.822 78.926 166.898 1.0023.58 B
113.907 80.970 166.012 1.0022.24 B
114.356 80.152 163.402 1.00 18.66 B
113.184 80.241 163.048 1.0020.31 B
115316 80.894 162.866 1.00 16.66 B

114.981 §1.888161.857 1.0017.67 B
116.135 82.882 161.707 1.0017.88 B
116,553 83.475163.054 1.00 1551 B
117.576 84.581 162.941 1.00 1647 B

118.413 84.550 162.009 1.00 1848 B
117.555 85.482163.805 1.001953 B
114.578 81.289 160.505 1.00 18.55 B
113,785 81.886.159.775 1,0020.08 B
115,104 80.112 160.170- 1.00 1826 B
114.737 79.466 158.907 1.00 16.46 B
115.700 78.312158.580 1.00 15.81 B
115385 77.419 157.364 1.00 12.87 B
115.142 78255 156.112 1.00 1244 B
116.552 76.475 157.139 1.00 1426 B
113,304 78.940 159.029 1.00 15.99 B
112,512 79.037 158.088 1.0014.77 B
112.977 78.395 160.198 1.00 17.04 B
111.634 77.870 160456 1.0017.32 B
111.592 77.141 161.802 1.0013.83 B
112.257 75.767 161.805 1.0017.68 B
112,225 75.150 163.207 1.0018.62 B
112.616 73.682 163.191 1,0020.67 B
112,478 73.058 164.532 1.0022.19 B
110.587 78.986 160.449 1.00 1829 B
109.487 78.812 159.927 1.0019.51 B
110921 80.130-161.030 1.00 17.67 B
109,981 81.241 161.063 1.0020.82 B
110.510 82.344161.986 1.0020.56 B
110,733 81.838 163.400 1.00.27.93. B
111.229 82903 164.363 1.0031.44 B
112.198 83.610.164.085 1.0034.87 B
110.574 83.005 165.516 1.0032.09 B
109.744 81.776 159.649 1.00.20.69 1B
108,633 82.189 159.305 1.0021.70 B
110,791 81.760 158.831 1.0020.18 B
110.689 §2.228 157.454 1.0020.53 B
112.058 82.182156.773 1.0019.63 B
112.056 82.761 155.381 1.0022.71 B
113.605 8§2.489 154.503 1.00.23.96 B
113,197 80.980 153.636 1.0020.86¢ B
109.720 81.313 [56.716 1.00 1888 B
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ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8207 O MET B 321

N ILEB 322
CA ILEB 322
CB ILE B 322
CG2ILE B322
CGI TLE B 322
CDIILEB 322
C ILEB 322
O ILEB 322
N ASNB 323
CA ASNB 323
CB ASNB 323
CG ASN BB 323
OD1 ASN B 323
ND2 ASN B 323
C ASN B 323
O ASNB 323

CA THR B 324
CB THR B 324
OG1 THR B 324
CG2 THR B 324
C THR B 324
O THR B 324
N LEUB325
CA LEUB 325
CB LEU B 325
CG LEUB 325
CDI LEU B 325
CD2 LEU B 325
C LEUB 325
O LEUB325
N HISB 326
CA HIS B326
CB HIS B 326
CG HIS B 326
CD2 HIS B 326
NDI HIS B 326
CE1 HIS B 326

NE2 HIS B 326
C HIS B 326
O HISB 326
N GLNB 327
CA GLNB 327
CB GLN B327

108.810 81.773 156.036 1.0021.09 B

109.918 80.009 156.870 1.00 18.36

B
109.067 79.022 156.228 1.00 18.57 B
109.631 77.603 156.423 1.001724 B
108,641 76.572 155.900 1.00 1441 B
110.977 77.483 155.696 1.001623 B
111.801 76.278 156.113 1.00 1322 B

107.638 79.078 156.766 1.0019.98 B
106.678 78.979 155.996 1.00 1935 B
B

107.489 79.247 158.078 1.00 19.81
106.153 79.311 158.661 1.0020.68 B
106.205 79,285 160,193 1,002049 B
104.819 79.120 160.817 1.0022.22 B
104116 78.148 160.541 1.0022.52 B
104.423 80.073161.656 1.0021.36 B

105.418 80.565 158202 1.0020.57 B

104.215 80.520 157.945 1.0022.16 B

106.131 81.681 158.096 1.00 18.78 B
105499 82915 157.650 1.001842 B
106464 84.114157.766 1.0019.16 B
106.911 84.228 159.121 1.0021.91 B
105.761 85.409 157.395 1.00 19.26 B

105.004 82.774 156.205 1.00 18.69 B

103.925 83.252 155.867 1.0017.22 B

105790 82.117 155.354 1.0019.12 B
105381 81.900 153.966 1.0016.59 B
106477 81.161 153.192 1.00 20.09 B
107.726 82.001 152.893 1.0021.81 B
108.839 81.121 152.368 1.0024.37 B
107.378 83.074 151.880 1.002339 B

104.091 81.078 153.961 1.00 1832 B

103.160 81.370 153213 1.00 1728 B

104.048 §0.048 154,802 1.00 16,60 B

102.867 79:204 154.913 1.001784 B
103.126 78.076 155914 1.00 1726 B
103.999 76.984 155.379 1.0017.55 B
104.339 76.655 154.110 1.0015.23 B
104.588 76.039 156.191 1.00 1491 B
105.250 75.173 155445 1.00 16.82 B

105.113 75.524 154.179 1.0017.74 B

101.656 80.029 155.362 1.00 19.11 B
100.561 79.886 154.820 1.00 17.65 B

101.863 80.887 156.358 1.0018.95 B
100.792 81.728 156872 1.00.20.95 B
101.338 82.678 157.946 1.00:22.00 B
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8252
8253
8254
8255
8256
8257
8258
8259
8260
8261
8262
8263
8264
8265
8266
8267
8268
8269
8270
8271
8272
8273
8274
8275
8276
8271
8278
8279
8280
8281
8282
8283

8284
8285
8286
8287
8288
8289
8290
8291
8292
8293
8294
8295

8296 C VAL B 332 109315 74.987 149.327 1.0014.31 B

CG GLN B 327
CD GLN B 327
OE1 GLN B 327
NE2 GLN B 327
C GLNB327
O GLNB327
N HISB 328
CA HIS B 328
CB HIS B 328
CG HIS B 328
CD2 HIS B 328
ND1 HIS B 328
CEI HIS B 328
NE2 HIS B 328
C HIS B 328
O HISB 328
N GLY B 329
CA GLY B 329
C GLYB329
O GLY B 329
N LEUB 330
CA LEU B 330
CB LEU B 330
CG LEU B 330
CDI1 LEU B 330
CD2 LEU B 330
C LEU B 330
O LEU B 330
N ARGB 331
CA ARG B 331
CB ARG B 331
CG ARG B 331

CD ARGB 331
NE ARG B 331
CZ ARG B 331
NHI ARG B 331
NH2 ARG B 331
C ARG B 331
O ARGB 331
N VALB332
CA VAL B 332
CB VAL B 332
CG1 VAL B 332
CG2 VAL B 332

101.643 82.005 159.272 1.00 24.56
102.225 82.964 160.300 1.0028.49
101.923 82.865 161.491 1.00 28.09
103.074 83.886 159.847 1.00 26.82
100.144 82.538 155.754 1.00:22.18
98.944 82.811 155,784 1.0024.14
100.944 82.914 154.765 1.00 21.76
100.454 83.705 153.640 1.00 22.16
101.487 84.777 153.291 1.0020.43
101.689 85.782 154.381 1.00:22.73
102.323 85.685 155.575 1.0022.69
101.133 87.042 154.343 1.00 22.70
101414 87.678 155467 1.00 23.35
102.134 86.877 156.232 1.0023.07
100.116 82.870 152.408 1.0021.88
100.103 83.382 151.292 1.00 23.37
99.841 81.585152.622 1.0021.32
99.481 80.695 151.529 1.00 21.96
100.595 80.293 150.573 1.00 22.44
100.325 79.717 149.516 1.0023.10
101.842 80.578 150.928 1.00 20.10
102.960 80.232 150.059 1:00 19.75
103.937 81.410 149.969 1.00 18.80
103.394 82.666 149.275 1.00:20.07
104.383 83.816 149.419 1.0017.34
103.132 82.359 147.802 1.00 20.12
103.695 78.973 150.521 1.00 19.68
103.799 78.708 151.723 1.00 17.84
104.195 78.198 149.559 1.00 17.81
104.923 76.970 149.863 1.00 17.71
104.296 75.793 149.104 1.00-16.00
102:.907 75.427 149.632 1.00 16.90

102276 74.249 148.884 1.00 18.49
101.037 73.779 149515 1.00 17.27
99.868 74.412 149.448 1.00 17.28
98.802 73.908 150.055 1.0018.99
99.757 75.540 148,765 1.00 15.22
106.423 77.104 149.557 1.0017.10
106.845 78.024 148.844 1.00 16.72
107.219 76.187 150.100 1.00 14.02
108.674 76.232 149941 1.00 13.61
109.361 76.482 151.318 1.00 13.35
110.877 76.424 151.180 1.00 10.81
108.933 77.829 151.878 1.00 14.06
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ATOM 8297 O VALB332 109.044 73.852149.739 1.00 14.64 B
ATOM 8298 N ILEB333 110.180 75.211 148.347 1.00 13.36 B
ATOM 8299 CA ILEB333 110.899 74.121 147.696 1.00 1416 B
ATOM 8300 CB ILEB333 110.726 74.150 146,167 1.00 1457 B
ATOM 8301 CG2ILE B 333 111,588 73.070 145.519 1.0010.30 B
ATOM 8302 CGIILE B333 109.255 73.941 145.809 1.0015.71 B
ATOM 8303 CDLILE B333 108.942 74.285144.368 1.0018.08 B
ATOM 8304 C ILEB333 112366 74.335148.025 1.00 14.10 B
ATOM 8305 O ILEB333 112.873 75450 147.919 1.00 1635 B
ATOM 8306 N LEUB 334 113.045 73.271 148.428 1.0013.32 B
ATOM 8307 CA LEUB 334 114455 73.364 148.774 1.0012.88§ B
ATOM 8308 CB LEUB 334 114.719 72.623 150.088 1.00 12.18 B
ATOM 8309 CG LEUB334 114891 73.415151.391 1.00 13.12 B
ATOM 8310 CDILEUB334 113.992 74.631 151.437 1.00 10.61 B
ATOM 8311 CD2LEUB334 114.620 72.492 152.561 1.0011.23 B
ATOM 8312 C LEUB334 115357 72.803 147.686 1.0013.50 B
ATOM 8313 O LEU B334 115.131 71.707 147.179 1.0014.75 B
ATOM 8314 N ASPB335 116.370 73.581 147.322 1.0015.34 B
ATOM 8315 CA ASPB335 117.361 73.172 146.327 1.0015.14 B
ATOM 8316 CB ASPB 335 118118 74.400 145.805 1.00 1422 B
ATOM 8317 CG ASPB 335 119.032 74.087 144.629 1.00 16.66 B
ATOM 8318 OD1ASPB.335 119.627 72.985144.583 1.0016.63 B
ATOM 8319 OD2ASPB 335 119.172 74968 143.751 1.00 13,38 B
ATOM 8320 C ASPB335 118311 72313 147.155 L.00 l6.15 B
ATOM 8321 O ASPB335 118920 72.812 148.109 1.00 1437 B

ATOM 8322 N VALB336 118.415 71.029 146.830 1.00 1548 B
ATOM 8323 CA VAL B 336 119.308 70.147 147.576 1.00 1533 B
ATOM 8324 CB VAL B 336 118.536 68.982 148.241 1.00.13.97 B
ATOM 8325 CGI'VALB 336 117.717 69.522 149.409 1.0015.74 B
ATOM 8326 CG2VALB 336 117.622 68.310 147.237 1.00 14.15 B
ATOM 8327 C VALDB336 120.398 69.628 146.650 1.00.15.61 B
ATOM 8328 O VALB336 120.168 69411145462 1.0013.72 B
ATOM 8329 N VALB 337 121.584 69.427 147.215 1.00 16.40 B
ATOM 8330 CA VALB 337 122.748 69.014 146450 1.00.17.33 B
ATOM 8331 CB VAL B337 123.836 70.092 146.599 1.0017.47 B
ATOM 8332 CGl VAL B 337  124.926 69.914 145.552 1.00 17.07 B
ATOM 8333 CG2ZVALB 337 123.194 71.466 146.507 1.0018.78 B
ATOM 8334 C VALB 337 123.325 67.663 146.866 1.0017.96 B
ATOM 8335 O VALB 337 124400 67.605 147463 1.00 1941 B
ATOM 8336 N PHE B338 122.634 66.581 146.523 1.00 17.15 B
ATOM 8337 CA PHE B 338 123.094 65.244 146.885 1.0017.51 B
ATOM 8338 CB PHE B 338 121.897 64.329 147.139 1.00 16.86 B
ATOM 8339 CG PHE B 338 121.029 64.780 148.265 1.00 1843 B
ATOM 8340 CDI1PHEB'338 121.539 64.874 149.555 1.001845 B
ATOM 8241 CD2PHEDB 338 119.698 65.122 148.041 1.001921. B
ATOM 8342 CEI PHE B 338 120.737 65.301 150.607 1.0018.84 B



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8343
8344
8345
8346
8347
8348
8349
8350
8351
8352
8353
8354
8355
8356
8357
8358
8359

8360
8361
8362
8363
8364
8365
8366
8367
8368
8369
8370
8371
8372
8373
8374
8375
8376
8377
8378
8379
8380
8381
8382
8383
8384
8385
8386
8387

CE2 PHE B 338 118.889 65.549 149.085 1.00 17.15
CZ PHEB 338 119.408 65.638 150.369 1.00 17.99
C PHEB 338 124.000 64.587 145.853 1.00 18.72
O PHEB338 124.195 63.374 145.886 1.00 19.13
N ASNB339 124.567 65.373 144.946 1.00 19.61
CA ASNB 339 125431 64.803143.916 1.00 20.33
CB ASNB 339 125192 65.508 142.583 1.00 16.71
CG ASN B339 125416 67.000 142.677 1.00 18.30
ODIASN B339 124.491 67.769 142,951 1.00 17.84
ND2 ASN B 339 126.655 67.418 142.468 1.00 15.95
C ASNB339 126918 64.870 144.257 1.0021.32
O ASNB339 127.738 64.208 143.609 1.0020.58
N HISB340 127.268 65.662 145.267 1.00 19.56
CA HISB 340 128.666 65.793 145.653 1.00 20.51
CB HISB 340  129.429 66.548 144.564 1.00 19.58
CG HISB 340 129.243 68.033 144.616 1.0020.31
CD2HISB 340 128341 68.842 144.013 1.00 19.39

NDI HISB 340 130.034 68.854 145.392 1.0022.73
CEL HIS B340 129.628 70.105 145.261 1.0021.81
NE2 HIS B 340  128.602 70.125 144.431 1.00 19.89
C HISB340 128.803 66.555146.965 1.0021.47
O HISB340 127.820 67.059 147.503 1.00 20.96
N VAL B 341 130.031 66.631 147.471 1.00 20.40
CA VAL B 341 130.306 67.373 148.690 1.0021.37
CB VALB 341 130.672 66.454 149.891 1.0020.58
CG1VALB 341 129.629 65.383 150.064 1.00 18.27
CG2VALB 341 132.061 65.860 149.696 1.0022.21
C VALB341 131.488 68.301 148.436 1.00 22.65
O VALB341 132,173 68.193 147.417 1.00 22.38
N TYRDB342 131.711 69.218 149.368 1.0022.35
CA TYRB 342 132,825 70.141 149.270 1.0023.99
CB TYRB 342 132.545 71.394 150.111 1:00 23.70
CG TYRB342 133.608 72.458 149.993 1.0024.43
CDITYRB 342 134411 72.800 151.084 1.00 26.86
CELTYRB 342 135416 73.766 150.967 1.00.26.87
CD2TYRB 342 133.833 73.108 148.779 1.00 26.58
CE2TYRB342 134.834 74.069 148.649 1.0027.72
CZ TYRB 342 135621 74.392 149.746 1.00 27.49
OH TYRB 342 136.619 75.326 149.602 1.00 29.95
C TYRB342 134.049 69.397 149.810 1.0024.44
O TYRB342 134.013 68.847 150917 1.00 24.87
N LYSB343 135119 69.364 149.022 1.00 25.17
CA LYSB 343  136.357 68.688 149.417 1.0025.41
CB LYSB 343  137.078 69.488 150.503 1.0025.59
CG LYSB 343 137.689 70.786 150.018 1.00 31.28
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AlOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

F38Y
8389
8390
8391
8392
8393
8394
8395
8396
8397

8398
8399
8400
8401
8402
8403
8404
8405
8406
8407
8408
8409
8410
8411
8412
8413
8414
8415
8416

8417 OD1T.ASN I3 346
ND2 ASN B 346

8418
8419
8420
8421
8422
8423
8424
8425
8426
8427
8428
8429
8430
8431
8432
8433

CD LYS B 3543
CE LYS B 343
NZ LYS B 343
C LYSB343
O LYS B343
N ARG B 344
CA ARG B 344
CB ARG B 344
CG ARG B 344
CD ARG B 344

NE ARGB 344
CZ ARG B 344

NH1 ARG B 344
NH2 ARG B 344

C ARG B 344
O ARG B 344
N GLUB 345
CA GLUB 345
CB GLU B 345
CG GLUB 345
CD GLU B 345

OE1LGLUB 345
OE2 GLU B 345

C GLUB 345
O GLUB345
N ASN B 346
CA ASN B 346
CB ASN B 346
CG ASN B 346

C ASNB 346
O ASN B 346
N SER B 347
CA SER B 347
CB SER B 347
OG SER B 347
C SER B 347
O SERB 347
N TRO B 348
CD PRO B 348
CA PRO B 348
CB PRO B 348
CG PRO B 348
C PROB348
O PRO B 348

13%.545 /1416 151110 10O 36.07 B
139.207 72.701 150634 1.0038.55 B
140.110 72.466 149.474 1.0041.14 B
136.148 67.256 149.902 1.0024.83 B
136.131 66.990 151.106 1.0024.93 B
136.006 66.338 148.953 1.0023.69 B
135.801 64.927 149.251 1.0024.17
136.005 64.091 147.980 1.0024.96
136.017 62.583 148.218 1.0024.69
136.347 61.825 146.937 1.0027.99

137.719 62.066 146.497 1.0030.38 B
138.792 61.571 147.105 1.0031.75 B

138.650 60.805148.176 1.0032.68 B
140.009 61.854 146.658 1.0032.97 B

136,701 64.368 150.349 1.0025.54 B
136.221 63.739 151.294 1.002548 B
138.004 64.598 150.216 1.0026.94 B
138.990 64.075 151.160 1.0029.10 B
140.404 64.464 150.710 1.0031.13 B
140.479 65.015 149.290 1.0040.14 B
140.111 66493 149215 1.0041.70 B
139.677 66.946 148.135 1.0040.37 B
140.271 67.200:150.236: 1.00.44.11 B
138.809 64.457 152,626 1.0028.77 B
139.271 63.741 153.514 1.002995 B
138.141 65.570°152.893 1.0026.55 B
137.963 65.994 154.270 1.00.25.57 B
138.505 67.407 154.451 1.0028.11 B
139927 67.538 153.973 1.0034.13 B
140.793 66.724 154.320. 1.00.3478 B
140.186 68.565 153.166 1.0037.91 B
136.520 65.951 154.712 1.0023.94 B
136.186 66.421 155.798 1.0023.54 B
135.664 65.384 153.872 1.0020.84 B
134.249 65.300154.197 1.00 18.79
133.433 64.948 152.946 1.00 17.65
133.753 63.645152.477 1.00:17.34
133.999 64.249 155.271 1.0017.40
134.801 63.332 155.464 1.00 16.23
132.893 64.395 156.011 1.00 17.01
132.087 65.626 156.118 1.00 15.99
132.532 63.446 157.065 1.00.16.33
131.202 63.990 157.560 1.00 15.99
131.424 65.467 157.470 1.00 16.89
132.411 62.036 156.484 1.00 1627 B
132,765 61.053 157.130 1.00 1862 B
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM

8434
8435

8436
8437
8438
8439
8440
8441
8442
8443
8444
8445
8446
8447
8448
8449
8450
8451
8452
8453
8454
8455
8456
8457
8458
8459
8460
8461
8462
8463
8464
8465
8466
8467
8468
8469
8470
8471
8472
8473

8474
8475
8476
8471
8478

N PHE B:349
CA PHE B 349

CB PHE B 349
CG PHE B 349
CD1 PHE B 349
CD2 PHE B 349
CEl PHE B 349
CE2 PHE 13 349
CZ PHE B 349
C PHEB34%
O PHE B 349
N GLUB 350
CA GLUB 350
CB GLU B350
CG GLU B 350
CD GLU B 350
OE1 GLU B 350
OE2 GLU B 350
C GLUB350
O GLUB 350
N LYSB351
CA LYSB 351
CB LYS B 351
CG LYS B 351
CD LYS B 351
CE LYSB 351
NZ LYS B 351
C LYSB351
O LYS B351
N THR B 352
CA THR B 352
CB THR B 352
OGI THR B 352
CG2THR B 352
C THRB352
O THRB352
N VAL B 353
CA VAL B 353
CB VAL B 353
CG1 VAL B 353

CG2 VAL B 353
C VALB353
O VAL B 353
N PRO B354
CD PRO B 354

131.902 61.952 155.260 1.00 15.21
131.742. 60.675 154.572 1.00 14.89

131.206 60.890 153.148 1.00 13.81
129.725 61.140 153.068 1.00 14.82
128.840 60.503 153.932 1.00 15.57
129.206 61.962 152.071 1.00 17.56
127460 60.676 153.804 1.00 15,82
127.828 62.141 151.933 1.00 18.89
126953 61.493 152.804 1.00 16.06
133.066 59.913 154.465 1.00 14.26
133.169 58.754 154.864 1.00 14.58
134.075 60.583 153.925 1.00 15.98
135.388 59.985 153.708 1.00 18.24
136.206 60.910 152.808 1.0019.23
137.503 60.332 152.287 1.00.23.32
137311 59.080.151.448 1.0023.95
136.219 58.:883 150,880 1.00 23.62
138.274 58.295151.348 1.00 29.11
136.156 59.671 154.990 1.00 18.18
136.884 58.685 155.052 1.00 19.76

135.990 60.504 156.010 1.00 18.56

136.673 60.293 157.280 1.0020.51
136.678 61.581 158.109 1.00 21.59
137.540 62.694 157.521 1.00-25.28
137.731 63.824 158.523 1.0028.73
138.718 64.856 158.005 1.00 32.60
140.033 64.225157.662 1.00 37.26

136,021 59.178 158.088 1.00 20.05
136.654 58.583 158.962 1.0020.62

134.758 58.891 157.788 1.00 18.22
134.029 57.850 158.508 1.00 16.30
132.546 58253 158.670 1.00 16.14
132.479 59.550159.284 1.00 15.21
131.816 57.266 159.567 1.00 17.88
134.161 56.478 157.838 1.00 [4.94
134.475 55.490 158.506 1.00 13.50

133.931 56.417 156.526 1.00 14.40

134.056 55.169 155.770 1.00 14,48
132.685 54.525 155.487 1.00 16.40
132.881 53.099 154.989 1.00 17.19

131.829 54.533 156.742 1.00 16.32

134.736 55.506 154.442 1.00 17.66

134.074 55.756 153.423 1.00 15.43
136.079 55.516 154.438 1.00 17.96
136.914 55.073 155.566 1.00.18.37
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

/ey

8479
8480
8481
8482
8483
8484
8485
8486
8487
8488
8489
8490
8491
8492
8493
8494
8495
8496
8497
8498
8499
8500
8501
8502
8503
8504
8505
8506
8507
8508
8509
8510
8511

8512
8513
8514
8515
8516
8517
8518
8519
8520
8521

CA PRO B354
CB PRO B 354
CG PROB 354
C PROB 354
O PRO B 354
N GLY B 355
CA GLY B 355
C GLY B 355
O GLY B355
N TYR B 356
CA TYR B 356
CB TYRB 356
CG TYR B 356
CD1ITYRB 356
CE1 TYR B 356
CD2TYR B 356
CE2TYR B 356
CZ TYR B 356
OH TYR B 356
C TYRB 356
O TYRB356
N PHE B 357
CA PHE B 357
CB PHE B 357
CG PHE B 357
CDI1 PHE B 357
CD2 PHE B 357
CEl PHE B 357
CE2 PHE B 357
CZ PHE B 357
C PHEB357
O PHE B 357
N PHE B 358

CA PHE B 358
CB PHE B 358
CG PHE B 358
CD1 PHE B 358
CD2 PHE B 358
CEL PHE B:358
CE2 PHE 13 358
CZ PHE B 358

C PHE B 358

O PHE B358

8522 N ARG B 359

8523

O

CA ARG B 359

AT A TS T A AN

136912 55.825 153.272 1.00 18.16
138.336 55.573 153.783 1.00 19.01
138.219 55.740 155.261 1.00 18.90
136.607 54.995 152.033 1.00 17.05
136.587 53.771 152.096 1.00 18.75
136.375 55.674 150.913 1.00 18.65
136,108 54.994 149.657 1.00 17.98
134,707 54.454 149.436 1.00 18.93
134.422 53.906 148.371 1.0020.79
133.828 54.616 150.418 1.00:17.24
132.462 54.113 150.305 1.00 17.83
131.914 53.766 151.695 1.00-16.90
130.484 53.261 151.677 1.00 18.57
130.201 51.918151.425 1.00 18.63
128.882 51.451 151.391 1.00 19.51
129.413 54.130 151,894 1.00 17.06
128.093 53.677 151.857 1.00 18.03
127.833 52.337 151.605 1.00 21.46
126.529 51.885151.560 1.0021.49
131.452 55.043 149.624 1.00 18.20
130.710 54.615 148.744 1.00 16.76
131.425 56.307 150.040 1.00 17.11
130.451 57.271 149.530 1.00 17.22
130.216 58.341 150,595 1.00 14.59
129.557 57.810 151.837 1.00 15.91
128.192 57.537 151.851 1.00 14.84
130.308 57.542 152.978 1.00 15.17
127.576 57.003 152.982 1.00 14.92
129.704 57.007 154.119 1.0019.72
128.331 56.736 154.120 1.00 17.61
130.683 57.950 148.187 1,00 18.87
129.856 58.755 147.753 1.00 19.31
131.775 57.619 147.512 1.00 17.55

132.059 58.259 146.243 1.0020.32
133.227 59.231 146.429 1.00 18.52
132,961 60.292 147.465 1.00 18.17
132.252 61.448 147.134 1.00 16.88
133.363 60.111 148.781 1.00 14.18
131945 62.403 148.098 1.0016.34
133.059 61.065 149.758 1.00 17.70
132.347 62.212 149.413 1.00 16.26
132.349 57.248 145.142 1.00 22.06
132.858 56.160 145.406 1.0023.90
132.003 57.604 143,910 1.0022.96
132,228 56.711 142.782 1.0024.71
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ALOUM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

¥4
8525
8526
8527
8528
8529
8530
8531
8532
8533
8534
8535
8536
8537
8538
8539
8540
8541
8542
8543
8544
8545
8546
8547
8548
8549

8550
8551
8552
8553
8554
8555
8556
8557
8558
8559
8560
8561
8562
8563
8564
8565
8566
8567
8568
8569

Uls AR I3 30
CG ARG B359
CD ARG B 359
NE ARG B 359
CZ ARG B 359
NH1 ARG B 359
NH2 ARG B 359
C ARG B359
O ARGB 359
N HIS B 360
CA HIS B 360
CB: HIS B:360
CG HIS B 360
CD2 HIS B 360
ND1 HIS B 360
CE1 HIS B 360
NE2 HIS B 360
C HISB360
O HISB360
N ASPB 361
CA ASPB 361
CB ASP B 361
CG ASPB 361
QD1 ASP B 361
QD2 ASP B.361
C ASPB 361

O ASPB 361
N GLUB 362
CA GLU B 362
CB GLU B 362
CG GLUB 362
CD GLU B 362
OETGLU B 362
OE2 GLU B 362
C GLUB 362
O GLUB 362
N €YSB363
CA CYS B 363
CB CYSB 363
SG CYS B 363
C CYSB363
O CYSB 363
N GLY B 364
CA GLY B 364
C GLY B 364
O GLY B 364

131,230 31041 141.03Y LU £5.4D
129.802 56.845 142.007 1.0023.6%9
128911 56.742 140.782 1.00 22.01
127.507 56.700 141.178 1.00 21.53
126.637 57.679 140.956 1.00 20.40

127.024 58.784 140.326 1.00 18.10
125.386 57.561 141.386 1.00 18.55

133.655 56.825 142.270 1.00 26.86
134.332 57.830 142.488 1.00 26.85

134.104 55.780 141.588 1.00 31.55

135.443 55.752 141.021 1.00 35.78
136.335 54.803 141.834 1.00 37.75
136.478 55.196 143.275 1.00 39.76
137.507 55.765 143.947 1.00 40.07
135.458 55.049 144.192 1.00 41.16
135.853 55.513 145.366 1.00 39.94
137.092 55.953 145.243 1.00 39.88

135.362 55296 139.565 1.00.37.37
134.524 54.463 139.219 1.00 36.51
136.223 55.853 138.715 1.0040.12

136.243 55.489 137.300 1.00 42.97
137.030° 56.535 136.491 1.00-43.74
138.489 56.660 136.927 1.00 44.43
139.159 57.603 136.451 1.0043.36
138.971 55.826 137.728 1.0043.45

136.823 54.083 137.091 1.00 44.76

136.782 53.253 137.999 1.0046.50

137.362 53.811 135.906 1.0046.11
137.908 52487 135.623 1.0048.73
137.760 52.152 134.134 1.0049.19

138.644 52.978 133.212 1.0051.86
138.005 54.286 132,797 1.00 53.89
137.564 55.045 133.685 1.00 54.84
137.947 54.559 131.576 1.00 55.56

139.369 52.294 136.037 1.0049.94
139.928 51.213 135.845 1.00 50.37
139.989 53.329 136.598 1.00 50.61
141.382 53.224 137.029 1.00 51.57
142.240 54.265 136.306 1.00 51.88
142,438 53.943 134.533 1.00 55.60
141.543 53.368 138:545 1.60 51.62
142,662 53.369 139.063 1.00 51.59
140.420 53.484 139.248 1.00 50.31
140.458 53.614 140.692 1.00 49.43
140,410 55.039 141.212 1.00 49.33
140.440 55.255 142.422 1.00 49.70
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ATOM 8570 N LYS B 365 140.331 56.013 140.310 1.0048.60 B

ATOM 8571 CA LYSB 365 140286 57.418 140.709 1.0047.07 B
ATOM 8572 CB LYSB365 141.017 58.284 139.676 1.004854 B
ATOM 8573 CG LYSB 365 142.456 57.851 139.386 1.0049.94 B
ATOM 8574 CD LYSB 365 143.278 57.681 140.663 1.0049.96 B
ATOM 8375 CE LYSB 365 143.247 58.933141.526 1.005085 B
ATOM 8576 NZ LYSB 365 143.722 60.133 140.789 1.0051.60 B
ATOM 8577 C LYSB365 138851 57.931 140.886 1.004582 B

ATOM 8578 O LYSB365 137.928 57.479 140.202 1.004430 B

ATOM 8579 N PROB 366 138.647 58.883 141.815 1.004427 B
ATOM 8580 CD PROB 366 139.631 59.434 142.764 1.0044.48 B
ATOM 8581 CA PROB 366 137316 59.446142.068 1:0042.25 B
ATOM 8582 CB PROB 366 137.591 60.517 143.120 1.004242 B
ATOM 8583 CG PRODB 366 138.740 59.942 143.880 1.0044.75 B
ATOM 8584 C PROB366 136.707 60.032140.800 1.00 40.41 B

ATOM 8585 O PROB366 137302 60904 140.167 1.003992 B
ATOM 8586 N SER B 367 135525 59.548 140.432 1.00 37.57 B

ATOM 8587 CA SERB 367 134.843 60.036 139.240 1.0035.84 B
ATOM 8588 CB SERB367 133.555 59.244 139.017 1.0035.67 B
ATOM 8589 OG SER B 367 132.699 59.336 140.142 1.0037.04 B
ATOM 8590 C SERB367 134532 61.528 139.371 1.0034.77 B

ATOM 8591 O SERB367 134.487 62.070 140.477 1.0032.11 B

ATOM 8592 N ASNB368 134311 62.187 138.237 1.0034.51 B

ATOM 8593 CA ASNB 368 134.035 63.618 138.232 1.0033.90 B
ATOM 8594 CB ASN DB 368 135326 64.369 137.875 1.0034.55 B
ATOM 8595 CG ASNB 368 135204 65.869 138.058 1.0034.80 B

ATOM 8596 ODIASNB 368  134.652 66.339139.051 1.0031.64 B
ATOM 8597 ND2 ASN B 368 135.734 66.628 137.104 1.0034.80 B
ATOM 8598 C ASNB368 132902 64.002 137.271 1.0033.68 B
ATOM 8599 O ASNB 368 133.031 64.938 136.477 1.0032.15 B
ATOM 8600 N GLY B369 131.790 63.275137.355 1.0033.66 B
ATOM 8601 CA GLY B 369 130.649 63.553 136.497 1.0033.07 B
ATOM 8602 C GLY B 369 130.027 64.910136.776 1.0032.79 B
ATOM 8603 O GLY B369 129.552 65.588 135.858 1.0031.700 B
ATOM 8604 N THRB370 130.025 65.307 138.045 1.0031.38 B
ATOM 8605 CA THRB370 129465 66.595 138.434 1.0030.97 B
ATOM 8606 CB THR B 370 129.348 66.736 139.973 1.0030.13 B
ATOM 8607 OGITHR B 370 130.634 66.538140.575 1.0029.22 B
ATOM 8608 CG2THRB370 128357 65.718 140.533 1.0031.15 B
ATOM 8609 C THRB370 130.357 67.711 137.918 1.0031.65 B
ATOM 8610 O THRB370 129.889 68.814 137.634 1.0032.05 B
ATOM 8611 N GLYB371 131.649 67418 137.805 1.0031.91 B
ATOM 8612 CA GLY B371 132588 68.414 137.325 1.0031.96 B
ATOM 8613 C GLYB371 133.102 69.313 138.433 1.0031.96 B
ATOM 8614 O GLYB371 133.706 70.354 138.164 1.003133 B
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ALUNL 0ULY IN VAL D 372 132.00% DOMLU 1DY.00L LUV DU.00 D
ATOM 8616 CA VALB 372 133.316 69.701 140.825 1.0030.63 B
ATOM 8617 CB VALB372 132.122 70.259 141.664 1.0030.63 B
ATOM 8618 CG1 VAL B 372 131455 71.404 140.919 1.002749 B
ATOM 8619 CG2VALB372 131.110 69.160 141.948 1.0031.43 B
ATOM 8620 C VALB372 134.256 68.908 141.736 1.0030.92 B
ATOM 8621 O VALB372 134.509 69.305 142.877 1.0030.25 B
ATOM 8622 N GLY B 373 134.760 67.782 141.233 1.0029.50 B
ATOM 8623 CA GLYB 373 135700 66.985142.003 1.0028.94 B
ATOM 8624 C GLYB373 135.286 65.624 142,534 1.0028.60 B
ATOM 8625 O GLYB373 136.150 64.815 142.876 1.0028.93 B

ATOM 8626 N ASNB 374 133.987 65.360 142.628 1.0026.70 B
ATOM 8627 CA ASNB 374 133530 64.071 143.135 1.0025.10 B
ATOM 8628 CB ASN B 374 133.776 63.967 144.645 1.0025.57 B
ATOM 8629 CG ASNB374 133.046 65.045 145436 1.0028.11 B
ATOM 8630 ODIASN B 374 133.545 66.162 145.597 1.0030.80 B
ATOM 8631 ND2ASN B 374 131.854 64.718 145.924 1.0025.58 B
ATOM 8632 C ASN DB 374 132.059 63.814 142.860 1.0022.55 B
ATOM 8633 O ASNB 374 131271 64.747 142.698 1.0024.13 B
ATOM 8634 N ASPB 375 [31.706 62.536 142.795 1.0019.33 B
ATOM 8635 CA ASPB375 130.330 62.113 142.566 1.0018.19 B
ATOM 8636 CB ASPB375 130.217 61.282 141.283 1.001982 B
ATOM 8637 CG ASPB 375 130.616 62.053 140.038 1.0020.66 B
ATOM 8638 ODI1 ASPB375 130.822 61.401 138991 1.0021.69 B
ATOM 8639 OD2ASPB 375 130.714 63.300 140.100 1.00 1921 B
ATOM 8640 C ASPB 375 129.919 61.234 143.740 1.0018.02 B
ATOM 8641 O ASPB 375 130.579 60.237 144.032 1.00 1566 B
ATOM 8642 N ILEB376 128.834 61.596 144.413 1.0017.87 B
ATOM 8643 CA ILEB 376 128.358 60.794 145.529 1.0018.53 B
ATOM 8644 CB ILEB 376 127.294 61.562 146333 1.00 1893 B
ATOM 8645 CG2ILEB 376 126.527 60.612147.244 1.0017.07 B
ATOM 8646 CGIILE B376 127.984 62.666 147.143 1.00 18.16 DB
ATOM 8647 CDIILEB 376 127.053 63.526 147.955 1.00 1930 B
ATOM 8648 C ILEB376 127.782 59.483 145,001 1.00 19.06. B
ATOM 8649 O ILEB376 126.947 59483 144.099 1.0020.64 B
ATOM 8650 N ALAB 377 128.240 58.369 145.560 1.00 18.12 B
ATOM 8651 CA ALAB377 127788 57.049 145.140 1.00 16.15 B
ATOM 8652 CB ALAB377 128781 55.996 145618 1.0017.55 B
ATOM 8653 C ALAB377 126.399 56.758 145.695 1.0016.37 B
ATOM 8654 O ALAB377 126.222 55.884 146.551 1.00 13.19 B
ATOM 8655 N SERB 378 125409 57.484 145.193 1.00 15.53 B
ATOM 8656 CA SER B 378 124.043 57.321 145.664 1.00 le.46 B
ATOM 8657 CB SER B 378 123.095 58.202 144.845 1.00 16,75 B
ATOM 8658 OG SER B378 123.067 57.802 143.489 1.00 19.58 B
ATOM 8659 C SERB378 123.535 55.884 145.660 1.0016.98 B
ATOM 8660 O SER'B378 122.649 55.549 146.444 1.00 1559 B



ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

8661
8662
86063

8664
8665
8666
8667
8668
8669
8670
8671
8672
8673
8674
8675
8676
8677
8678
8679
8680
8681
8682
8683
8684
8685
8686
8687
8688
8689
8690
8691
8692
8693
8694
8695
8696
8697
8698
8699
8700
8701

8702
8703
8704
8705

N GLUB379
CA GLU B 379
CB GLUB 379

CG GLUB 379
CD GLUB 379
OE1L GLU B 379
OE2 GLUB 379
C GLUB379
O GLUB379
N ARG B 380
CA ARG B 380
CB ARG B 380
CG ARG B 380
CD ARG B 380
NE ARGB 380
CZ ARG B 380
NHIT ARG B 380
NH2 ARG B 380
C ARGB380
O ARG B 380
N ARG B 381
CA ARG B 381
CB ARGB 381
CG ARG B 381
€D ARG B 381
NE ARG B 381
CZ ARG B 381
NH1 ARG B 381
NH2 ARG B 381
C ARGB381
O ARG B 381
N MET B 382
CA MET B 382
CB MET B 382
CG METB 382
SD MET B 382
CE MET B 382
C METB 382
O MET B 382
N ALAB 383
CA ALA B 383

CB ALAB 383
C ALAB383
O ALAB 383
N ARGB 384

124.101 55.037 144.800 1.00 16.95
123.658 53.649 144.704 1.00:20.30
124.137 52.998 143.397 1.0021.26

125.628 52.680 143.312 1.0020.88
126.461 53.866 142.862 1.0022.07
127612 53.649 142.429 1.0024.98
125.974 55.015 142.946. 1.00 22.68
124.042 52.758 145.880 1.00 22.89
123,423 51,710 146,083 1.00 23.80
125.060 53.141 146.647 1.0022.70
125.423 52.335 147.807 1.00 23.51
126.741 52.810 148.418 1.0027.03
127.928 52.026 147.886 1.0031.12
128.962 52.917 147.260 1.0033.95
129.644 52.237 146.163 1.00 40.05
130.740 52.694 145.565 1.00 41.72

131.293 53.840145.961 1.00 40.9%8
131.279 52.009 144.564 1.00 40.77

124.272 52.485 148.790 1.00 23.55
123.755 53.588 148.987 1.00 23.25
123.869 51.379 149.406 1.00 20.48
122.732 51.401 150.309 1.00 20.20
122.486 49.991 150.854 1.00 19.12
122.075 49.028 149.744 1.0021.35
121.825 47.623 150.241 1.00:23.01
120.639 47.530 151.083 1.0025.25
120.292 46.436 151.753 1.00 26.59

121.046 45.344 151.678 1.0026.70
119.195 46.431 152.498 1.00 26.87

122.723 52.439151.426 1.00 19.85
121.683 53.050 151.682 1.00 19.89
123.853 52.666 152.087 1.00 18.34
123.863 53.663 153.155 1.00 17.14
125,042 53.424 154.093 1.00 17.92
124.871 52.174 154.944 1.00.17.01
123358 52.179 155.958 1.00 16.97
123917 53.136 157.386 1.00 15.27
123.860 55.102 152.629 1.00 17.61
123,520 56.039 153.362 1.00 17.92
124,231 55.280 151.362- 1.00 16.22
124217 56.606 150.741 1.00.15.35

125.087 56.621 149.486 1.00 14.07
122.760 56.878 150.373 1.00 13.94
122.229 57.976 150.592 1.00 13.29
122.127 55.856 149.813 1.00 14,20
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM

ATOWA

8706
8707
8708
8709
8710
8711
8712
8713
8714
8715
8716
8717
8718
8719
8720
8721
8722
8723
8724
8725
8726
8727
8728
8729
8730
8731
8732
8733
8734
8735
8736
8737
8738
8739

8740
8741
8742
8743
8744
8745
8746
8747
8748
8749
8750

QI&1

CA ARG B 384
CB ARG B 334
CG ARG B 384
CD ARG B 384
NE ARG B 384
CZ ARG B 384
NHI ARG B 384
NH2 ARG B 384
C ARG B 384
O ARG B 384
N LYS B 385
CA LYS B 385
CB LYS B 385
CG LYS B 385
CD LYSB 385
CE IXSB 385
NZ LYS B 385
C LYSB385
O LYSB 385
N PHE B 386
CA PHE B 386
CB PHE B 386
CG PHE B 386
CDI PHE B 386
CD2 PHE B 386
CEl PHE B:386
CE2 PHE B 386
CZ PHE B 386
C PHEB 386
O PHE B 386
N ILEB 387
CA ILE B 387
CB ILE B 387
CG2 ILE B 387

CGI1 ILE B 387
CDI1 ILE B 387
C ILEB387
O ILEDB387
N ALAB 388
CA ALAB 388
CB ALAB 388
C ALADB388
O ALAB388
N ASPB 389
CA ASI'B 389

A ACDD 200

120.728 55.914 149.424 1.00 15.12
120.307 54.573 148.817 1.00 14.00
118.802 54.382 148.684 1.00 17.82
118.509 53.065 147.981 1.0019.48
119.063 53.066 146.630 1.00 20.81
119.382 51.970 145.952 1.0023.25

119.205 50.778 146.502 1.00 24.08
119.878 52.066 144.725 1.0023.23

119.907 56.205 150.672 1.00 14.90
118.952 56.978 150.636 1.00 15.37
120.292 55.576 151.778 1.00 15.05
119.619 55.772 153.057 1.00 13.41
120.191 54.798 154.095 1.00 14.85
119.748 55.053 155.540 1.00 14.39
120.573 54.204 156.504 1.00 16.45
120.322 54.572 157.956 1.00 15.01
118.948 54.228 158.382 1.00 16.27
119.815 57.213 153.535 1.00 14.06
118.875 57.864 154.000 1.00 13.46
121,045 57.704 153.424 1.00 14.53
121.368 59.067 153.842 1.00 15.82
122.851 59.347 153.584 1.0016.92
123.275 60.754 153.897 1.00 19.35
123.182 61.755152:937 1.00 20.02
123.785 61,075 155.150 1.0021.33
123.597 63.055 153.222 1.0022.21
124201 62.374 155.446 1.00 20.93
124,108 63.364 154.481 1.00 21.52
120.510 60.095 153.113 1.00 14.70
119.936 60.998 153.726 1.00 14.14
120.425 59.941 151.798 1.00 14.87
119.656 60.846 150,960 1.00 13.54
119.849 60.490 149.475 1.00 13,57
118.849 61.249 148.609 1.00 13.64

121.292 60.812 149.069 1.00 11.12
121.677 60.293 147.716 1.00 986
118.180 60.811 151.315 1.00 15.17
117.532 61.860 151.412 1.00 16.64
117.647 §9.610 151.519 1.00 14.46
116:242 59.483 151.877 1.00 14.76
115.821 58.019 151.860 1.00 16.28
116.021 60.090 153.260 1.00 14.91
115.060 60.828 153.463 1.00 14.36
116913 59.781 154.205 1.00 14.64
116.815 60.323 155.571 1.00 15.12
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ALrwm
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AITOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

0101
8752
8753
8754
8755
8756
8757
8758
8759
8760
8761
8762
8763
8764
8765
8766
8767
8768
8769
8770
8771
8772
8773
8774
8775
8776
8777

8778
8779
8780
8781
8782
8783
8784
8785
8786
8787
8788
8789
8790
8791
8792
8793
8794
8795
8796

D a0r 12 007

CG ASPB 389
OD1.ASP 13 389
OD2 ASP B389
C ASPB389
O ASPB389
N CYSB 390
CA CYSB 390
CB CYSB 390
SG CYS B 390
C CYSB390
O CYSB39%0
N VALB 391
CA VAL B 391
CB VAL B 391
CGIl VAL B 391
CG2 VAL B 391
C VALB 391
O VALB 391
N VALB 392
CA VAL B392
CB VAL B 392
CGI1 VAL B 392
CG2 VAL B 392
C VALB 392
O VALB 392
N TYR B 393

CA TYRB 393
CB TYRB 393
CG TYR B 393
CDITYR B 393
CELTYR B 393
CD2TYR B 393
CE2TYR B 393
CZ TYRDB393
OH TYR B 393
C TYRB393
O TYRB393
N TRPB 394
CA TRPB 3%4
CB TRP B 394
CG TRP B 3%4
CD2 TRP B 394
CE2 TRP B 394
CE3 TRPB 394
CD1 TRP B 394

110.UV0 I7.07V 1JU.TI0 LUV LLUY

117.928 58.448 156.882 1.00 15.23
118.918 57.973 157.485 1.00 17.06
116.888 57.794 156.645 1.00 15.97
116.807 61.849 155.554 1.00 14.92
115.996 62.489 156.226 1.00 13.99
117.729 62.423 154.789 1.00 14.79
117.854 63.870 154.707 1.00 14.85
119.026 64.247 153.795 1.00 13.00
119.568 65.947 154.007 1.00 14.55
116.575 64.520 154.203 1.00 14.65
116.057 65.449 154.821 1.00 15.94
116.066 64.031 153.080 1.00 15.63
114.843 64.585152.514 1.00 14.87
114,432 63.855 151.219 1.00 14.52
113.073 64.363 150.755 1.00.14.77
115.479 64.099 150.131 1.00 12.75
113.697 64.493 153,514 1.00 15.04
112,940 65.450 153.693 1.00 15.21
113.566 63.345 154.167 1.00 14.71
112:498 63.179 155.138 1.00 16.10
112,410 61.720 155.630 1.00 17.08
111.472 61.628 156.823 1.00 19.36
111.903 60.831 154.506 1.00 16.86
112.694 64.119 156.326 1.00.16.03
111,730 64.682 156,844 1,00 17.09
113.937 64.299 156.758 1.00:15.35

114.191 65.193 157.880 1.00 16.32
115661 65.171 158.276 1.00 16.14
116.015 66.238 159.294 1.00 17.58
115.659 66.104 160.637 1.00 16.62
116.000 67.090 161.576 1.00 18.16
116.714 67.383 158.910 1.00 17.94
117.055 68.368 159.832 1.00 17.41
116.700 68.218 161.161 1.00 18.76
117.067 69.195 162.064 1.00 17.39
L13.777 66.636 157.573 1.00 16.93
113.105 67.274 158.384 1.00:17.66
114.166 67.160 156:412 1.00 15.07
113.787 68.533 156.097 1.00 15.79
114.472 69.030 154.815 1.00 11.79
115.940 69.286 155.015 1.00 12.99
116.543 70.489 155.514 1.00 12.70
117.930 70.249 155.620 1.00 12.34
116.045 71.746 155.885 1.00 13.72
116.958 68.395 154.840. 1.00.13.08
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AlOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOWN

8797
8798
8799
8800
8801
8802
8803
8804
8805
8806
8807
8808
8809
8810
8811
8812
8813
8814
8815

8816
8817
8818
8819
8820
8821
8822
8823
8824
8825
8826
8827
8828
8829
8830
8831
8832
8833
8834
8835
8836
8837
8838
8839
8840

8841
{847

NE1TRP B 394
CZ2 TRP B 394
CZ3 TRP B 394
CH2 TRP B 394
C TRP B 3%4
‘O TRPB 3%
N LEU B 395
CA LEUB 395
CB LEU B 395
CG LEU B 395
CDI1 LEU B 395
CD2 LEU B 395
C LEU B 395
O LEUB395
N GLUB 396
CA GLUB 396
CB GLU B 396
CG GLU B 3%
CD GLU 339

OE1 GLU B 396
OE2 GLU B 396
C GLUB 396
O GLU B 3%
N GLUB 397
CA GLUB 397
CB GLU B 397
CG GLU B 397
CD GLU B 397
OE[ GLUB 397
OE2 GLU B 397
C GLUB 397
O GLUB 397
N TYR B398
CA TYR B 398
CB TYR B 398
CG TYRB 398
CDI TYR B 398
CE1 TYR B 398
CD2TYR B 398
CE2 TYR B398
CZ TYRB 398
OH TYR B 398
C TYRB398
O TYR B398

N ASNB 399
A ASN R 200

118.158 68.966 155.200 1.00 12.84
118.828 71.220 156.082 1.00 13.66
116.939 72.713 156.344 1.00 14.94
118313 72.441 156.438 1.00 14.21
112.274 68.680155.999 1.00 15.50
111.728 69.738 156.315 1.00 16.72
I11.595 67.616 155.585 1.00 15.75
110.143 67.646 155.487 1.00 16.44
109.629 66.411 154.741 1.00 17.62
109.854 66.407 153.224 1.00.18.24
109.503 65.046 152,642 1.00 16,14
109.013 67.509 152,589 1.00 15.38
109:516 67.699 156.876 1.00 18.39
108.644 68.530 157.141 1.0017.91
109.975 66.821 157.762 1.00 19.09
109.452 66.745 159.122 1.00 22.22
109.857 65.416 159.765. 1.00 23.91
109.318 64.193 159.050 1.0028.46
109.735 62.893 159.717 1.0031.62

109.285 61.823 159.259 1.00 35.17
110:513 62:936 160.697 1.00 31.64
109.891 67.889 160.033 1.0022.79
109.065 68.513 160.701 1.00 23.45
111.188 68.164 160.060 1.0021.74
111.720 69.216 160.918 1.00 20.55
113.224 68.997 161.118 1.00 19.12
I13.888 69.936 162.104 1.00 19.00
113.384 69.743 163.526 1.0023.99
112.784 68.680 163.812 1.0022.99
113.597 70.652.164.359 1.00 24.73
111.475 70.647 160.430 1.00 20.14
111.184 71.529 161.231 1.00 22.27
111.592 70.887 159.128 1.00 18.61
111408 72.240 158.608 1.00 1735
112.617 72.625 157.766 1.00 15.66
113.847 72.799 158.618 1.00 16.42
114.189 74.045 159.136 1.00 15.98
115292 74.196 159.982 1.00 18.15
114.639 71.702 158.964 1.00 17.31
115.741 71.845 159.806 1.00 17.88
116.060 73.093 160.309 1.00 16.79
117.157 73.242 161.123 1.00 18.76
L10.114 72,495 157.847 1.00 17.70
109876 73.610 157.369 1.00 15.95

109.292 71.454 157.737 1.00 15.91
107 08 71 &K1 187 10A 100 TA 50
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

(S EP

8843
8844
8845
8846
8847
8848
8849
8850
8851
8852
8853

8854
8855
8856
8857
8858
8859
8860
8861
8862
8863
8864
8865
8866
8867
8868
8869
8870
8871
8872
8873
3874
8875
8876
8877
BR7E
8879
8880
8881
8882
8883
8884
8885
8886
8887

N R EARLLY A S

CB ASN B 399
CG ASNB 399
OD1 ASN B 399
ND2 ASN B 399
C ASNB 399
O ASNB 399
N VAL B 400
CA VAL B 400
CB VAL B 400
CGl VAL B 400
CG2 VAL 13400

C VALB400
O VALB 400
N ASP B 401
CA ASPB 401
CB ASP B 401
CG ASP B 401
OD1 ASP B 401
OD2 ASP B401
C ASPB401
O ASPB 401
N GLY B 402
CA GLY B 402
C GLY B402
O GLY B402
N PHE B 403
CA PHE B 403
CB PHE B 403
CG PHE B 403
CDi PHE B 403
CD2 PHE B 403
CEIL PHE B 403
CE2 PHE B 403
CZ PHE B 403
C PHE B 403
O PHE 1B403
N ARG B 404
CA ARG B 404
CB ARG 13404
CG ARG B 404
CD ARG B 404
NE ARG B 404
CZ ARG 13 404
NH1 ARG B 404
NH2 ARG B 404

RV RV AV RIS S SRR VAV AT e

107.077 72.385 158.024 1.00 15.57
105.592 72.118 157.801 1.00 20.29
105.194 71.029 157:380 1.00 21.50
104.765 73.108 158.108 1.00 21.01
107.957 72.120 155.678 1.00 16.14
107.056 72.889 155.339 1.00 16.75
108.924 71.741 154.841 1.00 15.97
108.956 72.239 153.471 1.0013.15
110.382. 72.194 152.885 1.00.12.72
111277 73.125 153.699 1.00 12.61
110.926 70.775 152.882 1.00 12.69

107.968 71.515 152.557 1.00 14.78
107.310 70.559 152.974 1.00 14.41
107.880 71.959 151.307 1.00'14.26
106,896 71.417 150.374 1,00 16.05
105.898 72.533 150,050 1.00 16.71
105.384 73.234 151.307 1.00 18.50
104461 72.698 151.957 1.00 17.70
105918 74.309 151.656 1.00.18.08
107.413 70.806 149.072 1.00 16.29
106.647 70.617 148.123 1.00 15.52
108701 70.496 149.020 1.00 16.07
109.247 69.916 147.811 1.00 17.35
110.729 70.175 147.696 1.00 16.57
111.294 70.943 148.478 1.00 17.81
111,360 69.536 146.719 1.00 15.00
112,787 69.696 146.517 1.00 14.42
113.539 68.512 147.124 1.00 12.46
113.310 68.344 148.596 1.00 14:31
112.157 67.723 149.068 1.00 13.71
114.231 68.839 149.516 1.00.12.24
111.921 67.595150.437 1.00 12.65
114.003 68.718 150.888 1.00 12.90
112.847 68.094 151.349 1.00 11.74
113.184 69.832 145.056 1.00 16.00
112,565 69.253 144.164 1.00 15.56
114.225 70.619 144.827 1.00 15.00
114.765 70.809 143.496 1.00 16.52
114.895 72.301 143.181 1.00 16.43
115.561 72.630 141.852 1.00-15.86
117.072 72.784 142.009 1.00 17.82
117.686 73.376 140.823 1,00 16.47
118.996 73.405 140.586 1.0017.72
119.845 72.874 141.454 1.00 15.28
119.462 73.969 139.475 1.00 19.72
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ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
AIOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM

BE&E
8889
8890
8891

8892
8893
8894
8895
8896
8897
8898
8899
8900
8901
8902
8903
8904
8905
8906
8907
8908
8909
8910
8911
8912
8913
8914
8915
8916
8917
8918
8919
8920
8921
8922
8923
8924
8925
8926
8927
8928
8929

8930
8931
8932

C ARG B 404
O ARG B 404
N PHE B 405
CA PHE B 405

CB PHE B 405
CG PHE B 405
CDI1 PHE B 405
CD2 PHE B 405
CEl PHE B 405
CE2 PHE B 405
CZ PHE B 405
C PHE B 405
O PHE B405
N ASP B 406
CA ASP B 406
CB ASP B 406
CG ASP B 406
OD1 ASP B 406
OD2 ASP B 406
C ASPB 406
O ASPB 406
N LEU B 407
CA LEU B 407
CB LEU B 407
CG LEU B 407
CD1 LEU B 407
CD2 LEU B 407
C LEUB407
O LEU B 407
N LEU B 408
CA LEU B 408
CB LEU B 408
CG LEU B 408
CD1 LEU B 408
CD2 LEU B 408
C LEU B 408

‘O LEU B 408

N GLY B 409
CA GLY B 409
C GLY B 409
O GLY B 409
N ILE B 410

CA ILEB 410
CB ILEB 410
CG2 ILE B 410

116:125 70.146 143.643 1.00 16.40
116.981 70.626 144.386 1.00 16.47
116.304 69.022 142.962 1.00 16.09
117.547 68.266 143.052 1.00 15.78

117.254 66.777 142.832 1.00 15.53
116.428 66.159 143.921 1.00 16.80
117.037 65.606 145.045 1.00 15.17
115.039 66.144 143,835 1.00 14.95
116274 65.045 146.073 1.00 16.10
114268 65.587 144.855 1.00 15.68
114.888 65.036 145.979 1.00 13.89
118.642 68.721 142,101 1.00 15.50
118.544 68.546 140.888 1.00 14.00
119.690 69.306 142.670 1.00 16.25
120.829 69.763 141.886 1.00 16.43
121.851 70.451 142.799 1.00 15.89
123.018 71.046 142.026 1.00.18.89
122,781 71.930 141.171 1.00 20.03
124.171 70.627 142.272 1.00 16.96
121.450 68.529 141.220. 1.00 15.68
121.640 67.501 141.867 1.00 15.11
121.745 68.638 139.927 1.00 15.54
122.329 67.549 139.142 1.00 15.00
123.843 67.466 139.381 1.00 13.76
124.610 68.752 139.021 1.0015.56
126.101 68.539 139.255 1.00 15.48
124.355 69.133 137.556 1.00 10.87
121.662 66.205 139.427 1.00 14.95
122318 65.208 139,741 1.00 14.49
120,340 66.198 139.298 1.00-15.37
119.532 65.010 139.522 1.00 16.10
118.102 65.284 139.069 1.00 14.78
116.905 64.592 139.730 1.00 16.57
115885 64.315 138.648 1.00 15.17
117.293 63.314.140.446 1.00 12.60
120,098 63.838 138.720 1.00 16.77
120,035 62.688 139.154 1.00-18.75
120,653 64.151 137.550 1.00 16.57
121.211 63.137 136.671 1.00 16.14
122.392 62,346 137.200 1.00 17.48
122,788 61.345 136.600 1.00 17.94

122,957 62.791 138.315 1.00 18.71

124.099 62.120 138.935 1.00 18.98
124.966 63.137 139.751 1.00 19.54
126.047 62.409 140.555 1.00 19.95
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8933
8934
8935
8936
8937
8938
8939
§940
8941
8942
8943
8944
8945
8946
8947
8948
8949
8950
8951
8952
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8964
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8970
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8975
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RQ7R
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CGLILE B410  125.622 64.141 138.806 1.002040 B
CDIILEB410 126.638 63.526 137.861 1.00 1852 B
C ILEB410 123.599 61.017 139.870 1.0018.81 B
O ILEB410 124.334 60.083 140.191 1.0020.09 B
N LEUB411 122.348 61.131 140308 1.0018.11 B
CA LEUB411  121.759 60.136 141.202 1.00 18.18 B
CB LEUB4IL 120,601 60.748 142.000 1.001735 B
CG LEUB411 120906 61.549 143.269 1.00 18.80 B
CDILEUBA411 121.800 62.738 142.959 1.0017.89 B
CD2LEUB 411  119.598 62.016 143,881 1.0018.62 B
C LEUB4I1 121.233 58.942 140416 1.0018.09 B
O LEUB4IT 120.877 59.078 139.248 1.0018.46 B
N ASPB 412 121.189 57.772 141.052 1.0018.54 B
CA ASPB 412 120,663 56.582 140.386 1.00 19.14 B
CB ASPB 412 121.290 55.292 140.942 1.0019.58 B
CG ASPB 412  120.938 55.043 142.394 1.0021.42 B
OD1ASPB 412 121.397 55.822143.259 1.0019.85 B
OD2ASPB412  120.205 54.063 142.663 1.002043 B
C ASPB412 119.147 56.548140.560 1.00 18.22 B
O ASPB412 118.607 57.044 141.553 1.0017.55 B
N ILEB 413 118.465 55.968 139.580 .00 18.50 B
CA ILEB 413 117.013 55.891 139.591 1.0018.10 B
CB ILEB 413 116,503 55230 138.294 1.00 1888 B
CG2ZILE B413 114999 54.998 138.378 1.0017.83 B
CGLILE B 413 116.857 56.124 137.103 1.0020.51 B
CDIILEB 413 116514 55.535135.747 1.0023.77 B
C ILEB413 116394 55.190 140.796 1.00 1842 B
O ILEB413 115412 55.675141.353 1.00 19.79 B
N ASPB 414 116.950 54.055141.206 1.00 17.84 B
CA ASPB 414 116389 53.348 142348 1.0017.06. B
CB ASPB414 117.159 52.053 142.607 1.00 1938 B
CG ASPB 414  116.812 50.951 141.608 1002150 B
ODIASPB 414  117.392 49854 141.718 1.002424 B
OD2ASPB 414 115961 51.172 140.720 1.0020.96 B
C ASPB414 116389 54220 143.605 1.0017.06 B

O ASPB 414 115438 54.199144.386 1.00°15.80 B
N THR B415 117.455 54.988143.799 1.00 1633 B
CA THRB 415 117.549 55.863 144.964 1.00 1698 B
CB THRB415 118.938 56.540 145.041 1.0017.21 B
OGILTHR B415 119.923 55555 145.370 1.00 16.66 B
CG2THR B415  118.950 57.654 146.087 1.00 16.15 B
C THRB415 116.463 56.935144.891 1.00.16.13 B
O THRB415 115.764 57.188145.870 1.0016.15 B
N VALB416 116316 57.550 143.722 1.00 1445 B
CA VAL B 416 115312 58.588 143.537 1.001585 B
CR VAT.R4l6 (15397 S IRT7 147 115 | 60 1694 R



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

8979
8980
8981
8982
8983
8984
8985
8986
8987
8988
8989
8990
8991
8992
8993
8994
8995
8996
8997
8998
8999
9000
9001
9002
9003
9004
9005

9006
9007
9008
9009
9010
9011
9012
9013
9014

9015

9016
9017
9018
9019
9020
9021
9022
9023

CGl VAL B 416
CG2 VAL B 416
C VALB 416
O VALB 416
N LEUB 417
CA LEUB 417
CB LEUB 417
CG LEU B 417
CD1 LEU B 417
CD2 LEU B 417
C LEUB#417
O LEUB417
N TYRB418
CA TYR B 418
CB TYRB 418
CG TYRB 418
CD1TYR B 418
CEI TYRB 418
CD2TYR B 418
CE2TYR B 418
CZ TYRDB 418
OH TYRB 418
C TYRB418
O TYRB 418
N MET B 419
CA MET B 419
CB MET B 419

CG MET B 419
SD MET B 419
CE MET B 419
C METB419
O METB 419
N LYSB 420
CA LYS B 420
CB LYS B 420
CG LYS B 420
CD LYS B 420
CE LYS B 420
NZ LYS B 420
C LYSB420
O LYS B420
N GLUB 421
CA GLUB 421
CB GLU B 421
CG GLU B 421

114219 60.117 141.851 1.00 15.09
116.710 59.958 141.975 1.00 16.47
113.910 58.052 143,798 1.00 17.66
3111 58.703 144.469 1.00 18.47
L13.615 56.861 143.280 1.00 18.64
112,304 56.254 143.483 1.00 19.29
112,142 55.014 142.596 1.00 19.49
112.109 55.289 141.087 1.00 19.75
111.861 54.000 140.320 1.00 17.70
111.009 56.300 140.792 1.00 19.80
112.115 55.881 144.947 1.0020.59
111,011 55.994 145.495 1.0021.64
113.198 55.445 145.584 1.00 19.75
113.143 55.074 146.993 1.00 18.49
114.441 54.377 147.414 1.00 18.61
114.513 54.026 148.886 1.0020.28
115.159 54.868 149.793 1.00 20.49
115234 54.550 151.149 1.0020.46
113.936 52.852.149,.373 1.00 20.62
114.002 52.525 150.728 1.0022.15
114.654 53.378 151.608 1.0022.19
114.733 53.055 152.941 1.00 24.64
112.886 56.308 147.852 1.00 18.66
112.057 56.264 148.762 1.00 19.83
113.572 57.417 147.574 1.00 18.62
113.320 58.610 148370 1.00 17.65
114417 59.665 148.177 1.00 18.36

114.251 60.591 147.008 1.0021.51
113,109 61.982 147.195 1.0018.81
113.031 62.448 145.498 1.00 17.28
[11.951 59.187 148.023 1.00 17.62
111.304 59.783 148.875 1.00 17.03
111.499 58.997 146.784 1.00 17.82
110.184 59.509 146.396 1.00 20.65
109.859 59.195 144.930 1.00 19.60
108.498 59.750 144.511 1.0023.47
108.108 59.369 143.078 1.00.26.55
107.726 57.905 142984 1.0026.71
107.257 57.536 141.625 1.0029.62
109.087 58.903 147.268 1.0020.16
108.263 59.623 147.832 1.00 17.90
109.071 57.576 147.362 1.00 21.92
108.072 56.885 148.173 1.0025.45
108.339 55.373 148.180 1.0029.81
108.084 54.691 146,841 1.0040.35

t

‘ W W , @ w
e PP P e g g W cww e w " ® w

s e TP P o v o w T OW ooy

DK/EP 2662445 T3



DK/EP 2662445 T3

ATOM 9024 CD GLUB 421 108.563 53.240 146803 1.0047.34 B
ATOM 9025 OE1GLUB 421  108.109 52.432 147.648 1.0049.96 B
ATOM 9026 OE2 GLU B 421 109.394 52.907 145.922 1.0050.53 B
ATOM 9027 C GLUB421 108.052 57.419 149.610 1.0025.03 B
ATOM 9028 O GLUB421 106.981 57.683 150.163 1.002523 B
ATOM 9029 N LYSB422 109.230 57.585 150,209 1.0022.70 B
ATOM 9030 CA LYSB 422 109312 58.090 151.576 1.0025.00 B
ATOM 9031 CB LYSB422 110.716 57.878 152.143 1.0026.58 B
ATOM 9032 CG LYSB 422 110.996 56.453 152.573 1.0030.33 B
ATOM 9033 CD LYS B 422 112332 56.360 153.280 1.0034.75 B
ATOM 9034 CE LYSB 422 112.558 54.973 153.861 1.003820 B
ATOM 9035 NZ LYSB 422 113.767 54.936 154.745 1.0040.11 B
ATOM 9036 C LYSB 422 108.939 59.565 151,692 1,0024.83 B
ATOM 9037 O LYS B 422 108.285 59.974 152.652 1.0023.36 B
ATOM 9038 N ALAB423 109.351 60.363 150.713 1.0024.08 B
ATOM 9039 CA ALAB 423 109.049 61.793 150.721 1.0025.10 B
ATOM 9040 CB ALAB 423 109.824 62.504 149.601 1.002291 B
ATOM 9041 C ALAB 423 107.548 62.061 150.576 1.0024.74 B
ATOM 9042 O ALAB 423 106.967 62.825151.354 1.0023.52 B
ATOM 9043 N THR B424 106.925 61.441 149.578 1.0023.25 B
ATOM 9044 CA THR B 424 105494 61.629 149.356 1.0024.84 B
ATOM 9045 CB THRB424 105.035 60.977 148.029 1.002252 B
ATOM 9046 OG1 THRB424 105297 59.574 148.066 1.0023.21 B
ATOM 9047 CG2THR B 424 105775 61.591 146,850 1.00 21,90 B
ATOM 9048 C THR B424 104.684 61.044 150.516 1.0025.61 B
ATOM 9049 O THR B424 103.617 61.550 150.860 1.002699 B
ATOM 9050 N LYSB425 105.187 §9.975 151,119 1.002591 B
ATOM 9051 CA LYSB 425 104.488 59.380 152.245 1.0027.38 B
ATOM 9052 CB LYSB 425 105170 58:078152.668 1.0030.48 B
ATOM 9053 CG LYSB425 104.437 57316 153.759 1.003587 B
ATOM 9054 CD LYSB 425 105213 56.068 154.178 1.0039.99 B
ATOM 9055 CE LYSB425 104.508 55.329 155313 1.0041.97 B
ATOM 9056 NZ LYSB425 105.288 54.162 155.819 1.0042.79 B
ATOM 9057 € LYSB425 104.536 60.405 153.380 1.0026.39 B
ATOM 9058 O LYSB425 103.519 60.702 154.011 1.0024.86 B
ATOM 9059 N ALAB426 105.720 60.962 153.614 1.0024.64 B
ATOM 9060 CA ALAB426 105899 61.959 154.662 1.0023.52 B
ATOM 9061 CB ALAB 426 107376 62.288 154,830 1.0022.55 B
ATOM 9062 C ALABA426 105.115 63.234 154.366 1.0024.07 B
ATOM 9063 O ALAB426 104.719 63.949 155282 1.002441 B
ATOM 9064 N LYS B427 104.888 63.530 153.092 1.0025.06 B
ATOM 9065 CA LYSB 427 104.146 64.738152.754 1.0025.84 B
ATOM 9066 CB LYSB 427 105.056 65.957 152.837 1.0027.45 B
ATOM 9067 CG LYSB 427 104.290 67.257 153.022 1.0029.18 B
ATOM 9068 CD LYSB 427 105.239 68.422 153.138 1.0031.24 B
ATOM 9069 CE LYSB427 104.649 69518 153.996 1.0032.74 B



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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9070
9071
9072
9073
92074
9075
9076
9077
9078
9079
9080
9081

9082
9083
9084
9085
9086
9087
9088
9089
9090
9091
9092
9093
9094
9095
9096
9097
9098
9099
9100
9101
9102
9103
9104
9105
9106
9107
9108
9109
9110
9111
9112
9113
9114

NZ LYS B 427
C LYS B427
O LYS B427
N PRO B 428
CD PRO B 428
CA PRO B 428
CB PRO B 428
CG PRO B 428
C PROB 428
O PRO B428
N GLY B 429
CA GLY B 429

C GLY B 429
O GLY B-429
N ILE B 430
CA ILEB 430
CB ILE B 430
CG2 ILE B 430
CG1ILE B 430
CD1 ILE B 430
C ILEB 430
O ILE B 430
N LEUB 431
CA LEU B 431
CB LEU B 431
CG LEU B 431
CD1 LEU B 431
CD2 LEU B 431
C LEUB431
O LEUB 431
N LEUB432
CA LEUB 432
CB LEUB 432
€CG LEU B 432
CDI1 LEU B 432
CD2 LEU B 432
C LEUB432
O LEU B 432
N PHE B 433
CA PHE B 433
CB PHE B 433
CG PHE B 433
CD1 PHE B 433
CD2 PHE B 433
CE1 PHE 13433

104431 69.059 155.394 1.00 34.24
103.492 64.698 151.382 1.0025.32
104,112 65.042 150.376 1.0026.58
102219 64.288 151.328 1.00 24.13
101.387 63.874 152.471 1.00 23.79
101.465 64.201 150.074 1.0023.21
100.066 63.788 150.538 1.00 22.08
100.332 63.026 151.805 1.0023.71
101.432 65.526 149.309 1.00 22.82
LOL.310 66.594 149.906. 1.00 22.16
101.547 65.444 147.988 1.00 21.65
101.490 66.637 147.164 1.0020.03

102.771 67.424 146.974 1.00 19.75
102.763 68.429 146272 1.0021.10
103.871 66.998 147.585 1.00 19.50
105.119 67.735 147.419 1.00 20.51
106.238 67.213 148.343 1.0022.50
105.836 67.384 149.795 1.00 25.30
106.551 65.753 148.015 1.00 23.17
107.753 65.229 148.785 1.00 27.49
105.638 67.649145.991 1.00 18.16
105.378 66.679 145.282 1.00 16.99
106.374 68.672 145.576 1.0016.23
106.950 68.692 144.244 1.00:15.30
107.008 70.119 143.706 1.00 15.37
105.693 70.893 143.682 1.00 16.73
105922 72.225142.982 1.00 15.79
104.622 70.080 142.964 1.00 16.59
108.363 68.123 144,326 1.00 15.46
109.136 68.492 145.215 1.0015.92
108.696 67.227 143.403 1.00:13.06
110.019 66.61% 143.372 1.00 12.83
109.950 65.165 143.847 1.0013.30
109.479 64.886 145.278 1.00 16.27
109.266 63.385 145.447 1.00 13.59
110.508 65.405 146.283 1.00 14.88
110.519 66.655 141.941 1.00 13.63
110.013 65.927 141.084 1.00 15.10
111.505 67.506 141.682 1.00 13.26
112.063 67.634 140.347 1.00 13.59
111.272 68.674 139.547 1.00 12.52
111.208 70.031 140.209 1.00 14.48
110.298 70.280 141.232 1.00 13.08
112,088 71.048 139,833 1.00 10.68
110.265 71.525 141.876 1.00 13.53

B
B
B
B

W W ww

wwww

: w = w
C e PEETIE g _gpg W oW © W w w

DK/EP 2662445 T3



ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

9115
9116
9117
9118
9119

9120
9121
9122
9123
9124
9125
9126
9127
9128
9129
9130
9131
9132
9133
9134
9135
9136
9137
9138
9139
9140
9141
9142
9143
9144
9145
9146
9147
9148
9149
9150
9151
9152
9153
9154
9155
9156
9157

9158
9159

CE2 PHE B 433
CZ PHE B 433
C PHEB433
O PHE B 433
N GLY B 434

CA GLY B 434
C GLY B 434
O GLY B434
N GLUB 435
CA GLU B 435
CB GLU B 435
CG GLU B 435
CD GLU B 435
OE1 GLU B 435
OE2 GLU B 435
C GLUB435
O GLU B 435
N GLY B 436
CA GLY B 436
C GLY B 436
O GLY B 436
N TRPB 437
CA TRPB 437
CB TRPDB 437
CG TRPB 437
CD2 TRP B 437
CE2 TRP B 437
CE3 TRP B 437
CDI1 TRP B 437
NE1 TRP B 437
‘CZ2TRP B 437
CZ3 TRP B 437
CH2 TRP B 437
C TRPDB 437
O TRPB 437
N ASP B 438
CA ASPB 438
‘CB ASP B 438
CG ASPB438
OD1 ASP B 438
OD2 ASP B 438
C ASPB 438
O ASPB 438

N LEU B 439
CA LEU DB 439

112.063 72.290 140.467 1.0010.700 B
I11.151 72.530141.491 1.60 1293 B
113.533 68.043 140.416 1.00 1551 B
114,070 68.310 141.493 1.00 1548 B

114.179 68.087 139.257 1.00 15.50 B

115.573 68.474 139.213 1.00 17.00 B
116.101 68.540 137.799:1.00 17.93 B
115.368 68.317 136.835 1.0020.95 B
117.379 68.857 137.666 1.0019.69 B
117.985 68.939 136.349 1.00.21.65 B
119.058 70.030 136,340 1.0023.17 B
120.006 69.977 137.515 1.0026.84 B
120.875 71.221 137.631 1.0030.02 B
121.747 71.239138.529 1.0023.78 B
120.684 72.176 136.831 1.0032.08 B
18570 67.579 135,984 1.0022.37 B
119.631 67.187 136,475 1.0022.52 B
117.855 66.857 135.130 1.0022.44 B
118.299 65.540 134.716 1.0024.40 B
119.211 65.556 133.506 1.00 2567 B
118.938 64.884 132.510 1.00 2595 B
120,293 66.326 133.586 1.0026.75 B
121.254 66,408 132.490 1.0028.20 B
122276 67.522 132.751 1.0029.59 B
121.693 68.874 133.101 1.0032.87 B
120473 69.456 132.608 1.0032.72. B
120.350 70.734 133.205 1.003238 B
119475 69.024 131.720 1.0032.28 B
122,239 69.800 133.947 1.003235 B
121.439 70.914 134.015 1.0032.97 B
119.268 71.585132.945 1.003035 B
118.398 69.872 131.459 1.0032.70 B
118.306 71.141 132,073 1.0032.53 B
121.994 65.072 132,401 1.00 28.88 B
122.199 64.402 133.416 1.0027.56 B
122.385 64.674 131.194 1.0029.77 B
123.125 63.431 131.046 1.003144 B
122.963 62.869.129.633 1.0035.35 B
123.701 61.555 129.445 1.00 4095 B
123.753 60.760 130.408 1.0044.87 B
124.219 61.311 128.335 1.0045.51 B
124.589 63.754 131.339 1.00.30.37 B
125.246 64.447 130.563 1.0030.70 B

125.094 63.265 132.467 1.0028.65 B
126472 63.544 132.853 1.0027.72 B
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