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L. Pt -VLA-1 Fofk, HERBE B AN JOE X R F 7410 s X :SEQ 1D NO :1 [ zd SEIR VR Ak
24 % 33, Hll CDR1 ;49 % 55, B[l CDR2 ;11 88 %2 96, Bl CDR3 ; H # %% H vk 2 X T 4 E 4152
X :SEQ ID NO :2 [l FE ikt 31 % 35, B CDR1 ;50 & 65, EJ CDR2 ;#1198 % 107, B[l CDR3 ;
BT iRk g 5 2 AR Kabat 4515471 .

2. BORIER | Bk, A prid ik B & 20— R A5 V12,F29,A49,T93
FI1RI4,

3. BURIELR 1 Puik, i prid ik e &8 20— N Q1 L4 F YT L,

4. BURVESR 1 duik, i prd Hiik& 4 SEQ 1D NO « 1 HERSE R 45 X P41 Fi SEQ 1D
NO :2 [FJERER] A2 X 74

5. BURE K 1 PiE, Kb Briddiih & 5 10R5 5 4 ATCC PTA3273 [ 4AC 4 mAQC2 1
A B AR [R] i SRR R B 2 KP4

6. BOFIE K 1 Bdiik, HA prid ke Nt hiis.

7. BURIELR 6 Pk, Hp i@ bk sE &5 20— A F AR Q1, L4, P46, W47
FYTL sBRPTR PRI ERE 5 A 20— T HIBRE D1, V12, S28, F29, A49, T93, R4 ; ik
WIS 5 2 R Kabat 45 {51491 .

8. BUFIEEsk 6 Bk, b FridHiik & H SEQ 1D NO :3 [ FEMmFEFE 1 £ 106 2 X
(PR EE VAR [X 74, AT SEQ 1D NO 4 ZRIEIRIRIE | 2 118 8 L EFEAZ X P41,

9. BUHE R 6 [KPith, Hrh FriddiiA & 5055 A ATCC PTA3275 ({41 il 5 hAQC2 7
A= I BTAARAR R i SR BE A B 2 KR 1)

10. AUCHESK 6 Hipiia, Horp prid ERE /L — s 2 ANk B AR 234, 235, 236, 237, 297,
318,320 A1 322 [z ZEMRIRAEAL e A2 5AR, 43143 5 R AEMG R PUAAH EL, 0N 7 DhBe Rk A2k
L ARPRE T 5 VLA-1L 855 BT TR TR n 5 2 R4 BU i 5K &

L1 AURIEE SR 10 I 3ieE, K prid bk 5 R @B MK iR A= b, 72 E b & A R4
L234A FI1 L235A s i ik 54 5 A MR4E EU i 5 4A R o

12. BUREK 6 (R iA, Jorp IR A & 508/ '5 2 ATCC PTA3356 41 il & hsAQC2
PR BB ] ) T B BE 2 K7 471

13, BUMIEESK 6 BIPLAE, Horh BTk ST 7e sl AL AT s i 2 B B ke T Ak o A2 5878, ATV

FRAZBEFALAL R
14, BOMIESR 13 (P, b Prid su iR L gk i 50 RAZ N297Q, Frid b g 5 2 1R
#f& BU g 518 R

15, BUMIZK 6 (i th, Hrh ik diiA & 5O/ 5 A ATCC PTA3274 141 il & haAQC2
FE AR BT ARAH [F] I SRR R 55 2 KP4

16. —FhZ A, HEENMER 1 £ 15 2 —HPuiAFar 25 H k.

17, 43 B IIALTIR , oS AROR EEK 1 PR EBE N gnbd 7 41), FIBCRIEEK 1 Pk it st
(119w 05 1557 o

18. BAIE K 16 A EWLERI & TRTT VLA-1 A SRR BRI 2 & .

19. {53555 A ATCC PTA3273 [ Z%AZ 9 mAQC2 (148 il

20. #3854 ATCC PTA3275 (140 il 5 hAQC2 F¥4H it .

21. {R35 4 ATCC PTA3274 K41 % haAQC2 f{I4H il .
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22. {R35 4 ATCC PTA3356 [{141 il % hsAQC2 ¥4 il

23. 7 ESIZER A, Ho5 A ORE5 i ATCC PTA3273 [R140 i 22 mAQC2 7 AL P4 I =&
BE )05 2 R ORJEC 5 o ATCC PTA3273 40 f 2 mAQC2 7= AL (R AR IM 255 1) 45 7 471 o

24. 4y BEIZER R4, Ho & AR5 5 20 ATCC PTA3275 F4H ML 2 hAQC2 7= A BRI it
BRI 4 7 A ARG 5 A ATCC PTA3275 HI4H A F hAQC2 F= A= [T AR I S8 (1 T 41 o

25. PERURIEL SR 17 1153 B AL IR 791 AL 1 40 .

26. 4> EHIZIR P, S5 SEQ 1D NO : 1 fI4RH5 5741 SEQ 1D NO :2 [{igahitd 741, H
rh T IR 240 2 SEQ 1D NO :46 i1 SEQ ID NO :39 K741,

27. 7B IER S, Ho& 4 SEQ 1D NO -3 [I5%3E 1 & 106 [K4mA5 /54 F1 SEQ 1D NO :
4 WEREE 1 22 118 g r 1), Horh Brid % e &% SEQ IDNO :52 Fi1 SEQ ID NO :45 #7471,
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HT VLA-1 B93T4K

B
[0001] Ak W9 Kbt VLA-1 BERER (I I HTIA, AR AT A AT 3677 AN AL E G
PEII I 3 o

[0002] A IS K — AR Pk S VIA-1 1 o 1-T GERis 2 10 B R A A4 1,
LAz a5 5 RAETE AL it I i

EEEA

[0003]  HEELEE R/ TN - 40 BRI 40 e - 5 DORG B B4 Mo SR T 2 A XK . L AnIX 2
RAFRERE ARG RSP K GBI EEDES . Bl s
G ARIET .

[0004]  HEELEE 2 H D HEIATIEBRI Z IKEE o A B 4l m R\ E . f45HE
()28 FE AR I T IR Sk, 01 DT (R E B ABCAR &5 & o BRORSK B AT 55 25 I X BOE . 52
(R FE T8 R T 50 2 SEPRIR I o ST, AT AT AR B S A T i e — R AR A AR 2 X
R AWK A B 1R ER I ARFR A VLA 737, Fa A2 “IR VS 4k 19 "B J5 . VLA-1
2 VLA-6 7 AR 2 A a1 2 a6 B 1K R (B CD49a & CDA9F) o — MR IERIVT
R Z WAL Cellular and Molecular Immunology, Abul K. Abbas 254, W. B. Saunders
Company, Philadelphia, PA, 2000,

[0005] LN (TAIIVAL) IRIRAZEREE 2 o 18 1 HRIREA (BRI VLA-1) FIBCHR. VLA-1
S5 E AR M RTRE (Keely 25,1995, J. Cell Sci. 108 :595-607 ;11 Gotwals 2,
1996, J. Clin. Invest. 97 :2469-2477) ;Hefeif B dE o (AN @& R EE S ) K4t
F (Gotwals 2%, CHRIE F H1 Chiro, 1991, Cell 67 :403-410) ;3FH8IH7 2 5 Mudh LR
ARV E A 7 BRI R IE (Riikonen 2%, 1995, J. Biol. Chem. 270 :1-5 ;f1 Langholz %&, 1995,
J.Cell Biol. 131 :1903-1915) . K, VLA-1 P A Y4 S ECE L5 SR, 4T 4ekEAr
P,

[0006]  Y34b, A AN$RH VLA-1 I RELE T 40/ / SRAZ AN AL - 51 & B9 H R EH - BT -VLA-1
AR BE LA T T— 40 L 40 o Rl 72658 (Miyake 28,1993, J. Exp. Med. 177 :863-868) o 7
FAELAT2 2 4 R ERE IR T A, VLA-1 FIRISA TGN (Hemler %%, 1985, Eur.
J. Immunol. 15 :502-508) » VLA-1 tHBETE 7355 H I8 RIR X7 R B8 18 IR 5 & 40 EU i T 48
Mo F26i5 (Hemler 25,1986, J. Clin. Invest. 78 :692-702) .

[0007]  CLERIRE D o WRALRJLFM SRR, A5 « 2B 1 1 o 2-1 5445 (PDB &
x5 laox ;Emsley 25,1997, J. Biol. Chem. 272 :28512-28517) ; K, a 1B 1 HJ a 1-T 4544
5 (PDB &35 1ck4 ;Nolte 25,1999, FEBS Lett. 452 :379-385 ;W0 00/20459) ; A a 1B 1
) a1 B f7 (PDB & 3% 5 lqch ;Rich 2%, 1999, J.Biol. Chem. 274 :24906-24913) ; « L-1
FoaM-T 45 #4550 ; F1 vWF-A3 (Lee 25,1995, Cell 80 :631-635 ;Lee 24,1995, Structure
3:1333-1340 ;Qu 24,1995, Proc. Natl. Acad. Sci. USA 92 :10277-10281 ;Qu %%, 1996,
Structure 4:931-942) P45 a 28 1 Z5MEILHBREE (B C- 180 ) , fE &8 - B 746
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RL A, ZIRTEAE B U — AR BOE B (Emsley 5%, SCHRF ) o SET T
RIRBER IR E A1) a 2-T G ) db AR g f o 8 T IR IR IR 5 pr ik iz g &, 1
HIET o TR B B AT o 2-T ISR ELHE :Aspl51, Asnl154, Tyr157, GIn215, Asp219,
Leu220, Thr221, Asp254, Glu256, His258, Tyr285, Leu286, Asn289, Leu291, Asn295, Fi
Lys298 (PDB &35 1dzi ;Emsley %%, 2000,Cell 101 :47-56 ;WO 01/73444) . FiRE LY
ST PDB F3k T 1dzi, AR Z N AT REFN a 1-T g5 & A 2510 520
HRRUIE

[o008] K EAfRjIA

[0009] AU BHERAL T HT —VLA-1 HUAFIT A IXLEHT ARG IT 22 Bl JORE R G e 1505 1R 7 V20
[oo10]  Efki, AR EHES VLA-1 (Han A VLA-1) R Rk g & diik. Friddbiik s
A SEQ ID NO 1 [ ZETRIRAE 24 2 33,49 3 55 F1 88 & 96 P [ 5E T 4 v 2 X
( “CDR”), M1 / B SEQ 1D NO :2 (RSB RTR % 31 & 35,50 2 65 F1 98 2 107 P E
FEREHANREIR o FHASCA T B R S5 R0 5 HOX LS CDR BEE - Brlst — Befii 70 vl &A%
Az (s g, A/ SR ), AN PLAA ) VLA-1- 4575 1% . ARG FfA 5%
B CDR A1) S24N, G92S F1 D101A FIEHE CDR2 H K] G55S. #F— ALt /7 &7, A K B PT
A4 SEQ 1D NO :1 F4RaEn] AR X Je 41 fil / B SEQ 1D NO :2 I EREN]2Z X J 741 .

[0011]  FEAHSCIISEIE T &, AR WP & A 5 224808 mAQC2 ™ AL I BT A4 AH [A] i) &
BRI BE 2 BKFE 4, BT IR 222898 T 2001 4F 4 18 H A5 T35 [ i 7Y 1% % 45 5 rp o0
(“ATCC”), 10801 University Boulevard,Manassas,VA20110-2209, H: ATCC i PTA3273 ( A
SR MBI ATCC fRyBHS AR IR AT A 2 2 EH 19 ) o B W 2% A8 98 mAQC2, B &
I3 FNZ A ACIE  Ho4ah5 mAQC2 5 v BB MR I S RN A2 B X AZ IR e 4 1A 40 R BV RT 7= A i bt
Ao

[0012]  7E 57— ASEHE T &b, ik NI B, S5 20 —A (Filin 2,3,4 805 4)
FAVERRER L (QL, L4, P46, W4T A1 Y71 ;5 &2/b—A> (i 2,3,4,5,6 8K 7 4 ) FHIEEE
BeHE D1, V12, S28, F29, A49, T93, R94 (Kabat & 51541 ) » 41, HLAkIREE S Q1, L4 1
Y71 80/ sRERES A (1) F29, A49, T93 F1 R94, B (ii) A49 FI1 T93.

[0013] AR B AJEALF AT &4 1 SEQ 1D NO :3 fRa RV HE 1 2 106 JT PR & K425
AR 74, R/ BE SEQ 1D NO :4 (2 ZEMIEZE 1 & 118 Fri e MEF [ ZX 75, A
PRABUAT & 541 M 5 hAQC2 (ATCC PTA3275 {73 T 2001 5F 4 H 18 H) F=AE Btk H
[FIFERER / BB Z KT 4.

[0014]  7E5— ALy &, AR AIEPUA T EERE N — 24> (Flhn 2,3,4,
5,6,7 808 ) FrESA KA (Hlunsh s, BUREESIN ) , S PUA RIS Dhae (Bl
K5 Fo ZARBURMARE T 25 6 1988 ) ) A e, (BARmBIAS VLA-1 45616 ) (3%
[ &4 5, 648, 260) . IXLEEHEA EAFHHAR T LK 234, 235, 236, 237, 297, 318, 320 Fl
322 (BU w5k 2 ) o 910, AJSALPUARI B m] & 5847 L234A (BI HTA & REU R S A&
IPTARIGEE 234 AL 2R ) M L235A BU 5 A R ) o 1B PMHRI ST Zh, Itk & fa
540 1 3 hsAQC2 (ATCC PTA3356 ;frjE T 2001 45 H 4 H) P ERHUAAH RN ERE 2 IKTF
Hl)o

[0015]  7E 55— NSEHE 7 S, A B B ANJEAL T AT 75 5 BERSAAT f ) 2 2L IR VR FE A
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TR (R B ) AR AL ST K X PUATEIRIR ERRA R, KA
MTHA AR RN 7 D se sl e AN B DI BE, MR T VLA-1 Z5 535 MMk MR A
() SAL X I TRt FE R (iR (R E il ) 2GR . B, Sk EsEnT &
HRAZN297Q (BU dr'5 7K 2R ) , (015 ERECE LA S AT REREBEIE AL o 7E—MH SIS 7 58
o, NIEALHUART] &4 5 40 i 2 haAQC2 (ATCC PTA3274 {55 T- 2001 4F 4 F 18 H ) /4K
PUAAH IR I EFE L KT8

[0016]  7E 5 —SEili 7 i, AR PR ERER / SRS A RN NS VLA-1 & &
SRR 5EAE , TS 5 T HUARIRYT VLA-1- /- S 25 7 77 o

[0017] AU B HE S A A B DL AR ] 25 A 2059 s &4 SEQ IDNO 1 Zwhd
JEANI 3 B IAZIR &4 SEQ 1D NO :2 4l )7 41 (173 B AL IR 5 A FH A% AC IR mAQC2 7= 2R 1
PRI AR BE g e 51 1) 53 B LR 5 & A FH 2220 mAQC2 7 AL B4 1) =5 B 4w b 13> 41 16 7
EREER 5 58 A0 MR hAQC2 7 AL I PTAR IV B2 B g i 32 1) 1K) 20 B AL IR 5 A HH Al i &R
hAQC2 7 AL P IR EHE S A A1 1K) 3 BS AL IR 5 3 FH 40 M 2R haAQC2 ™ A I Hi A4 1) FE
LT H 5y B AL TR 5 & H 40 i 2 hsAQC2 7= A (R 1k 11 5 s T 41 161 43 B A T
P SEQ 1D NO =3 [%kIE 1 22 106 4ihd) 741150 & LR s &4 SEQ ID NO 4 [{F%FE 1 2
118 4 751 153 B LR 5 2%A8 98 mAQC2 141 i s 40 e 3R hAQC2 41 L 41 i )R haAQC2
YA s A40 L R hsAQC2 40 g

[0018] A EFEIGIT A H VLA-1 /- SRR 52 R E 7%, iR 2 H
it A R AR R BB . 9, A i 7 V23R T N S2 iR 3 LIRS SR A AR e Ak 1
BELLE  SE 27 B RE TR P50 R BERE o B, A% R TV TR PR 36 97 A Je 18 S S5 9 9 -2 AU (RN
AR, AP A BRI IR % 1 R AE o Al LA— DB E AR “A38Emn” 44649

[0019]  VLA-1 /- FHF i S B EH AR T 5 IEH 2 #F A, — DB ZANHA P
VLA-1 3G MEACE T R B0 o T B+« 5 B G (2 Bz e R 2 L e
P 5 R R 40 M) S BATE ) AR AR 1 (an'E SO AT 4R 1 ) a B S R, PRI e
CRAE, N, SCUE 9, S, RTRLEE 2K, e, Sk, B e (2 1 e 1 B ]
W5 H 9 NI SR AT Gl R RS Nl B ) » IVE W Clnsh R FERE4L ) , 57513
Jik A 58 5 BRI 98 5 T A B B Pk 0 100, S0 P 90 B A 2R P, ARG, B DR 4%, B B % e
Clun T 2808 PR « B VLTG0 A OGTT 2 A S R LD BESRIE RN 22 e R4k ) , IRIAESRE 0, 1 s
CREE, B 5, Bechet ZR G, Z W14, R 2, I (AniR ke B BERD & R , B HEY)
e, BtabirE £ (GVHD) , g5l 4, 5247 fa tH BRI b i, (Lo Lk IR0 N B AR i 855
fiE

[0020] AR BHIAFEAE T e AL (AR RAARR ) I VLA-1 AP, Brd 77
EASE (BInAE RN SRS ) TR S Ak BB AR R i, 2R fE krlldt ik 5 AR 455,
M52 2R 1) VLA-1 7K

[0021] AT I A A BB AR AT LU an SRR, NI P Rk &difk. nT LR
[F A RV AY (4 TgM, TgD, 1gG,, 1gG,, 18G,, 18G,, IgE, TgA, Fl TgA, s B x 8L M 4255 )
e REPiR (RPRAWA S KBNS KER) . 808, AR HBHUATR 2 5Tk
HIRe ShiR g G/ A B (41 Fab, F(ab” ), FIHEE Fv) o

[0022] AR HIEIREE T RIS RIAE, HRR - ARG o 1-1 gl (RAZK RAH)

6
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AT hAQC2 Fab [ BUE BRI B G A, LLAAT F Tk -5 A ai AR 1 771 . A I Id 4
Bt TG S5 hAQC2 Fab iy BRI G ) AR BRI G5 G o AU IR FRT it A 55 4 1) Ji 1~ A4
B oA hAQC2 WY AEMNE SR AL T G5 f A, o4 & PR o1 HAT 400 ) A= 005 14 1) VLA-1 3430
FIBFEPIH] Can/ oy FA GBI, Q1 hAQC2 AR 1k ) $ 4t T JEAt

[0023]  ASCAFFHI ARG 2 EIRAFR a 181 BEE A /Fab 6 o 1-1 513K
ARG . XS BN T o 1-1 G585S Fab 45 & 2 RE LRI, 546, Fab 78
HEEWIIR R — g5 A7 Mg G MBS IR 45 Ao £E o 1-T S5 AR N 10 45 A0 i R
RIS Aspl54, Serl56, Asn157, Serl58, Tyr160, Glul92, Glu218, Arg219, G1y220,
Gly221, Arg222, G1n223, Thr224, Asp257, His261, Asn263, Arg291 Fl Leu294 ( f ki 5 )
Fab B b5 o 1-T G584 & M IR FE R BER KL Asn30, Tyrd8, Trp90, Ser91, Ash93 Fil
Trp95, L BB L HL Ser30, Arg3l, Trpd7, Ser52, Gly53, His56, Tyr58, Phe99, G1y100 F
Asp101 ( F 1A% ) -

[0024] ARG HME TR FREEY 0 FEEVRERY (XREM SRR E
FEIR I iR ZE AR L 0. 654) 1 =4ERMGIRTHENL, KAl o 18 1 BIKEH RAHK
E T 85 NI BTAR hAQC2 B S &5t b (B 19) & X+ 2 6. tHEL
HAENLAS - PEREARAAAE N T (RS LA — Wl g bs 2R 2 bR ) e B &
AE 19 iR 8 &P 20— oy it A bR s RHENLAR — P EAR f A28 Te 2 BT G TAES
fifids s 5 TARAR AR FINLAS — T S22 A7 1 PORH R B2 10 mh R A PR A, 8B 2 T 4 LA
A AL A = ARG LR S A B AR & R T R SRR B AR
[0025] ARG T Re A TR FREEY 80 ¥ FREEWNFERY) (MK
ZF RS S hAQC2 2 FE IR F-BE IR 1 I3 T iR ZE AL 1. 10A ESA7 ) B =48]
BTN, Horh 4 T84 7 5 -5 WA S H hAQC2 S LRI 45 M Ak b (& 19) & XIK4E &
BT 05, TR 2 PR AR IR B VR JE Asn30, Tyr48, Trp90, Ser91, Asn93 Fl Trp95, DL K 4k Ik
Ser30, Arg31, Trp47, Ser52, G1y53, His56, Tyr58, Phe99, G1y100 Fl Aspl01 ( 4% 'S )
(K5 /b 7 ANFRIE (40 7,8,9,10,11,12,13,14,15 B 16 M) . A& T HT
PR IR G ) = 4E ERUE AL < H hAQC2 R IR 45 Ak br (1 19) 58 SLHIEE B4 5,
Horb TR S IR A FE BRI 2L Asn30, Tyr48, Trp90, Ser91, Asn93 Fl Trp95, UL K T4k ik 5
Ser30, Arg31, Trp47, Ser52, G1y53, His56, Tyrs8, Phe99, G1y100 Fl Aspl01 ( fathdw's )
[/ 7 ANREE (B 7,8,9,10,11,12,13, 14, 15 87 16 PMrEIE ) ;5 hAQC2 ZIEME I8t R
TR TR ZE A 10 A R RS 5005

[0026] AR BHIEIRML T ¥ B E O T g5 B EIFRI 7, Tk J7iE s T ik b
B At H hAQC2 ZIEMR M &5 AL PR (] 19) 81 & AHXS T hAQC2 Z MR L8 )5 11 5 A i
1LL10ARIY iR 22, LAF= AR 85 B A 05 i = di g 4, Horb B ik & 2R R B0 G e ik 2 Asn30,
Tyr48, Trp90, Ser91, Asn93 Kl Trp95, UL K E#EVIE Ser30, Arg3l, Trpd7, Serb2, Glyh3,
His56, Tyrb8, Phe99, G1y100 Fl Aspl01 ( fufkgR 5 ) s 7 k3L (40 7,8,9, 10,
11,12,13,14, 15 8 16 DML ) P Z = 4E 25 M it BOL B RS BOR s & B R+
PO AR RIS DU S hAQC2 Bt LA 22 ¥ 7E I F5 T 55 hAQC2 AH B AE A IR RE 7, Horh
TERIFEDUR S hAQC2 AH B AE H I RE ) 2 /R R IS B A T S5 ANl A ik 4
PET H VRS E R O T 25 A5 .

7
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[0027]  ARBHIGHRAL T B8 A0 FEUY FEEY ;B TR T EAVINFERY (Hh
ZIRBZWAIES T 85I R ERE R 7 103 7 iR Z A 0.6 5 A RIS — 455460 5 1
BRI EAL, o 2 Pl FRAWASE (/B 1 45 IS IEIR RS Aspl154, Serl56,
Asn157, Ser158, Tyr160,Glu192,G1n218, Arg219, G1y220, G1y221, Arg222, G1n223, Thr224,
Asp257, His261, Asn263, Arg291, Fll Leu294 ( k& '5 ) [gifAtbr (& 19) 2 XIK4E 4
PLsS e AR BRI T T 724 TR SN =4 B IOV N i T 25 s FE R ik
Asp154, Ser156, Asn157, Ser158, Tyr160,Glul92, G1n218, Arg219, G1y220,Gly221, Arg222,
G1n223, Thr224, Asp257, His261, Asn263, Arg291, fll Leu294 ( fh kg S ) (I /AARE ([
19) & XIWEE— 256008 80 | G SR 55 R 7 138 IR IR Z AN id0.65 A [
REE G R

[0028]  ARBHIGHRAE T BE/ A0 FEU TEAEW B TR TEAEVNFERY (Hh
ZIA R AHE S | S FE IR R T3 IR IR ZE AN L0 AR EE 25 A ) 1=
YRGS, o o 7 ek FREAWETE 1 T8I LR 24 br (E119) 2 X
({45 A0 L, TR E LR A FER L G1u192, GIn218, Arg219, G1y220 F1 G1y221 ( kg )
R E D 3 RS, ARBIEIRM T 774 MRS M0 = 4E -G 5L - 1 4503
RIERMI LSRR (B 19) 8 LIEEEAL s, FTid & S5 FETR L G1u192,61n218, Arg219,
Gly220 I Gly221 ( g iARgm 'S ) FIE/D 3 MR sk S T Mk s IR R0 R 7 3 7 il
RZEANHLLL.0A MR RS AL A

[0020]  ANJR BHIEHR AL T A8 A I 28 = Yk WGBTS MR B 7, Pk /IR BE 5 ik & 4514
18 hAQC2 Fab Jy Bl Ll or 455 s JFREAE N ik & 4 #4Ek hAQC2 Fab Jy Bral Ll 43 11
LEFNHIFIARAE o AR BIEH RALGY), Sorb AL 25 A, Atk A 45 A X 00 Tt 370 R0 A2 1
B hAQC2 Fab Jy BeIZR 44, Horp I ik & 25 f BB hAQC2 Fab v BEERES & A7 i (1) 2546 AR AR
A] LG B U H TR AL A S AR AR AR o AR R B IR M b ST S A A A T TR T BR
T 52 R I S AEE T o 18 1 IS e 1 i

[0030] A& BHISFRAL T 4w B AR (1 1T S5 Mk IW 0I5 i O vk, BTk O i RS R A AE
B AF T S5 LR TR IE Aspl154, Serl56, Asnl57, Serl58, Tyrl60, Glul92, GIn218,
Arg219, G1y220, G1y221, Arg222, G1n223, Thr224, Asp257, His261, Asn263, Arg291, Fi
Leu294 ( fbA4i s ) MIghahbr (B 19), LAF= A g G0 M = 4 i) R = iS5 f i
T EGE BB E IS DR s & BB AE RPN A E RS DI S T 45 R IRz fic DLW 52 98 8
5PN 1 g5 AR BE ), B RSB 5 1 280 B/E M ge ) KR
WEAEIFSE DU T S5 Rl »

[0031] A& IR 4L T 45 e B AR (1 T &5 MR IW PN 1 77 v, BTk 7 56 T~ i b
BR AT FHAREFREE G1ul92, GIn218, Arg219, G1y220, G1y221 ( fa g T ) 1) T gifeIla SR
W E D 3 ANFRIERSE AL bR (B 19) B+ AR T gk sk me 5515 11 5 At
0.65 A T RRZE, LAF= AR 85 B A0 05 1 = 4 S5 04 R 2% = 4 G5 00 v T B B ¥ AR 1K 45
Ui s B BT RS DU s AE AR ROAE P T 45 AR sl fir LA 52 95 18 F H5 B0 5 B B 2
E T g B AR RS, B RS BN 5 T 254 800 B 7R F 1) 58 ) KRy 10 14
Pl T &5 AR BIEERAE T Bt 7 v % e 3B 1 T &5 A3 g il 31 o
[0032]  FH T ST 4 R FIACR B SR A5 0] DLEH 876 HH A B IR LB R AR ARG Ao
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[0033] P I fjid

[0034] & 1. 7EVEALI M E ERIEE EREEGEN a 1B 1A a2B 1. (A). [L-2-7%
e B4l (d11) b al Al a2B 1 BIRE P RAKWA AT o HPL o lmAb, 3T
a 2mAb BANGE G I I mAb ( K2R ) FRic 4l i, #256 FH FITC- it — & W e 3K 8 A b id 40
M. (B). Bt a 1 FIHT a 2mAb XF 140 5 IR 0K AR T o T i mAD Ab3E 10° ANE8 TL-2
TEACIO RGN 15 08P, SR a4 T EaCE TV Bal T B IRIFL, 37T CHE | /NI 3252 i)
1 TR VRGBT, 528 78 AT T2 0t I mAD A0 (4 40 B ARG B 7T 20 b o A=A R B RS
AT 2D 3 AL . B B T AMRER MR SEE .

[0035] & 2. Hi — HEHRER [ mAb X ZEIR Y ERARU N (1) 25 N B VE A o FH I mAb IR P 73
55 SRBC— BB/ B, L /NI JEREAT SRBC ki #2SEJtM) 2 BTik, ZE PR Bty 20 /N2 f5 )
TE SR RIE B g RN SR BRI I A b £ SEM, IR SEEE T ERAR T 8 AN,
Hrn=79PBS),68( MHRGH 1g),68(Fi-a1),29(H -a2),18(H —al+Hi-a?2),
45(Hi—a4),18(Hi—ab),20(HL —a6), f 10(HFL -B 1) . Jr H mAb J& :Had/8 ( X ME &
2 2% 1g), Ha31/8(Hi —a 1), Hal/29( HT —a 2), PS/2( Hi —a 4),5H10-27 ( Hi —a 5),
GoH3 (Hi-a6) FMIMB 1-1(H-B 1),

[0036]  [&] 3. Hi — HEIBEER [ mAb Xl S N (BN SR o FH BT mAb JEJE P 2 5%
FITC— 3B/, 4 /N JEREAT FITC Miidvo $2SLHifh) 3 frid, 7R FL e Ab A 24 /N2 Jm il 52
FHJE R 6 5 3R o B FE A A T 43 bb = SEM. I S0 i B4tk 77 9 N sieie, Hop
n = 74 (PBS), 60 ( XA Ig) , 26 (FL —ICAM-1) ,44(Hi—a 1),44 (P -a 2),38(Hi—a 1+
Bi-a2),36(F-ad),16(Fi-a5),26(Fr-ad+Fr-a5),24(Fr-a6),f122(H-B1).
Bt A B mAb J2 :Had/8 (% M & B 2 28 1g), Ha31/8( Hi —a 1), Hal/29( FT —a 2),
HMB 1-1 (i - B 1), 3E2 (Hi ~ICAM-1) ;37 FH K Bl mAb J2& :R35-95 Fll R35-38 ( 435Il Ay Xif HE K
fil TgG2a AR 1gG2b) , PS/2(Hi —a 4),5H10-27 (HL —a 5), GoH3 (HL —a 6) ,

[0037] 4. HSEPAERUNEARLG, o 1= G/ B AR SO N . T mAb S v
S FITC— BUBUN R, 4 /NN 2 J5 F FITC Bk o #2514 BTi, TEFEGe /b AN 24 /N2 5 )
EHRRE, B 4s RRm BRI 4> tb +SEM. BT SEE A N BN 425 H
NG BT S 2 /DT 3 e BT BoR— MRS .

[0038] P& 5. BT a 1 FIPT a 2mAb XF LG — i S HHER S JOERIPE A o TR mAb 8
JEE PR S /N BRL, 4 /NI 2 JE T SRR B . d2 S 5 BT IR, fESE R AR 24 /NI 2 S
M B WL, ¥ 45 RRom o B R EE I i & 40 B = SEM. T SEIR A N BT 4 25
SUNR, BT S22 /037 3 I B BoR— MR MESEL.

[0039] & 6. HL a1 P a 2mAb XIS IR mAb— 35 F S RIIEM . 4 0 RAHL - IR
mAb AR VRS /N B, BEE AR A 3 R LPS BRI VST /Lo AER 0 RITLRBERE 3 KA Frid
mAb R P /N e VESS LPS 2-3 K, R REON B &, - HFre 7L . #5508
i 6 Brik, LL 0 &2 4 WvFor 8:08 3 RIFO— IR BRI 00, ¥ 45 FR IR A EE 9 245 16 R IY
JE2 BRI 35 9071 RPE S (£ SEM) o X S8EAR R B RIR T 4 A28, AL g0 A i A 444 T 1
3 & 4 H/NEA .

[0040] P& 7. Hi a 1 FHL a 2mAb XTI JR mAb— 75 SR RBMERH . A H T a 1 3P
a 2mAb FRRHPERBIATT /N BURE PR OCTY VP43 o 2 0 RATHT - IRJE mAb 3697 /N, B 4258

9
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3 RH LPS¥aYT /il BIZE 6 RIS, K RECAULE, I HAFE: 7L N3 0 RITUh RS
3 RHPTER mAb Y597 /Mo BERE 3 RIPT— IR B IS BL IR EL 0 22 4 B4 E R T VRA o B
GERFINNEE 9 B 15 RT3 RVP4r (SEW) (B kKo EAN 16) o [ T84
A TFA 4 HANRBSERA P BT 12 RSER . B. 5490 - o ImAb 33971
HPAERUNRZEAZ, o 1- S/ R HA BRI O RSy LR 1T FPE o an B pTik
T RANEETA 4 JUNRBSERAL s P BoR T 2 ISER 1P 3E.

[0041]  [&] 8. = Wbk EL 40 BLINS DG 1Y 28 (1) R gk B3R, 6k 2 IR E2 40 F I P o 1mAb £33 5
TR 0 R P - IR mAb JGIT BF AR B6, 129 BY RAG-1— B4 1) B6, 129 /N, 4 3 R HH
LPS ZHATRYT - FIEE 6 KRBT, T RECH L, JF HRreL T ILRA . A 0 RIFUA R 3 KA
Pk mAb YRIT /N BERE 3 RVFT — IR B S OLFF LA 0 22 4 BT VR . B R
TN AR R ROy (KA EA D o T TRNEETA 4 R/NRERSEER4.
[0042] &1 9. B a 1mAb XTI R FIFIHIVE R I E RNV . 5 0 KHPL - IR mAb 57 BF
A=A Balb/c /MR, BEE RS 3 R LPS 97 /D El. 256 6 RIN, W RECY &, IF HEREL
TIUR . M 0 RIFUEENG 3 KA FrAFIE K Had/8 ( R A AINS I ) 8K Ha31/8 (HL —a 1)
mAb JEIE N IEIT /N BERE 3 RIFO— IR BRI LT L 0 22 4 BT . AR
TR N ERPER T RIED (BARMEN 4) o A1 TEDEMTE 4 MR SZR 4.,
[0043] K& 10. HHT —a 1mAb ¥R97 A] BRAK ST R VE4r . 28 0 KA - B mAb 3677 B A4
M Balb/c /MR, BEBELES 3 KA LPS 167 /M. BIZE 6 R, ST R BN 2, I HRFa:
TR W 4 RITURFRE 3 R H mAb (250 1 g) 5K Ig G4 (2001 @) JEJE N VAT /s
o ZNEFES T mAb (Had/8 [RIFP AN BBk Ha3l/8 $it —a 1), Tg FiGa s E ([FFAXI Ig
gy, TNF-R55-1g) BIX P E 54 (250 u g Ha31/8 Fl 200 1 g TNF-R55-1g) o HEFF 3 KiF
W —IREF TS OLIELL 0 22 4 AT VA o W 25 R N BRI P38 061 200 7 (i
KAEA D o W TEHANFMETA 4 H/ARPSERA.

[0044] 11, $i a 1T G5RPH W mAb 2 RALERL. Ao KB ( EJ5 sSEQ IDNO :63) F
N (FJ75SEQ ID NO :64) a 1-T g5tk 2a EMRIT 5. AR N5 MIDAS (MK T4 )&
BB B AL ) FETTBR IR . AR T HE X R U AR 77 B AR R SRR ZE I
XM RAH) » A TIHEEN, BAEDA W, ZE BT 0P EdR 52 fiid 5.
B. AN i mAb AJH10 (CRRIEAT AT 4 20T 2001 5 8 H 2 H AR 135 [E dL A 15 =) £
5 .0, Manassas, VA, USA, ATCC No. PTA-3580) L3554, Bridhi A4 30 u g/ml
AN CEE), KR (ZMF) 8LRAH( ) a 1-1 G5k, Fingidi e 3 e £,
[0045] & 12. A a 1-1 £583K (SEQ 1D NO :64) [ ILIRTH).

[0046] ¥ 13. %52 o 1-T &5/ B BH Wy mAb. A, 38 09K A2 %) mAb AEF3( =M1 7E ) 8K
AJHIOCEJE ) 584 A 301w g/ml a 1-T 45 f BUH 35 75 R &5 & B 38 Ik FE 19 mADb
AJHIO (357 ) 8 mAb BGC5 (77 ) Ab3E o 1-1 G5fI, ik 45 8 5 kA IV IRIR (21 g/
ml) BIEFRMRE G . Co I MIRAZR) mAb AEF3 ( =f17F ) B AJHLIO (IR ) 4bFE K562-a 1
YL, FrR g 5 aaa VIR (Grg/ml) MRS S B IR 45-50 % 141 i
5 IV IRIGCRG B . Brngidli g 3 AL SRR ALK

[0047] &l 14. HI5OGIE 40 M 73 61X (FACS) 23 B3 31 BELIT mAb (IR AE X - S
WA AP LA L5 mAb ATHI0 (R 5 ) BRI TG X ( BJ5 ) fR, JFH 2O LiuE 41

10
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W3 34 (FACS) HEAT 43 HT o

[0048] P 15. a I-1 Mk SRR S5 &0 A IR o 1-1 58 5 A5 1o g/ml
LRI (778 B IV R (IR ) R gk s geiidi & . OS5 BSA 855 1 AL IE T s
H{Ho B. i 20 g/ml N a 1-1 5B S B IRFE AP - A o 1 3R A 904K 5ESDY (7T )
bt - N a 2- BBER AU A2TTEL0 ([EJE) A, ARG 5 HUEH 1w g/ml TV I JEALHE
B Ar. Co F Lug/ml IV KR EL 3% BSA Ak FRMR . BEJS, 76 1mM Mn®, ImM Mg*',
B¢ 5mM EDTA [IAFAE T AF o 1-1 £5093% (2u g/ml) 54BN TERE S . Frmasiun 2 3
URAST SEE AR

[0049] [ 16. %552 APEALHY AQC2 FE . PFHY mAQC2 ( = A1 7 ) » chAQC2 ([EFE ) , hAQC2 (5]
=) FhAQC2' (HE).

[0050]  A. $ik] VLA-1 5 TV B JE 44

[0051]  B. #lf] o 1-1 £5i43ks IV RS A

[0052]  C. S[EEMK a 1-T g5/iss 5.

[0053]  D. 5EME4LH mAQC2 54 SEEM o 1-1 54 G

[0054] & 17. @it FACS %52 AJEALIY AQC2 FEK,

[0055] &) 18. @it FACS %52 AJEALIK AQC2 .

[0056] & 19. i@ it X— 5 £k df AR 2% th 8 2 LR E (PDB) B 3K T 1) 524 W 19 df AR 3R 15
a 1-1 Z5f8K /Fab B4 MR TS5 AFR . ASTRREAL AR AW AAAR U T o
[0057]  EAW 1501 A =FEBE N 1 255k

[0058] 4+ H = hAQC2 Fab [ E#E

[0059]  /3F L = hAQC2 Fab [14%%E

[0060] /+F M = Mn"

[0061] &YW 2 401 B =8BEAN 1 455

[0062]  Z»F X = hAQC2 Fab I E#E

[0063] /T Y = hAQC2 Fab [{J4:%5E

[0064] 43T M = Mn"

[0065] [ 20. 1 Z5f4k —Fab B &5M). A 1 Z5f8L -Fab B A5 WIHIRE . T 2589300 4f
@, PURK ERER B0 B F A . Mn™ B TR A ERBRIK. B MIDAS (Kl T4 )8
BT IS A A A SN S, B R R LE Aspl01 (ARG S ) MIEMAEEE T (@R
) bR EEE B ERERI AR, BRI EK - R, BERERssEE rHEA
FURFZ [RIFAH AR« A4 3RoR H- o 1 20 2 S H R A-F2 )7 RIBBONS (Carson, 1991,
J. Appl. Cryst. 24 :958-961) £Hlf¥ .

[ooe6] K& 21. JZATHIKE 22 F1 23 IAEAE N R bl it Fe 2 T I R G K

[oo67] K] 22. WEMEAFfEA AR I,

[oo68] ] 23. St2% — W REIRAFAE A BRI

[o069] & HHFIA

[0070] A& B RINPTELBLER A (1 VLA-1) B R B RRH 2 o 1- BRI (A0 A 19T
PRBERH I E 2 40 o5 e A A 2 CELAREA R T IR R, ERE SR A iE & A ) A
HAE o I B AE 5 OREAR IR E 1, FEIDER A S PR BE 7 Re2 « 1B 1 7E

11
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AN R AR R K

[0071] A B G 58 (B 2 35 0 1 20 ) A 2R BRI 0] H 93 3 25 1) B, O 3B A 1 5
S BAE JRE A BRI FH S 2 P e 40 i 57 T ) 3 4 55 A ANE , A BE 387 Hh A
H A e K TR B 2 7 VR BB B P

[0072] 1. P — BEHLAE

[0073] AR I 7 RAE BT BR B B Pk, P rid BRE AU S H S o B
HFEHMEER B BT, i o BEFEEART al,a2,a3,a4,a5,a6,a7, a8,
a9, al0,aV,al, aM, aX, aD, aE, allb, B BEFHEART B 1, B2, B3, B4, B5,
B6, BT, B8. AR KAL) 2 FhEE it &5 A i)+ BLAE (AR T -

[0074] «a1B1, a2B1, a3B1l, a4B1, abBl, a6B1l, a7B1, a8B1, a9B 1,
aloB1l, aVB1l, aLB1, aMB1, aXB1l, aDB1, allbB1l, aEB1;

[0075] alB2, a2B2, a3B2, a4B2, abB2, a6B2, a7p2, a8B2, a9P2,
al0B2, aVB2, aLB2, aMB2, aXB2, aDB2, allbB2, aER2;

[0076] a1B3, a2B3, a3B3, a4B3, abB3, a6B3, a7B3, a8B3, a9B3,
al0B3, aVPB3, aLB3, aMB3, aXB3, aDB3, allbB3, aER3;

[0077] a1B4, a2B4, a3B4, a4B4, abB4, a6B4, a7B4, a8B4, a9B4,
al0B4, aVB4, aLB4, aMB4, aXB4, aDB4, allbB4, aEB4;

[0078] a1B5, a2Bb, a3Bb, a4BbH, abBh, a6BH, a7BbhH, a8B5H, a9B5,
al0B5, aVBh, aLBb, aMB5, aXBhb, aDBH, allbBb, aER5;

[0079] a1B6, a2B6, a3B6, a4B6, abB6, a6B6, a 76, a8B6, a9B6,
al0B6, aVB6, aLB6, aMB6, aXB6, aDB6, allbB6, aELG6;

[0080] a1B7, a2B7, a3B7, a4B7, abB7, ab6B7, a7B7, a8B7, a9B7,
al0B7, aVB7, aLB7, aMB7, aXB7, aDB7, allbB7, aEBT;

[0081] a1B8, a2B8, a3B8, a4B8, abP8, a6B8, a7B8, a8B8, a9BS§,
al0B8, aVP8, aLP8, aMB8, aXB8, aDPS8, allbBS8, aELS;

[0082] AR BN J5v2:dei AT FHPURE B R ( B P, &0 anf e B #ERIdi ik Le
FANHT o BERPLA, ik B s asEEART B 1, B2, B3, B4, B5, B6, BT, BS,
iR o« BEEREART al, a2, a3, a4, ab, a6, a7, a8, a9, al0, aV, alL, aM,
aX, aD, aB, allb. F4b, AR IERW AT PR S 1 BRI Pk, 35190 4o
Proa BT EMIBPR, iR T S BAEREEART ca 181 Briesewitz 55,1993,
J.Biol. Chem. 268 :2989), a 2B 1(Takada and Hemler, 1989, J Cell Biol 109 :397),
a LB 2(Larson 2£,1989, ] Cell Biol 108:703), aMB 2(Corbi %%,1988, J Biol Chem
263 :12403), a X B 2(Corbi %%, 1987,EMBOJ 6 :4023), a DB 2 (Grayson %%, 1988, ] Exp Med
188 :2187), a EB 7(Shaw 2%, 1994, ] Biol Chem 269 :6016) [ I &itatk, 17— 52l &
B, a 1-T S5 BT IR voE A 20 6 MR IR N R LR P91, 2B P A T e K 12
IR F R AE— A AHISSE T S, Hoh 4R8I Fe 9122 Val-Gln-Arg—-Gly—Gly-Arg.
[0083] il 2% A BH A FH ) B TG £ 11 1) 07 v 22 AR AR AR N 1 A RN B AR (23 LA
Springer %%, 1990, Nature 346 :425-434) .

[0084] AUk MR SE 77 b TG - B ER A 2 e A fEHLA . AR B ST
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BFE R PR, Bl o L gk, HT0IT, Rl ey ARPuiaass Apiik, A
WAPUE, WS DUAT S BEGUARIPUR — 456 7B, W Fab, Fab’ , F(ab’ )2 FIF(v) Hifk
FB . ARPE—SHiiAen] O &0 — e R RN/ s B i 8 E i
WX LORE K BRI ] — Bl — 2 58 (I 2R AR s =284k ) , SLrp ik SBEE (11 o0 DL ki Bt 45
HECACHG G XEHUARR S —FEZMPUR (FIU a1, a2, a6 BEH o -1 ZE
BIREAWBL ) b

[0085]  ASCHT FHEIPHIT o« 1B 1 hREIMBLIRIRHIE : 5 o 1-1 G5, 12 (k2
92-97 454, IF H, @il an e 1IN TV B IR K562— a 1 AR DR B 1 B8 oAl ( WLSE
5] 15) , BEREPHIT o 1 B8 1 ThREMIPTK,

[0086] T ICHEA T 2 Bl & A K BB Jriie AR BE AR SCAR BARFE R 1) 77 7%
I N R TG o 5120, 457 FH W B 10 JR2 7 TR 7 S J2E A ] 685 HH A O BH R B A
Z: Ul Smith, 1985, Science 228 :1315-7 ; 3£ [ & # 5, 565, 332, 5, 733, 743, 6, 291, 650 FlI
6, 303, 313, M ITAF A SO B ERE 5 AAH S FRSE, W0 i R R R R B 8 R R
I, AT LA A R B R e hi ik

[oog7]  II. dE - AJRAribifk

[0088]  JEH It AR I &) SR 1) 2% AT 98 AR T DLy AR AR e BH I 2R v B T A 4], T DL 24k 8K
FHHIT o) B G, #9mhS o, B, BOXPMHLITIKT cDNA o A% Gy (K 4i i, 20 i B R 1A
a, B, A MRSz B /- 3 (Han e, KB E ) o P BARAAEAL IR E T, 40 AR
R H B3, 8 B R BEsE IR, B hs d 5 B 5 B EUTR IR BR DNA B0 B304 1B
KA PR o ARSI Z e s WIS T2 S AFAEDL o | B, Pidk. A4 PR3]
Yo B B 4, FHIXLE B 4H o il 45 22508

[o080]  DUfpfth&ia VLA-1 [RES) (IS4 o | F gL i e s & A S R A H LR
RN 5 ), LSRR S AP 75 B2 IR AL, 40 an A5 BT 75 (%) COR 54 471, Reditil (BRAE
AEPHWIFI RIS LR ANIE] ) IR VLA-1 22 [8) i 45 A SR 0 08 2448 988 B 43 s i P AR

[0090]  7E SR VR4 MOKs B SE BEPUAR 73 b R IE TR P A T, 7R85 FR 15 70 25 h R FR 0 18 1K
B B Eh R BATER 28 SR A . AR S WS A A A AT IR 15 ) B Ak EIE TR BT E
Prik. BUF, T AT I8 40 My E 5 R Rz Ksh ) (/L) BIIERE, Ty A6 B v R e
o Z AT 08 AN MO AE NG s v 39T, J b HH DUIRK TE AR BBk AR5 8k A VST 35 MR IS
UK R .

[0091] A IE I T Ik 75/ AR SR BE UK G T W 2 AT P 5 B g S B AR 1)
cDNA, F1Z cDNA ¥ YL FL5 W0 1a -4l i (n CHO 3% NSO 4i ffy ) , 15 55 55 G114 L4 i, 3
Brardkrp Rlfcpiik.

[0092] III. HREPLIE

[0093]  t W] IE A AH G IR 2 AT R (an b, KRB ) UAuiAT S5 Rl TR e iy ™ AE A
BB e R DL AR o 45140, W I EE 4 DNA BORMCRAHOCHUIAR, A543 R/ B BE 40 B
AR A/ B E AR B S — 28 Cn ) BIPURRIAE N A7 B AR — ik,
LS B BT AZ X BEORHE SAH PR I W] A2 AR [ BRI AC FAR R . 3K PP 22 O BT 4
FRA AU, MG TR AL REDCH / BUIEE DX IR Can ) A AT AT I, Hepo e ot LA
KPUAS . il GBI 7 122 AU BT B A . N BITEE XA FE1S B 161 Fi 1gG4
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(R R X o

[0094]  IV. A ABLAAK

[0095] A & W i) 5 5o FE B 4R L AR R KON B Ak % B Boerner 55,1991,
J. Immunol. 147 :86-95 Fr ik, 487 H 4 4b — S0U8CH) N B 40 i, =03 4% J ) an 36 [E & A
6, 300, 064 Tk , 47 A Wk T A4 Je s (R A4 SC I BIVR] o) 463X A JEC I A BT

[0096] B, #% M Persson 25, 1991, Proc. Nat. Acad. Sci. USA 88 :2432-2436 UL}z Huang
F1Stollar, 1991, J. Immunol. Methods 141 :227-236 ATiA, @ ik AT ZH Al il 0 5o I ke il 4%
MR ALK F34b, LEER] 5, 798, 230 (1998 4F 8 H 25 H ) #iiA T A B 4Hi ol £ A
Fyn BB, A T 3R T PRI B AL BT 75 £ BT Epstein-Barr i FE % TR 2 (EBNA2)
[*) Epstein-Barr 7 BRILAT AW EAT B, A7 A N BRI B 40 B e PRIGTE AL . B 5 o< 1A
EBNA2 TRE, FEGUA EIG N

[0097] B — 2B AR A PUAR I 7 A HE A HAE NS, Bk sh ) B KIS 1
PE Tg R, IF HEN T REHM ADUAER M ERERN, 7TH o B, SRR
Rl Z) 4, S8 5 A4S B s 1) B 40 ML) £ 24 A0 o IR BT AR TR s 5F A Tg /N
AT a2 ) % B BRL /S BT R I 22 0 GenPharm/Medarex (Palo Alto, CA) HiR# / L #] (4140
Lonberg 3£ [E & H| 5, 789, 650) ;5 XENOMICE A < i) £ k3 Abgenix (Fremont, CA) H 4 /
LR (il Kucherlapati 32 [E & H) 6, 075, 181.6, 150, 584 1 6, 162, 963 ;Green %%, 1994,
Nature Genetics 7 :13-21 ;51 Mendez 2§, 1997, Nature Genetics 15(2) :146-56) ;f15
“transomic”/NRA XK Z s Kirin( HA ) By / EHF) (4541 EP 843 961 A1 Tomizuka
£ 1997, Nature Genetics 16 :133-1443) .

[0098] V. AJEALPLIA

[0000] AU WA vo FE DU AR I B G BRI ISHT —a | B, TR NI TE
NIEA DA 2 18 i B2 DNA FR P A B ik, Jorb, AN PR 54 B b 75 1 A e 3k 8
R ERE I — LeER R U R () G e e X A] AR X ARG SR X)) Bl A T HOARAE G FE N
Pk BB R A N Z IR . 9140, Bigh e BUR B AR R PUATEIL EREA e BE F AL
A (D) AFUERITEEX ; (2) APUETAZX RIS AT (3) BPLIARRY CDR. M E2 I, WK A
PRI A ) — AN BRZ AN IR A RO AE AL B I3, DR B AR B X PR K 45 &
M. XA R “RIE R, SikE ANPUAMH L, NPT R— A KT fE
FIRNR RPN, R 2 ATE A AEA A E DR L .

[0100]  fil#& NIEALTTIR 7 iR T-B1 01 Winter EP 239 400 ;Jones %%, 1986, Nature
321 :522-525 ;Riechmann %%, 1988, Nature 332 :323-327(1988) ;Verhoeyen %%,1988,
Science 239 :1534-1536 ;Queen %%, 1989, Proc. Nat. Acad. Sci. USA 86 :10029 ;£ [H & #
6, 180, 370 ;Fl1 Orlandi 25, 1989, Proc. Natl. Acad. Sci. USA 86 :3833. —M&KUi K, & Nid¥t
Bl (ECHEAEN ) COR AL 2 APUAE o AZRATIR A 70 18 G 5 BB AT 2 B ] A2 X1 cDNA.
S I 5 R AZ DX, B4 CDR ) DNA 7471 o J8 i i A5 A2 K 45 CDR (%) DNA #6785 22 AP ik
TR R ] AR X G A A Y DX S8 AR S s I i e (R RR R g AP e IR R X B (3
XCHITEA v 1,4 CLIMEN ). EMFLaiYmE R4 (540 CHO 8 NSO 41w ) L3k
I NIEAC TR I, L A s M N DA o R T8 T R AE =B dA, &0 75
TR A ] RISPUAR Z A0 ML B9 [ N s b AL = ik M NURAL DA, B 5 B4R ReAEFLYT
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TR IA BRI SE I FLBh Y (il =g, 934 a4 ) (2 n e &4 5, 827, 690) «
[o101] A I, ¥ CDR HRH 2 AR SAT IR PUAIPUR - G- MM . X&H
N A EEAH PR T, AR X B SRR B CDR AH BLVEH , BRI 25 52 i B AR 1R 3 A4 Bt
JREEERMME . AERXPGOLT , D HRAEZ PRI ZE X SN [R R4 (SCERIE L) ,
DLAR B AR CHUAR PR — &5 G0t

[0102] il & M1 52 58 A% 1) — i 5 V6 R AR AU L AN o 4 4t Queen 5% ( SCHRIA] 1), Co
451991, Proc. Nat. Acad. Sci. USA 88 :2869-2873, F1 W090,/07861 (Protein Design Labs
Inc.) F#HIR T AFEASCEEM D IR ik B —20 B A F SN S R BTAR VX
S BRI B FE B 1 0P A RIJR SR IR BE N V BRI o AR, Tl ek vF B ALIE B v X3k =
REEMBR, DLE R BES 5 W COR AH ELAE FH A 2R S SR IR TR 2 , AR i 1 X 28 R s BE IR Tk
F=INAE FIJR A ZE F

[0103]  7EiZM — BE, AL AR B ARHE . 35— brvE2 K e e N e ik
AR ZE AR N 20, o ek S e Bk B 18 5 4R AR S e 2R R A RN s B 10
IRZ NPURRIFEA RIS 50 AR 2 a0 RS AR I A2 AN E DL, TR 8 A8 4k S Ak (1)
PEARTR I T NJFA0I & A2 A AR, WAL H (A 2 3R A 2 2 A 2 R . 28 =M
A B 5 CDR BB &, A8 F (AR M) R 2 TR R TR Ik , T AN 2 52 AR SR s IR i 2k

(01041 W wn] LLA#F HH A B 7 v, H 35 A& T ) 40 Tempest, 1991, Biotechnology 9 :
266-271. FESETTVE, 50 BI45 H NEWM AT RE1T EBEARAER V XIS 28 B T CDR- B4,
AR SN RREREE . A8 HZ VAR S T X- SR AR 2% Fh T 3 1) NEWM Al RE1 R] AR [X
(1) = e 25 4a), PR ] DA S il VE CDR TV DX S50RA) 480 i 2 1) 10 S MR AH B4R FH A AR
[o105]  VI. P72 sepli sy

[0106] A% BH 1) 5 g B b vl A 46 L& AR o AT AL BT 75 Dhisg . a0, HiiAm] (048
BRABR S (PO REFRRERT R ) SUHE—ZR (0 In 5 ™), LIRS
HUARSE ] 40 i (2 L e B LR 6, 307, 026) o« kT 5 T4 B BRI, AR T AL G 4
B CUTEER , DGR ST » TR T4 S 73 » Al 2 e bR i B AL e IR bR 1D ) « PLikien] 4
T B8 48 K 135 2 5 0 2RS4y, 0 N B8 2 T (PEG) 2 i 20 0 H 38 1R 2 19 68 5K Ik K1)
R B B (N TeGl BERETE & X —& 53, in4wE X, CH2 AT CH3 XI5 ) .

[0107]  VII. m] &5 SRR Ik

[o108] ARG T EH FRYIRKNE SV mAE9 - (D KR - A#kE o 1-1
Rk (WS RAH) siILEt 7y (BIna s KR - ARE o 1-1 £5M301 135 22 336 4
AL Z K ) sH (2)hAQC2 [¥) Fab Jy Bl HoA 7 (i FEaEN) 3 2 213 PN i
(R 2 KA/ AR EREN) 3 2 219 DRI Z IR ) « B 20 BoR THIZRME 5. RAH
a 1-T G BT ARG A KB o 17 SRA7 IR 2 BE R TR Ak 145 %2 336 (#1445 ) (SEQ 1D NO :
59, WL R 3C ) . hAQC2 Fab FrBA[ 435 SEQ ID NO :3 (IR MV EE 1 2 106 (40 1-213)
F1SEQ ID NO :4 W EREZILIRIRIL 1 & 118 (41 1-219) . hAQC2 Fab JrBalid A&
BT AL SE R B AR 3RS, B Il A 7k i 45 o Fab i BE 2 /D ALFE hAQC2 52550 /
BUERE AR PR - g5

[0109] 145 TQLDIV

[0110] 151 IVLDGSNSIY PWESVIAFLN DLLKRMDIGP KQTQVGIVQY
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[0111] 191 GENVTHEFNL NKYSSTEEVL VAANKIVQRG GRQTMTALGI

[0112] 231 DTARKEAFTE ARGARRGVKK VMVIVTDGES HDNYRLKQVI

[0113] 271 QDCEDENIQR FSTAILGHYN RGNLSTEKFV EEIKSIASEP

[0114] 311 TEKHFFNVSD ELALVTIVKA LGERIF

[0115] (SEQ ID NO :59)

[o116] AR B I —Len] 25 G 40 A W b AR ] S B AR R L R P A B = 4 ik B S
a 1-1 551 / 8L hAQC2 Fab v BEIRIR I 73 F 8L T2 AW . R R BB EA
FRT « A=A, anfasp B AN I B G sk 20 A 10 o 1-T Z5 M3 / 5 hAQC2 Fab F B,
CORSFEUR” Fa 1R ARTRIEAE K/ TR B YE AT R/ B4k 2R Pk S AR R 2 %
T B0 AH N S BRI 7 VA A LA, 25 Ak BH P B A 1 o PR 45 R AH B R
N I e B 1 N2/ 3 g = W 1 0 I = 4 R 7 PRI B G B 2SR 9N B s
FH A, i QUANTA Molecular Simulations, Inc. , San Diego, CA © 1998, 2000), 7 a 1-1
SR /hAQC2 BAWLL K a 1-T S5 IR / B hAQC2 [R] R4 gy Iz R IR 1 325 JiL -,
MM 2858 HAH R R 2R B . ] 48 P 21 LU XS FR S, WimT 43 [ Genetics Computer Group
(1) “bestfit” PP RS AN I 2 LR, iR/ F48F 1 T Smith I Waterman 7E Adv. Appl.
Math. 2 :482 (1981) H R ) Jm) 8 (R M 0025

[0117] AR A& b & Wie ]l FE — ek 2 A ae ek 45 an i / BUE & 45 i 2110
Horo Pl AFEAR T2 2 oieE L e ili. — s LR 30% EiE /
R 5 £ 1500 (PEG1500)

[o118] A HIESEtt T Hn] 45 G T ALG W& ab AR 725, Irid A& aHs o 1-1 454
BCHThAQC2 I HTIR — &543153 (U0 Fab, Fab’ 8iHE B, SCHRIE] ) IR &4 AR W] LL
2 P mEA, AFREARR T 28K - 8 OB iR (microbatch) (it (batch)
WAR - WA 85 25 R BB EA T sitting—drop-hanging—drop 1 sandwich—drop
FAR. 28R — 9 BOE R — L AR e 45 ) 2 i 7 2, 48] 07 0 v B A A7 v E I N3
aE S ITVE R B SAUTE R AR S o 1-1 458000 hAQC2 HT IR - & &R
G BIRA, LU AV g mdA G . ARG Z M ERE AR ST 4044
WsE sy . AKRHEITEERAEY T UE o 1-1 g hAQC2 BIHTIR - 455 0 HIE &Y
I 7KW BT K S S AR E L) N 1 2 50mg/mL [ R A1), WIIREZ1 M 5 2 15mg/mL (41
11img/mL) KR EY).

[0119]  VITI. A& R RIZE 1a A b

[0120]  AKEHIELI2 8 AR R 2L T A HRZAZ N RAH AT hAQC2 Fab B BLZ B4
bn PRI = 4EZ5 e (S 24, WF30) o A5 FH AR SCHTIR AR SIS AN R, Tl e e
MR =i . ZE AW =4 g5/ B 19 s — A g5 PRk IR E . X284
Ty AA bR A HH B S8 A IRTF H Cartesian JRFARKE, Jrid e XN 54T o 1-T S5 5H1 hAQC2
Fab F Bt b AR G000 J5 5~ BGEUR Hh o0 553 110 X— 5 4 5 6 G AT 56 BT i A5 1 B TR AH O
SEHIRT I EAR VE R AR TR AL R R AR T T T R S B A S TR IR
(A=

[0121] AU BHARHE T H ] 19 Fros i BT 2 2k 1R 1) 4 0 BT 7 45 4 AR P PR E (19 93 ¥ B
HrEAEWM, VAZS T FREEVRIFERY, bR RY) 51X L5 R -5 R 1 113
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JIMRZE 490.00A%0.65A, 110.00A20.60A (110.00A%20.50A) . AR “HHRIRE"
PRI 5 I R ZE P 5 SRS TR ot m] LARIR 55160 1) BRA) 1 (1) 2 22 B
Zedto (EARAH, “YHMRIRZE” sk I TMRAL BIRZE” & R 8 A B S A STk
SR ME AR BT 52 X2 IR SR BE I AH SR 2 IR 22

[0122] AR EHI S T80 T 2 AW A HE H hAQC2Fab Fy Bt 22/ 7 AN R 4514
A (1 19) BT XA i, TR s S5 18 1k H R BER L Asn30, Tyr48, Trp90, Ser9l,
Asn93 F1 Trp95, UL K B R IE Ser30, Arg3l, Trpd7, Ser52, Gly53, His56, Tyr58, Phe99,
Glyl00 F1 Aspl01 ( g tAgm 'S ) s8k3&, AR AR 7k TR AR R, K FE AR
W AL B SE A A 5, BT AT 555 — A B NI e R 1 = B SR T 134 7 R 22 90,00 A
#1.10A,110.00A%1.00A (10.00A%0.50A ) . ASCHTHARTE “ &5 G005 7 T2 R
TEARFI AT A R T 5 57— MRS S 17 78 T2 AWK R 748 E
ANBR T B RS, B, o 1-T S5 Ril B2 S0 BRI IR - 45567 4 (Emsley %%,
1997, SCRRIA]_E ) PUik — S5A 00 A (3R IDAS) 45 G475 (Huth Z5, 2000, Proc. Natl.
Acad. Sci. U. S. A. 97 :5231-5236) » AR “fL2E=AK” WHEEHEHAR T2, 0 FEEW,
EMRHAR. RE“S...... SEE7 R RAEREI AN, (= MABIL 2y 54
AR B SEG8 g G0 M2 S & SanTUgdeih &, L irsEReE AR
TABSGERE SRR, e LU 45 .

[0123]  AKRKD FES FEASMAREE o 1-1 G s LMK gL br (B 19) frE
N2 A S, TR G SRR [ Aspl54, Ser156, Asn157, Ser158, Tyr160, Glu192, G1n218,
Arg219, G1y220, G1y221, Arg222, G1n223, Thr224, Asp257, His261, Asn263, Arg291 Fl
Leu294 (A dn s ) 8L, AR HEARE S 780 T EEWNFRRY, Xh R R eSS
a 1-T g ZE IR 1) EE R 1 1034 5 iR 22 80,00A 220,92 A I 45 517 1o

[0124]  AKRKD TS FEAVEREE o 1-1 /R IER K55 AL br (B 19) FiE
N GEAAT A, PR S S IRIE [ G1ul92,G1n218, Arg219, G1y220 F1 Gly221 ( ffkdn s ) ;8%
T AR HEARE S TS TRAEDHOFERY, LThFRRYARES o 1-1 SE LR
FERER IO R 2 00.00A 220,30 A 45 A0 1

[0125]  AAGUREE AN R N AT — 2 2 Ik 540 AA R A2 78 = 4 2 TR) b2 i TR IR AH 6 1) —
oo BRI, XTI 19 Hh S5 R AR BR AT B 25 R T B 22 7 AR RE FRE R BB R TR 1y 58 4
ANF I — A bR . 100, 38 % 45 A AR FRUEAT SR AR ZE HE A, K 45 R AR BRBEAT 4 20, W 2 4 &5
A AR AT BEENR, S 45 Ry A b s HAT R 4L 4, RIAT 65 A AR BR AT #4904
AABRH IR0 22 T BEARTE IR B A4 50

[0126] B3, R4 AR AR AT 2 K4 3 (41 hAQC2 Fab JBEER a 1-1 58 ) 5
AR, G0N BN/ Bk e s SR R B L e AR A T T B i AR G B I A & 3 B M AR AR
[KAR AL W35 JR AR AR BRAH EE, BT AR A b Rl 852 (A AR R 22 Y5 TE 9, 7T LAk BT i — 4
TEAR 5 R AR & AR AR A

[0127] PRIk, 0 55 90 58 AR SR T 5 A SO T I 1R 4 38 BT 4 45 1) 2 0 R ABL DL E 1T DL
J AR R . A B BT T A I S A AT, a0 QUANTA (Accelrys, Inc.and Molecular
Simulations, Inc., San Diego, CA(®© 1998,2000) F1 0(Jones %, 1991, Acta Gast. A47 ;
110-119) K H B 6 FH = 0 BE A AT X Bl 23 Ao QUANTA 1143 5~ AHABLHE S FH A O 1 LSQ
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N FH REAR LC AN [R] R S5 440, AH [R) 25 R R AN [R) G 2 DL A (R G5 A R AN [RI B 43 o 3P AN FH
A5 ) — R 7 V5 2 i N Fer LU A IR 6 ), i IR SR g ) vh S R - IO B, BEAT T A MR
EFF I 3L

[0128] g B> 25 A AN N FH AR AN, BT Il &5 4 2 R AT — AN A4 B, FF A %02 0y [ 08 11 45
FIEAT BS54 o I T BT LUEE I AN 2546 2 TR) IR B A DR S AR 5 1T 5 8 S 38U, Wil
HR R T (N, Ca, CHI0) Ko RT3 . VR FF e m] 2 K 2546 L3RS 5 [l e 45
M BB /D - TR G o XANRRT LR AL HGE T S e SRR 7 X FF 5 TR
BIRE.

[0120]  XFTAR BT &, A EIE 19 B s G574 AR Frfad i AH ¢ 8 IR B, fR5F 5%
HEEBF T (N, Ca, CHI0) 7R 2 50.00A%1.50A,110.00A%1.00A (410.00A
£0.50A) WA T2 G A AR .

[0130]  IX. o Hops Ik 2 4

[0131] WA Bl 19 Bros (R &5 AR bR S B 34T 5 — A bt v+ M8, i s — AN E—
A~ CDR & A 2 B B AR K hAQC2 HIZ5 M5 1o B AFAT AT Fl Fn AR, 46 4 B AR
HRPT IR B H 1, 43 AR MR B 0735 BTIE o 1-T g5488 /Fab S22 4
EEXEET AP

[0132] ] {FF &l 19 P o %) 46 A6 A BRIl 72 73 I R I 22 2 — 8 43 = dE 454, i 4y
TR D ER L o -1 45/ hAQC2 Fab f 52 20— 4 AH AU 45 A RF 1
I, AR oy — A SE it 7 SR it TR H > RS A RGN 45 d e 7l &2
USG5 TR T EBE PR () HEmn T FREAY 4 X- ST 4AT
STEIE ;A1 (b) #4 K] 19 PFros i) 22— 53 G R AL AR Y T X— S i i B DA A2 By R
GIEZ AT B R A =R 7/ O B 2 R B Y A 3

[0133]  JEHIAF A 2 AR, n] LLAI A B 19 Fros (04 30 B30 40 25 M AR A , AN T MK T4
W2 R A5 B 5, SE PRI R I 58 45 i 7 7 MR R g i . 7 AR BRI vE R Al
TERFN G PIARAL o AHAL AR AT AS BE A L2 00 5 1 i AR i A P FH A5 0 i DR B i
5y FRARULIN R T 15 A AR AL (VR (B 22 55 A2 DR I () 07 45, L A48 55 55 A A Ml s o RORS
1, P ERHAG TR RS A R RRRT o SR, 24 22 5 R 20 1) 8 1 B s AR 5 ) A AR AT
Iy, 020 45 M IR AR 7 28 7 AT B A0 2R R0 5 A AR 2 N A oo

[0134] [l 43 7 AR A 45 10 i B AR 9 161 19 119 52510 IR0 AH D38 70 2 ) R0 8 A7 22 R A 4y
FTED T E AR AR SN, DR E S ST RBIN R MM 80 246
V) ah R IE) X— S ST ST B, T AR R AN G5/ ARBR I 43 7 B T+ B AWV P AL, SR
Jo AR B T AR AL, 5 BT B I X ST ST BB IR AL &, 7 A AR Fn AL bR 2 25 1 1)
W25 P o sk, W DU LB AT AFA7T A% BT JA1 2R R ASE 280 S ST RN 5 RS AL B R, DA It
RINGE S T8 T 25N &N 4R (Lattman, 1985, Meth. Enzymol. 115 :55-77 ;
Rossmann %, “The Molecular Replacement Method”, Int. Sci. Rev. Ser., No. 13, Gordon
& Breach, New York, 1972) . it 77 iER LUENT S o 1-1 Z4880H / 85 hAQC2 Fab Jy Bt
(B 19) BAEATE 53 2 08 R AR 25 & 7 - B9+ B2 AW AR 8 4 R 454

[0135]  X. iHSFALAIAE Gt i

[0136] A T A A U BH IO 25 R AR b, 90 T V) 19 s (R 5 ) AR b, T T B0 AR B A2
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—HEEUEBORAR AT R PAE B AR RE P R FE(E AN PR T 0 (Jones 5§, 1991, Acta Cryst. A47 :
110-119) F1INSIGHTIT (Accelrys, Inc. andMolecular Simulations, Inc.,San Diego,CA),
IXLFR P e B — A S5 AL bR A2 5y B0 1 B AW E L 1 = 4E B .

[0137]  ARAE A, B A K I 0 M I G5 R AR BR A7 At T LS CAnvh 580l ) w7
i AP o A8 SRS 4 B3, P B IR EAR F T 2 00 B 1), a3 25 Rt B
FUT A R EAT X— S8 i ka0 T o

[0138]  [AIk, ALAS — w2 A7 i A SRS R ATLRS — P e g G I BB A7 A 6k, B
REEEFEE 19 FroR ERAARRI 2 /D —F 5o TFEAURT I — 0 AR5 i A FE AR B AL
e R A o 1-T S5 R hAQC2 Fab Fy B4 FEGWIN =4 KB T4 . AR
B BT AL v ARG B A%, RIS 7R F B G S, BOH TR 3l R AR 25 0 AR AR 1 — 4k ]
BN E

[0130] SR BIAHRAE T H T30 52 X R T X— 55 2R A7 S B0 is 169 2220 5 4 45 ) A b 1) 1 4
Bl FTR AT BRI [ a 1 B 1| BB (R0 hAQC2 FLIKIK Fab F B 244, K it &
MUERFENLES — AT B AF A 5, Bk A U ELFE LA — n] e 80 4 0 I B0 47 A K
PR AR R 19 1 o 1-1 Z5350F1 hAQC2 Fab F B 4> T4 W10 28 /b3 4 45 e A
b, B3 B B TR AW X- FEATEEdE . THENUE SRR LA 7] 526 AL bR AT
Fourier ¥ AL IR45 %, MUEATLAR W] B2 AT 20 AL B8 0 G5 AR BRI 2 o tHEVLIE P F5 4k
ML — AR A AE TR 2 T -G TR s s 5 TAEAAE R FINLES — T e im A S 32
() S b BB A 5 DA AT IR A8 5 b e A T AR R T B TR T E A4
A AR R 1) = ¢ UG 1 P15 7 T R B 2 o

[0140]  AREHIGHREE T RE A FEU FREW, i TEG T EEWR R =4
BT, oA i 19 FroR A o 1-1 Z500 3801 hAQC2 Fab J BY 2 JEIR 11 28 /b 3 5k
ARG E TR 73 1 By 2 AW, Herh Ik R R W) 5 2 25 R B IR 113 iR
BWZ80.00A% 1.50A, 0.00A%1.00A, (110.00A%0.50A) - B, EARLH T, 5
MURFENLAS — PTG N 0T, BTIR A AL HE LA — nT e gm b (150 A it 1 R,
AR A FEE 19 BRIl o 1-1 S50 hAQC2 Fab i BYESEMR 1) 2 /b3 4y B4 i 45
PR AL FR o

[0141] ARSI TR AR SN AN TR FREY, 0 TS TREEW
[F 210 = 4 BT 50 . o H hAQC2 Fab F BRI /D T ANE R I 45/ A4 FR (18] 19)
S AL, iR s BRIk A BB Asn30, Tyr48, Trp90, Ser91, Asn93 Fl Trp9s, LA
o RS Ser30, Arg31, Trpd7, Ser52, G1y53, Hish6, Tyr58, Phe99, G1y100 Fl Aspl01 ( 5
) . HA R EWISE S0 55 hAQC2 Fab F B /b— AN LI 1 L4k A T 193 5 1R
®ZE00.00A%1.10A,110.00AE1.00A, (110.00AF0.50A) . FH4h, AKHAKHHILE
FEWLAR — AT AR A 0, P A 0B 4G B LS — mT e gmbs 25 A2 i kL, S 5
FALHE hAQC2 Fab B2/ 7T MR R4 6s (8] 19), il BRI H R BRI
Asn30, Tyr48, Trp90, Ser91l, Asn93 Fl Trp9s, LA M EHEHEFE Ser30, Arg3l, Trpd7, Ser52,
Gly53, His56, Tyr58, Phe99, G1y100 F1 Aspl01 ( AL S ) .

[0142] AR BHIGHRGL T REAEAFELE SN AN D TR FREW, 0 TS TEED
R = =4 BRI AL o i T S5 LR M 25 1 Ak s (11 19) ke X &5E07 AL,
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TR L 16 [ %L Asp154, Serl56, Asnl57, Serl58, Tyrl60, Glul92, G1n218, Arg219,
G1y220, Gly221, Arg222, G1n223, Thr224, Asp257, His261, Asn263, Arg291 Fl Leu294 ( i
W5 ) o LA FERYINEE G M5 T 4B FER T E 5 R 135 iR % 50.00A %
0.92A 7341, FEA K B, THEHLVEFEHLES — PR 0N B, BT A a8 i pLas - )
AR GRS I B AR M R, SErP B B0 46 T S5 E R IR I 45 i A (] 19) , BT & 26
ik % 3L Asp154, Serl156, Asnl57, Serl58, Tyrl60, Glul92, G1n218, Arg219, G1y220,
Gly221, Arg222, G1n223, Thr224, Asp257, His261, Asn263, Arg291 Fl Leu294 ( fifkgm= ) .
[0143] ARSI TRE GRS SN AN TR FREEW, 0 TR O TEEW
[FI R =4 BRI B L. b i T S5 M IR 0 25 f Ak bR (181 19) ke X 45& 07 R,
P & IR A VR FE Glul92, G1n218, Arg219, G1y220 A1 Gly221 (k%S ). HAPFEZR
WIRIEE G 5 T S5 R TR I 8 SR (38 T MRAR 22 80.00A £0.30A 7 41, FEA KR
B, THEALELRENLAS — PSR AR A 00, TR A e H6 F AL — 7] e 4 s 253 A7
fEPRL, Horh B A dh | 2 R M 5tk br (B 19) , Prid & FE IR I H AR 2 Glul92,
G1n218, Arg219, G1y220 F1 G1y221 ( @k s ) .

[0144] [ 21 [fHH T —PNIRSZi T R R4 10 W ENL 11, b b g — 4B
1 (“CPU”) 20, AT LR 4n RAM ( BEAL — AFBURIAZ RS ) BRG0PI I TAEAAAt 3 22,
KB BEATfERS 24 (I —A B2 A WAL B 7 SR 3)) %5 B CD-ROM B DVD-ROM ZRB)1#% ) » — 4>
ERENPIRE 48 ( “CRT”) WoRds#um 26, — N EE AL 28, —IERZ M4 AN £E 30 I
— MR a2 AR AT HH £ 40, BT I Le R AR I8 L L X R R G e 2R 50 SRUET &R
[0145] W] LALLZ Rh7 k4R A B i s AN 2k 30 SiEHL 11 BB A8 4E 36, i e
FH 2l HL T ER B AT /R B £k 34 SERL R HIAA VR 2% 32, BIRT 4 AN AR BH LSS — Pl isedidh
B B A, SN 36 A AU 4E CD-ROM B DVD-ROM 3K 585 B 1l 17 B A8 Bk 5h 28 24, 5 &
TN A 26 R, BEAL 28 B BRI NEE .

[0146] LI, th ] LIH b JA 2 B P o 4 HE 4k 40 ST 501 11 B i s 4
46, ot AR 46 FTELHE CRT Bonas & 26, F T4 A ST, {# i1 QUANTA FR7%2 )7
SRAR S5 A AT S EG s S R AE TT DLRLRFT EDAL 42, LU= AR R ED ORI, 88 1B
AIALFRRERY IR BN AR 24 UAEAE R AR LS A

[0147]  {EHAEH, CPU20 Bh [RIAE FH 24 i N Fik 28 36, 46, P il K25 EA7 Ak 45 24
(R 2 ORI TAEAE A A 22 T (R A7 0, FE0f e 2508 s 35 BRI . mT AT 24
PR A A BRI — AT SR o AR A SO il i v S LS R 7 ikt e
KRR ST . AE T SCRERBIR AR A T, 2638 A7 205 A R BIRE(T R 58 10 4157
[o148] [ 22 Eon T HETEBERAZ A R 100 [IRSUITE, BTk A nl i dLeE — ml e 4
5, Bk ml B RS, (i 21 RS 10 kis4r. A 100 o] LR RAE ME A 101 (7]
DL RRA ) FIAE— M S I B 38 2432 102 Crl DU F R ) 5% MUK AL Bhd 4, i
W EERUNER I CEAN, ), HAR BT AT DAL ) 0% . A5 100 0] LA RA I+ 0
(REIR ) A2 HE A IR ) 4 B S HAR P S 24 1450

[0149] 4257 100 H¥RIZE 102 AR DX s AR A0 B0E Tl AT LA R0 77 Xt A 2t AR S iy
LA T B, (RS, Wl 21 RS 10 2RiB1T,

[0150] & 23 BIR TOlA: — nI SR AF Ak A 0T 110 (RS DI, BT ik A BTl v] B4 R 4R
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WK 21 RS 10 KsATRIPLES — Al S8l sl— A Fe 2k gaid. /5t 110 7] DL & ALY
/N B DVD A A R e A 7 fifi 4% (CD-ROM 2% DVD-ROM) BY W] B 5 /) i, 4nfE 6 T w] R 7R
fh - 6 N RSB - Jtd . A B 100 ATLLRAIE S REE A 11 CAl DGR R ), 385 fEEE
A — M RAE SRS 112 (AT RO SR )

[0151]  AXATFZN, X CD-ROM 1M 5, ¥ )2 112 & n] S, BIZIA 2 M 113 LLgwis
PLAS - g . TR ZE 112 R T SO0, S H M H G . AEiR)ZE 112 11 BTy
A FEA E AR R YERE 114,

[0152]  ARATRGN, X TG - e 5, 2 112 AHAMEE 113, 8 BA 2 X, 24
OGN AR AR E L RIS, Bk IR M 57 1) mT AR e (R @R ) o i i
E IR IE 112 BRSO IR, W] DAE i XSS 77 W) o 12 DX S80I FEAT b STl 1)
[0153]  XI. & FEFZ4Yit

[0154] A B S VFAE 2k T S5 /I 38R 25 o B AR et B B A5 sl o) B Ak
AR, U0 a 1-T S5 A SR HIR), B B0 B 12 65 RSB R o X L8 i 55 BE FH
VLA-1 HIJRIR — 855 A e AR WIE S VEAE 2R T 851 )& B 25 ) vt oAk et AT H
VEIR SR 55 F R R A2 4

[0155] W] LA/ SEE6 % sl vk ST AR A S BT 1 = 4 % LU v BE 55 4% K BH Y hAQC2
Fab W BEUK G o 1-1 Z5EE5G, IF 2002 Dhie B3 AE i), ek 244, Fab
B AR AR BAk 2 A B o

[0156] A& AN 53 A] LA H LA 7 v 0 i — Mk i 18 BB 55 A AT hAQC2. Fab Jv
Bk & o 1-1 G5B R -GV 46 AL A, SR, ik B T 850 5Ek Fab Jy
B S S AL R AR 20T ERRIE DR 5T’ 19 R EWEI AR, 45T EALDE
e PRSI T G5B Fab J BOIES B0 e ARG TEZAN T 1) b e A e 2 B AL 2 AN,
B A REAE T 5088 Fab v BUW &S5 G 47 N o A8 AU QUANTA [ 3R AF, B35 45 HH R
WEAT BE B dpe /MU A FRUESY 1 0755 D135 3 130 32 73 i A, i CHARMM (Mol ecular
Simulations, Inc., Burlington, MA © 1994) #F1 AMBER (P. A. Kollman, Universiyt of
California at San Francisco,®© 1994), B n] 5¢ slidESE

[0157]  ENVALITHENURE ARG B T BB 2 AR I R o X LB TR e il M A
[0158] 1. GRID (Goodford, P. J. , 1985, J.Med. Chem. 28 :849-857) . GRID W] 15 H Z¢ [F /-
HIA RS

[0159]  2.MCSS (Miranker, A.and M. Karplus, 1991, Proteins :Structure, Functionand
Genetics 11 :29-34) ., MCSS nJf3 H Molecular Simulations, Burlington, MA,

[0160] 3. AUTODOCK (Goodsell, D.S.and A. J.Olsen, 1990, Proteins :Structure,
Function,and Genetics 8 :195-202) . AUTODOCK 7453 H Scripps ResearchlInstitute, La
Jolla, CA,

[0161] 4. DOCK (Kuntz, I.D %%, 1982, J. Mol. Biol. 161 :269-288) . DOCK 1] #3 H University
of California, San Francisco, CA.

[0162]  — HLi e U AL =4, PR AT A BB AL &4 AR hAQC2 Fab
FBORR G o 1-T G5 B S R G5/ AANR , 76 TF SENLDE e o ) =4k R s AL
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MMAIE B A5 3, RIPTHEAT 204 . AR5 A H 41 Quanta B Syby 1 FPEIE N TR,
[0163]  XI TR Y5 a I-T GifIl & A& W s 44, mT DISRBIR 7 AT IR X4k 2
MMARIPHT I R

[0164] W) T AR AN RIRR S MR R P A4 -

[0165] 1.CAVEAT (Bartlett, P. A %%, “CAVEAT :A Program to Facilitate
theStructure-Derived Design of Biologically Active Molecules”,

In “MolecularRecognition in Chemical and Biological Problems”, Special Pub.,
1989, RoyalChem. Soc. ,78 :182-196) ., CAVEAT ©] 78 H University of California,
Berkeley, CA.

[o166] 2. 3D I )FE &%t W1 MACCS—-3D (MDL Information Systems, SanLeandro, CA). &
FAZAIR AR ] 2 0 Martin, Y. C., 1992, J. Med. Chem. 35 :2145-2154,

[0167] 3. HOOK ( m]#% H Molecular Simulations, Burlington, MA) .

[o168] ATHZAAr s (U1 a 1-T G5B hAQC2 Fab i BRI A G 47 i) BRI B
B a 1-T S5 R 5E hAQC2 Fab 1 BUE GG W FELEE 3 B 456 A s, AR A B sl “ AR
WG WEY), A 4% EICITR, BL— K — M MR8 A8 7 A ) s 4 &
WEY . XTSRS

[0169] 1. LUDI (Bohm, H. —J. , 1992, J. Comp. Aid. Molec. Design 6 :61-78).LUDI 1] 15§ H
Biosym Technologies, San Diego, CA.

[0170] 2. LEGEND (Nishibara,Y. and A. Itai,1991,Tetrahedron 47 :8985) ., LEGEND H] {5
H Molecular Simulations, Burlington, MA,

[0171] 3. LepFrog( n[f3 H Tripos Associates, St. Louis, MO) »

[0172] AR BIE AT AL e HIVE 7 PR AR . 2 DL G Cohen, N. C 5%, 1990, J Med.
Chem. 33 :883-894., th 1] Z W, Navia, M. A. FIM. A. Murcko, 1992, Curr. Opin. Struct. Biol. 2 :
202-210,

[0173]  —Hf i R vE B Bl AL A AN, T e o SRS TR DA 124 1
5 a 1-1 £ 8E hAQC2 Fab i BREE G AT . BN, {A vt Bk $En] FIE o 1-1 4544
WA GHEVRINEY SIKE o 1-1 Gitlgs G, Irdkib G4 mT LIRSS % 255 A i B 4
MAES A AR o 1-T 5SS LW 856 0 S A EL, FA AR B )
ez (RIGE G/ DRI TERER ) o« BRI, A A0 o 1-T g5 IS S SN LTt h
SEEMNZ TR m ALY 10kcal /mole, WAL Tkeal /mole. a 1-1 G4 &AL &)
PLA—F DL F AL S Re BB DML S o 1-1 S5 EVEH . fEXMER T, 4541
I e AN A 2 T B AL S RE B S AL S S5 G A BN I SR IR R R
Z B IIZE 5+ o

[0174] W] LAHVHENLEE — S Bt BUkHET 5 o 1-1 SIS ey, 1015
GEAESEZ SHEARNHE R R, XA EE - B () EREREHE R
o — FLAAT, (AR — (AR far — (RARAH BAE o Hoklh, B 505 o 1-1 G5B 5 0,
A AN 1 50 TR) A i FLVE FH IR R R RN 45 A s A H A PR sl R ) ok

[0175]  mJ DA HI A S0 o 2 ok LA R P AL & A2 TR Re s AER A . i
BT v o 1R R 1 ) 4 45 :Gaussian 92, revision C(M. J.Frisch, Gaussian, Inc.,
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Pittsburgh, PA© 1992) ;AMBER, version 4.0(P. A.Kollman, University of California
at San Francisco,© 1994) ;QUANTA/CHARMM Molecular Simulations, Inc.,Burlington,
MA © 1994) ; Fl Insight II/Discover (Biosysm Technologies Inc., San Diego, CA ©
1994) o fil4n, 7T UMEH SiliconGraphics TAEMIBATIREERE T JL & R G AR AR 2
AU ELARN L N o

[0176] A B S i) — S H e A 2ot R R E R ot . ER AV EE
W E PP IES 2 A A/ EME SV =4e g5, s B i &4 (1%
WEMBIETUE) 2K GH TS EEZPWBTT, 15 T — RIS MEES
(R B B s, IR MA S SR B &, G E N T B SN =4i 858 . frik 7%
A LR BB 25 B A AL B A AN R 45 6 o T e 458 HA 03 1t )4 2
AME, RAFX LT 2 SV Gh A, 18 SV =4E 850, JF el 2 aWM LR i B4
W2 LB Es &, BRI B o 3l W 2520 73 T R AR AL W s2 w455 1, B ]
BRSNS S

[0177]  {ERLefHOLT, TGRS B &, ARG &5 b A E S VkiiT E R 2
WLt SO, AT TR B 8 B AR A 5 o — R AL S MR TR I A7 A8, TR G2 5905 T
A g b T2 5.

[o178]  XII. 24 &Y

[0179] AR ZIWH G A — P e FA K BT VLA-1 F5H00 (st VLA-1 S
Wi EREGHB T EE RN VLA-1 H550R)) sl 82 i 2. B
R G R A R 24 P, anie i) Bk G2 P IBNAR E 7)o

[o180] AR IMIIWAGW R4 2577 XA IR 80 HR KN BT N UL i
WSRO T IR 0 Y VBRI T R . G ) PR, BN R ER T T
RNEBOUIIRT A AAT 5o AR AT I A A9 i B2 4 R R AR B BRSSO, B
P52 AR A PRE N 28 B AH 2 1 2 B Nk it FH AR = B R 25 AL 5400 o

(01811 2525 m] LA Jo T 1R ] 3 ST ol i 600 T 2K, 4800 20, I B R R 3 5 /M et I
RTEW o PTARYE AT 0 AR A, A8 FHOE 224 149 23 G S 91 )R 37 551 i A V2 Lo
WUERTF IR, W DA EE 1 ) & KBTI B L I 2 FH 25 A5 in 32 Rl 2,
AIPEIE AR PRI A S .

[0182] B8 A P R BRI AS & B VLA-1 F5H0 7§ 7 A B R L vk T2 AN N2, g
TETT PIR HRE 18 SR AT B R/ IR ST BB I BT FH IRE 38 2590205 P ATa T 7 B I ) )
Wro A H R E K N RERZ 0.001 47 100mg 35 YE L&) /kg (K&, 0, FFR 4
0.1 22y 50mg J5 MBI G /ke E . BT, FTELZY 0. 01mg/kg A / K24 20mg/ ke
IRE /R, BIINZ) 0. Img/kg /AT / REL) 10mg/ kg (KE / REFIEGH, I 1 £ 14 K1
() B it P AR R I B4 e A8 5 — AR T =, AR N4 2516, LAY 0. 3 &2 Img/ke 1A
SR B e A2 — D SERET =, BFr kN 4 250, LAZ) 5 22 12, 5mg/kg MR 7 &
R BT Z2, LBe A it 20 0 Img/ml # ML BT /K- 1 il H P A4
HED-

[0183]  XIII. SR PRI PR

[0184] AW VLA-1 F5HUHI AT H 3697, BAE I a | B - A5, 40 E ST i)
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TP o AR B BRI TT X0 523X B850 52 Wi i) N B4 32188 #8880 AR W13 FH 1) 304
SR IE AR R e L B R MRIR K & . ) A S R A .
[0185]  WJ{EZ Pl AAs B b kG A A B VLA-1 35 BT - 2, B F 4 B e =
T RAEIALFE W00,/ 72881 AR BT AY . AT YR AR MR AL AL G W099,/61040 Hh 4 3k 1) 45
I, Alport L& E B AIREIR T Cosgrove 25, 2000, Am. J. Path. 157 :1649-1659, JRIE'H %
[¥) SNF1 /NSRS IR T Kalled 25,2001, Lupus 10 :9-22, FRBAS (1) M7 £T 4 AR P AR AL 4
F5 Smith %, 1999, Circ. Res. 84 :1212-1222 iR (¥ K RSN Ik AL . B R HERET
A P R Rl 7 9 — A S (14D e T 24 AR P 1 i 4T o A0 P AR R AL R Wang %%, 1999, Thorax54 :
805-812 HIA I k& 2= — B FHIMET 4E R MEBIAL . AU — BGPRE — 15 2 AL )
FFE AL AR AL 5E George 2%, 1999, Proc. Natl. Acad. Sci. USA96 :12719-12724 FiR (I H/NE
AR Shi 25, 1997, Proc. Natl. Acad. Sci. USA 94 :10663-10668 HiiA ) CCLA- % S 1)
JHET Y AR A Y

[o186] ik £ ] M FH S W T H., A5 B A4S A5 | Iy A I 2 3 PRUE  JLER I /K~
HUDLER B V75 B3 ik Dy BEAS W00 B 500 X— 559 2« S 5 S0 IV RE o v R I 5 I PR
(BUN) ZK-F AR IR T i s T A A PR 3 DL A A BT (Cn iR P UL B T 4T i
) DUBLEAT I VP43 B DhREARSIN &8 75 0 G AL 4R BA% (MRT) 1 CT F4.

[o187]  XIV. LW 7id:

[o188] W] LUME AR KIFUALH Y o B RIKACF B KRBT W] LLEAR i1k
[RIPT IR BRIR S « ELTSA. Fo 35 44K 150 56 rh R I B 1 52 38 B AL 2R o, T ZH 25 A A v o
PRVRAE S SRR (B A v B ) o HEEX I LE AR R AL R o AR G FEL

[o180]  BRARE Ji A Ut B, A% A WY S B 45 A 25 ) T A T 43 AR N 53 8 16 0 40 i
) A L TR TR AR AR ) A B DNAL R [ AL R R R E R B
R AR AR T CwEk . 2 WL W Molecular Cloning :ALaboratory Manual, 2nd
edition (Sambrook Z& %4 ), 1989 ;0ligonucleotideSynthesis, (M. J.Gait % ), 1984 ;
Mullis % [ 2 L | 4,683,195 ;Nucleic AcidHybridization, (B.D.Hames and
S. J.Higgins), 1984 ;Transcription andTranslation, (B.D.Hames and S. J.Higgins),
1984 ;Culture of Animal Cells(R.I.Freshney, Ed.), 1987 ;Tmmobilized cells and
Enzymes, IRL Press, 1986 ;APractical Guide to Molecular Cloning(B.Perbal), 1984 ;
Methods in Enzymology, Volumes 154 I 155 (Wu 2 4% ), Academic Press, New York ;
Gene TransferVectors for Mammalian Cells(J.H.Miller and M.P.Calos 4% ), 1987 ;
Immunochemical Methods in Cell and Molecular Biology (Mayer and Walker %), 1987 ;
Handbook of Experiment Immunology,Volumes I-TV(D.M.Weir and C.C.Blackwell %),
1986 ;Manipulating the Mouse Embryo, 1986,

[0190]  BRIAET A Ul B, A SC AT I T SR TR AR TE 15 5 A% % B T Je 5 A sk 11
W E AN G P BRI AE R T SO T 7RI R, AEAEAS A B IR SE B I FH B
R, R DUASE ] 5 ASSCITIR T7 VA AU R A s S5 A T iR AR R o A SO R B BT
HARIN L E 22 SO AR R UK SAE A S5 o H A A — ST I, DLAS U 45, A dE
FErP ) E SO HE. BB T7 VRS AR R 1 1) BT A2 FR TRAS A B o 84S 13 BH 5 AL
FEESR AT, A&7 B ILAR R, 0 S N A PR A IS TR B RE AT B A R sk — A R, H
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ANHEBR AT AT H e B — A 4

[o191] &AL IR S iE A T ) B AR S W, iy AN e HL B A Ay PR A i B

[0192]  SLZjitafs]

[0193] S rWil

[0194] S hf & R % )t 2 (FITC) M H Sigma Chemical Co. (St.Louis, MO) ., [ &
I B ICN Biochemicals(Aurora, OH) » 4% T Alsevers ¥ W T 1 47 °F 4 I 75 H East
Acres Biologicals(South—-bridge, MA) » T %Y K B I JRL AT TV 28U /N B8 e st 43 Sl T A
Collaborative Research Inc. (Bedford, MA) Fll Gibco (Gaither—sburg, MD) .

[0195]  6-8 J& &2 1) Balb/c MM /> FL W B Taconic (Germantown, NY), Balb/c 5 & E 1]
alB 1 BEREE - S48/ RATHT TR (3) .

[o196]  =Zjfal 1

[0197] A wiBEHifE. LI AP AR A B 2= TR il DL R PUR I D) RE — PEET mAD -
Ha31/8 ( & [ 3t —CD49a ; B B 5 11 « 1) (Mendrick %% . 1995. Lab. Invest. 72 :367-375) ,
Hal/29( & Bl $T —-CD49b; ¥ Bt 2§ H a 2) (B 1) (Mendrick %5 . 1995. Lab. Invest. 72 :
367375 ;Mendrick, D.L.and D.M. Kelly 1993 Lab. Invest. 69 :690-702), @& f IT 4 I
M mAb Had/8( & § #1T —KLH) Mendrick, D.L. and D.M.Kelly 1993 Lab. Invest. 69 :
690-702) , FPS/2 ( K FPT -CDA9d s BEHL B ] a 4 B 15E) Miyake 22, 1991 J Exp. Med. 173 :
599-607) o J34b, NIRPLE LR KT BE — FHIT mAb 1824 TG S EALY) /AR 75 2= 1 il i T
H Pharmingen (SanDiego, CA) :HMB 1-1 (@ il Bt —CD29 ;¥ B 1 ) (Noto 55 . 1995
Int. Immunol. 7 :835-842) , Ha2/5 (& Fl.HT —CD29 ; B EL 2K (4 B 1 %% ) (Mendrick, D. L. and
D.M.Kelly 1993 Lab. Invest. 69 :690-702),3E2( & [ #i —-CD54, ICAM-1) (Scheynius
21993 J. Immunol. 150 :655-663) , 5H10-27 (K FlHT -CD49e ;¥4 9 « 5) (Kinashi,T.,
and T.A. Springer. 1994. Blood Cells. 20 :25-44), GoH3 ( K PL —CD49f ;BELELEE H a 6)
(SonnenbergZ%. 1987 J.Biol. Chem. 262 :10376-10383) Fl A i [F]FF A%t B mAb R35-95 (K
5 1gG2a) A R35-38 ( K 1gG2b) .

[0198] il iRE. F 20ng/mlIL-2 K5 J% Balb/c /DA R 40 M 7 & 12 K. Way Tk
(Gotwals %% . 1996 J.Clin. Invest. 97 :2469-2477) {F40 5 T FUH TV R JEURG B i 20
Hi i, Bl 10w g/mlIV B8R 50 g/mlT Y% R A0 3% 96 fL Maxisorp ¢ (Nunc, Napierville,
IL) , I 1% BSA S AR R AL s o F 20 M BCECF[27, 77— X (3R L) -5(6) RETOLER
T OTREIE RS 1 Molecular Probes, Eugene, OR) FRic4s 1L-2 WG4 R4, 5 10w g/
ml BTz~ mAb fRiR 15 208 ARG EEHE LA 10° A~ 4bF5 0. 25% BSA [1J RPMT A (1)
YL, 37°C AR 60 434, it A 0. 25% BSA (1) RPMI y5¥E 3 Wk LARR 22 R &5 G40, 1
H CytoFluor 2350 8GR IEY (Millipore, Bedford, MA) 2 &l kb . W2 4554
W 5 N 40 R L 2, SRR X T2 0 B mAb— Ab T4 (hRvEAL S 100% ) FRIRS B & 2>
Eb o 92 DX 40 kG BT BSA A48 1 FL 1M 5 1 B2 s 4 .

[o199]  FEVEALIM 40 ERIAFTHEETEPHKT o 18 1 F1 a 28 1, i A4l e RAEH i
FRAE FH, FRAT P B R HT — a 1 FHL — a 2mAb 275 RE PELIST (3 40 oo s R (KT RG Bt e o T 3K
1REERIACERIE o L Al a2 KB4, fEARS A TL-2 SR T 40 ih 7 &8 12 K. X4bd
Mo E KPR IE o LA a 2( K] 1A), B4 IV A - T R R - R4 4 R (&
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1B) o X TV 7R 5 JE PR B S AT — @ ImAb 35523 P05, 10 AN 45 RGBT — a 2mAb H1H]
52 T8 R BRI A, A T B S PRk B 43 S BT — « 2mAb 5843, M SRR EKIHT — ¢ 1mAb
PO A E A IIHIER o Pt - B ImAb BLAHT —a 1 FIHT — a 2mAb G 5 2 PHIN T 2
IV B JE IR B e OB a 18 1 F1 a 2B 1 BB AENALN T4l BRiA, i -a 1
T« 2mAb f6 Dy e P BELWT 240 BROGE R R TR B BRATIE 28 RE 550 I sl A 28 A A FH X 48 mAD
WFFIX LTI B AR PE A

[0200]  SCjiEfe] 2

[0201]  3IdHL — ¥R 19 mAb I DTH RV . % A FF R 77 (Hurtrel 25,1992, Cell.
Immunol. 142 :252-263) LA, HE4T SRBC- i S KR K B E (DTH) RV fif S,
FEZ 0K, FH 1001 1 7% 2X 107 4~ SRBC [¥) PBS £E/N R S AT B2 F s, 465 5 R, @it
FENRA G R E R YRS 251 1 % 1X10° A SRBC (¥ PBS LLI /M. A B Bty 20 /)
N2 5 TR R4 Mitutoyo/MTT, Paramus, NJ) 52 2 #Z R, VHE S K FE
FE o G5 R R0 R Z G I35 5 40 28 & SEM, FRRH /oA %6 i in = [1- ( HPTRIL
20 /DN Z JEA R B /S FHPUR BT 20 /N2 Ja AR ST A 2 B JRE ) 1 X100, R
7 FHIT SRBC— 175 F 1 DTH J S (3N, 7228 5 R, 7R HPUR B AT 1 /), R P it A AR
PR Ee) 1P aR i 77 A& R T HE BN I mAb (100 1 g) .

[0202]  SRBC- 15 5] DTH J& B A0 0 % 58 AR P RE ChRe il 24 B ) IS, U A HH st
YT B T 22 i 4i Ji RL RORG B A RIE P R BB ME (Tedder 5%, 1995, J. Exp. Med. 181 :
2259-2264, Terashita %%, 1996, J. Immunol. 156 :4638-4643) , /& HPL AT AT L /M,
SRBC— S /8 Bl 52 51 — SIS 1 mAb, 20 /N2 S5, 388 o 0 52 88 00 1 2 2R B B SR VRl 4
hE o PR 20 /NI Z J5, 282 PBS FINHE G B Te— AL )/ BRI H 2 38 RE 60-70 % ()
Bom (B 2). SXREAR Ig bBAF, BT - a 1 BP0 — a 2mAb 43 7] FEON L HF 68 %
60 % FNHITER o BEAAEHPL —a 1 A a 2mAb T3 71 % KFVHITER, X R < 5 A
Pt —a 1 BT - a 2mAb AHEL, B A G RAT A AR . I Ed0 - BECE ) mAb 4b3
W] PN DTH RN SN o 22 il mAb A fr i 22 21 (01K 4 49% (F1-a 4),23%
(Pr—-ab) F57% (Pi-a6). ffa, AW B 1 FECE A A7 1 mAb FHET (mAb HMBI-1)
REF 2. DTH [ ANl 67 % o

[0203]  SLCjiafy] 3

[0204]  JEhPHT — BIPEEE H mAb #56] CHS U NV #ZIA HE AR IR (Gaspari 25, 1991,
In Current Protocols in Immunology. J.E.Coligan, A. M. Kruisbeek, D. H. Margulies,
E. M. Shevach, and W. Strober, editors. John Wiley & Sons, NewYork. Section 4.2 :1) ¥
AT FITC BB B N (CHS) o fij B, 7225 0 K, H 100 1 % 0.5% FITCH 1 & 1
PR /&R R T BB TN A PR e BRI 10 RE, e H H K
PRI 51 0.5% FITC LMz, fEHPURIE KSR (5 10 K) Hl24 piz
Ja» i H TR AR Mitutoyo/MTT, Paramus, NJ) ¥l & B J52 B2t 0 & B9 K
N, &5 Bl 2% 7 g 3k 2 B R B8 N )38 1 43 5 £ SEM. HE R B AR B8 N A -5 R Y6 1A =
[1-CHPTR B 24 /D2 5 R RE / R PUR B I B R FE ) 1X100. 24 T BHBT CHS
SN RN B, AR5 10 K, A8 BT BUetr i 4 7Ny, IS Pt FH 16 97 P B3OR B mAb (250 1 @) .
W PR - 0T HAH S8R UEAT HXGEE R/ B (B I sl AR BB Re32 H G
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(/N B CHIBA S R ) AR PR R C B SR 3 i AN 2% ) o

[0205]  {E 8 CHS 15 DTH AUk AN 7], I HLI B AN [F] IR 41 e, BeAT 1A RS 2t - 348k
1 mAb X CHS & N (IR A 1A s . 7E/NRABDEIEE B4 FITC, A H 3T iR
R, 10 KRG H FITC B B, 28 R IR ARAE WV o FITC- SR/ B B BT R Bty 24
NI JEREE N T 60-70% (Kl 3) . SCAFMER (Scheynius 5%, J. Immunol. 150 :
655-663) —%, Pt ~1CAM-1mAb KbFEFEL 51 % I E M AN EIEH . S5 XA B mAb AH L, 76
PRI 2 BT 4 /NPT - o 1 80T — o« 2mAb Kb3E/N L4351 S 3% 37 % F11 57 % (19 BP0
HIEF (B 3) o BEAAE ST — o 1 BT — a 2mAb S 39 0 0 EEIR 3 EI7E FH (65% ) o
MIEH B 1R A1 mAb ALEEHR /R <A 556 IEOK B mAb AHEE, PT — a 4 FIHT — o 5mAb
X FITC— 5 S 11 CHS 2508 e N %A M HIVE AL (B A BT — a 6mAb Ab3 S ORI 5 Y. 86 % 1)
IHIER . BJa, IR B 1 BB A WA A7 Y mAb PHITREHE CHS M [ N 74% . {#
HIA S ZR /N (CB57/BL6, 129/Sv) AR B SBUBGR] ( B MeE ) W] 3R15 ZEABLET CHS 45
B (BHER TR ) o 54F SRBC- 5 11 DTH A o 08 52 21 (1) 55 FL2ABL, X K 98 16 B 2E 1 4140
MR R B — a L BT — o 2mAb Ab BEAEHN K BT R 19 40 MO

[0206] 5 a 1B 1F1 a2B1HefE IL-2- 7544 M bR IAX— R IL—2 M EdtR - 5
B/ B (PTTC Bl G ) vk LS (K A T 4B~ s a 1B 1A a 2B 1 HLAE CD44" LFA-1"
TEALI CDA+ R CD8+T 4i il ERIE (HUR AR SR ) o HPL —a 1 FIHL — a 2mAb AbF /PN R AS
SR LA o [ R 2R, R FE CHS ARt J S50R800) S RY: Hp A 252 380 f AN bk T &6 Hh v 4k T
ML E H RS2 50 . 46, OV 48 M ZhRE AR 524 2, R P —a 1 AIHT — o 2mAb K1)
Ab PR PR BB/ R, (5 10-16 K ) AR 20 KPR B I/ B 908 R V.
(HRERER) .

[0207] SC ] 4

[0208] a1 B 1- Hifi/ A CHS R S Wik/b o S T HER: FITC- A S8 CHS 350N 2 v
a1 B 1 PNEIVE A B mAb— A FIX— R BE N, FEEFAERLVRT o 1B 1- BB S BN LA
BATSEE (B 4) o BFAAS /N P mAb X650 N 3 (0 Pk A 5 CART I 25 31— 380 Al —a 1
MER BN JZE 56 % BIFIHIEA, P —a 2 MHHITER o 56 %, Pt —a 1 FIHL —a 2 A G
PWHIIEIER S 62% . SR AFE I EF A RN RARLE, REAFE o 1B 1- Bt/ L
CHS (125 Ny 80 2 4k ( B SR B3 n o3 3k 30 % F0 71% ) o 5 THAMIARTR], R AL BT
a 1B 1- BN E PR R 520450 — o ImAb Ab T 1987 AE 80/ LA 00 23 31 (6 B i
FEAHY . FeJ, a 1B 1= B/ a 28 1 (19 mAb BEBT A X B BBk rés o0 st 4 FH B 388
X5 - a 1 AP - a 2mAb A AR BE D EF AR N B A R B 45 R —FL

[0209]  SEjiafy] 5

[0210] & T BHERH — a 1 FIHL — a 2mAb A S — M EHT — SR 1EH S EUE R E )
DTH Fl1 CHS A7 A 5% 21| (1) 4 — FEILET ) mAb FDHI4E I ] BE2E, BT 1HFFT T 31X 2% mAb X6
WO Bz R AE o

[0211] 4 T VPAG MBI B2 48, FH 50 1 47 0. 8% I Gyl A i 4/ BB LB . 7
A8t FH S 2 BT 4 /I, VA TT PR BN BB . b IR, 24 /N Iz JE I & E R K,
ST E S i HE R L. an BRTIR, 85 R R R 4 B R R 1E )~ 3 4 4k
+ SEM. TR (AT R ) SRERI /) BRI AR B 15 L

27




N 1561345 B WO B 25/54 T

[0212] 24 /NP2 f, SN2 EAE (AR ) I/ AR TG, A B S A BRI/ BCEE 7R 5
FZIHERER N (48% ) » 54 PBS BN HE mAb AL IShIAR LL, 7451 — o | BT — « 2mAb
PN B, B S P B PR B IKRAR Z B& 5m (& 5) . XTééEﬁ?Hﬂ&_EEE’JH
ARG B a7 -5 20 I mAb— b3 )/ R Bk 28 -PBS A BRI /N FRAH EG, 72 3T -
BUPT — a 2mAb TIUALEE 1)/ R, 200 40 M i 20 H BRI R BOK I TR e A 22 00 ( %Iﬁihz
7R e

[0213]  SZjiEfs 6

[0214]  Jlit a 1B 1 AT a 2B 1 IPHIFCTT R HH 0T 5 FE 35 M5 B A (1R e 40 e L R4t 4
MR a 1B 1, TATH 7 CLATRER () 5 RACHE LAY (Terato 55,1992, ] Immunol 148 :
2103-2108 ;Terato 2%, 1995, Autoimmunity 22 :137-147) HHEHT —a 1 BCHL — a« 2mAb 2
53 A P 1T o

[0215]  Arthrogen—CIA Hi /AR5 & W A Stratagene (La Jolla, CA), ff JH & [ 7
% (Terato 25,1992, J. Immunol. 148 :2103-2108 ;Terato Z%&,1995, Autoimmunity 22 :
137-147) SR %, fal b, WIS AEHE 0 R P 5 4 Rt —1T ZYAR 5 mAb (A
Img) WREY), HELER 3 RIGMNTES 50 u gLPS LA ST R FEE T RIM 3-4 R, /)b
bl HH G SRR BRI G b o AR50 0 Ry ST — IR mAb 22 | 4 /NI, 55 3 R LPS 2
BT 4 /NI DL UL RERS 3 %, IS P it FH VG 97 PE B0 i mAD (250 1 @) , RFEE R SEIR 45 . A
53 RIFUG, VRO /N BOCT RIIE G Ol A0 DY 4R F060 DY i 504 48 IR P EE R R R AT P
I5e 0 =1EW ;1 =RPUR AL, BREAN I ;2 = BRal b BE K 53 = G hE—SE Ak | 2R 2
B 54 =B B R K.

[0216]  EVES LPS Z J5 1) 72 /N N AE Balb/c /) A IR ™ B0 501 %, JF HasFF4E 3
JACA b o ANTESTPT - BR mAb B LPS #IA ST R K o F524 M mAb A0 B 1)/ B 57 Y
548 PBS— AL/ BRI SR B RO R (18 6) o 52 T BK 2, A BT — a 1mAb 4b
B SRHEOC R B E WL (18% ), —HFFE RS 4501 . P - a 2mAb A3 HAA RIFH
R, 5200 mAb Kb [P/ AHLEL, RBOST RS PEC 32% . HL—a 1 FIPL —a 2mAb [
HAFESMNADL - o ImAb AL WS 2 IAE AU 0 K

[0217]  SEjiafy] 7

[0218]  Hr—a 1 FIHL — a 2mAb AbFHXT % P40 M e i i 2 A H (AL 2R 25 53 BT o XT SRBC- 5%
(%) DTH M 3E— 20 HZR 22 7 BT UE SE T 50 —a 1 FIHT — a 2mAb AR I HL 251 il 5 | & 1 2 0E K
NEIRE ST 528 SRBC— EURH /) FLAT 28 SRBC— Bt ) A2 B840 Bb, AR TA] /) BR 28 Bk 1) 2 34
SRR SR R BRI . 52 mAb— AR PRI/ BRAR B, sk B A P —a 1
MIHL — a 2mAb AbFHEZE SRBC- FUUH /I BLRE K Kb 28 SRBC— WUty I 2 E i HE B )33 48 i
(RIZH o« RHEAIE 40 M AT 540 SRR A, 45 SR AR WK 22 25040 I F g 1tk 1 48 oA e, A7 AT
— 40 B A1 FRRHAR LA B, (RTINS SR UESE BT —a 1 BT — a 2mAb AR T B8 KO/ 1% Le 41 i 1)
#H.

[0219]  SLjiafy] 8
[0220] ; ] B %8 PR 40 ) i A o AT S AL 3 A LA EE
**Eﬁi@{ﬁ”ﬁ#{lf]%ﬂ@ﬂ%ﬂ L/UEZ ﬂ]x%%ﬁ%li SRR G BRE . A ERE A
(7N BRI % 28 2 R 40 i AT R A, B B R E o 1B 1 HEERER A A 40 o3l R b
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e RIVRZEIEMAMME LRIE o 181 BEE A FIHXNE GBI 155 2 w12 41
MORIREPERT o 1B 1 SRIKHI 53 AT o A1 40 Wil R brict, A IRV 3= 22 FORL 4 B / SR A 40 i
(Mac—1+) F i, IXLE40 f iR 2 20 rh M T4l i (Gri+) , A B /b & I T EL4H R (CD3+) o
A X =M EF LT a1 B 1 BBEARIE, ol £ Mac—1+ Rl / F %40
MOEAE, Gri+ mgrp ik (1 40 f P AR FN K 2 503 CD3+T Wk 4 M B3Rk, TR Sz 414k
ST N R P - a 1 FIPT - a 2mAb AL FRyk D TRNE AN LT B, {ERE I 40 i 4k
KW (HHRARE R ) o H FITCHL — & W mAb AT e AL gL, 45 FAESEHT —a 1 1
Pt —a 2mAb BB R R EE (FHRARER) .

[0221]  SZjiEfs] 9

[0222] 7F a 1- R4/ DR EIEH «c 1B 1 M a 2B 1 () mAb IIHIKT R, BT RTTL
BE VR4 M A I R R « 1B 1, FRAT B E A DL R R R S AR R A
) (Terato %%,1992, J Immunol 148 :2103-2108 ;Terato %&,1995, Autoimmunity 22
137-147) R AHL —a 1 BLPL — a 2mAb 25 A INEIER . ZBIRRR 4G/ RSPt —11 &Y
JBE ) mAb (KRS, SR G LPS, SRR T oRIN 3-7T RR MK % I 0 RIFA,
K& 3 25 /)N Bt FH mAb, BERE 3 RN 0T R IR B LT VR4 o 15T LPS JG 1 72 /NI,
BT A /N B R R P2 B R e 28, O HLaasl 3 I LA b o AN S — SIS mAb B8R LPS #ANSY 17
SRATR . B2 mAb ARFE /N RUE s H 5 28 PBS— AR EE A/ B IR S P A ST R (]
7)o HZ IR EZ, (UHPT — o 1mAb AbH SO R Bk (19% M E ), —HEF
SR LH A AP - o 2mAb AR B AT RUFHIACR, 5200 mAb AL BRI/ EUAREL, 3
T RIPABRC 37% . H1 —a 1 FIPL — a 2mAb G S SUHB — o 1mAb AbF BT Wi 8¢
IR AR BRI HI AT o BT /N P AR REM 22 BIHT — « 1mAb ABFL AT FRAK ST R VF4), 1X
— A F T UM T R H I T mAb ALTEAH LL, ) vl 0 TNF 5244 1g fild 25
(Mori %%,1996, J. Immunol. 157 :3178-3182) , 1L -Mac—1 (Taylor %, 1996, Immunology. 88 :
315-321) , i — a 4 (Seiffge, 1996, J. Rheumatol. 23 :2086-2091) , F1Hi ~ICAM-1 (Kakimoto
26,1992, Cell Immunol. 142 :326-337) 5@~ a 1B 1 7EXRTT R P EEA/EA KT —mAb
A — 250 S AE AL/ AR, R o 1- Bt/ B 7R B 53 PR I D01 R VP

ﬁjo

[0223]  sZjiafs] 10

[0224]  Hi —a ImAb AbFERT ARG R OCTT e g FRAEAE ] o 5240 i mAb BHT — a 1mAb
AT P EF AR DG 28 /R (28 8 R ) BIRTIESMU A AL 2R 2% 5 1E 5 AR AL /N B ZE A
%o WML EF, LI 200 mAD AR /N BRI D0 AT, A4 B0 F A
2657 - o LmAb A8 2 /NI S P LT B AR SRR o LA 5
HE 28T I mAb— AbTE R DG 2 O A A AE ™ B AR AL, T T A 2Rk 98 T A YR RS, 4
R BT 20 3R, R A RREPUR B B R . 5 LLATHIARIE (Terato 55, 1992,
J. Immunol 148 :2103-2108 ;Terato 2%, 1995. , Autoimmunity 22 :137-147) —Z, iZAE A
K2 PEAE 2 g P Ao /N BRIEAT P — o« ImAb AL BERE 2 25 /D 28 MR R
A AR TR R
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HIADHEIER o 24 T 90 B iR mAb— 5 R DR 1 S ABE A A rr A 4 g 20 B 2y, RATTEL L T
By 4= B6-129 /)> UFT RAG—1- S5 B6—-129 /MR A A RAT R IR ) (18 8) o RAG-1 (E
ISR -1) FEE A FE R SO SEUS R T A1 B W4 5E 428 (Mombaerts %, 1992,
Cell 68 :869-877) . HFAERUHI RAG-1— S4id /N BUAR A Jig 2 51T 28, (H RAG—1— Sl45 /> B 1
BN R EENE (B 8) . IXLg: RN JIEW A S 5200 R, (HiZ %0
(PR AN FEAN T B 4 . 70 & 0T R P A A RAG-1- S/ RAE AT
HIE W DL T F1 B bk 240 i i 4 2R BE B IR 5% 1T 98 K AE (Plows 55,1999, J. Immunol. 162 :
1018-1023) o BT — a ImAb LbFREF A BB RAG-1- HA0 /N B BE S8 231 ST % (K] 8) o X4
SE R RHL -« 1mAb 78 B RS A (K340 ASHL R TR L 40 B R A7 A, 1X — sl 5 50 a0 SE 8 (K
7) PR AR E], BT - a 1mAb ST 2905 I8 AT BEE B e B 3Rk o 140, W E R
A N rh M 40 i HEE A PR SEEIR I o

[0227]  =Zjife] 12

[0228]  $i —a ImAb X275 % i3I A 5 B S W o BAE BT — a 1mAb AL X PR 55 2%
AR EE, ATH X LRI G 2 AR R E R (B 9) o A 0 RITLR, &1k 3 KIE
FIES P it FH AN [R5 2 1 mAb . 55 B B0 — 25, 250 v g FIEAIPT — o 1mAb JLF-56 A RE TIRY
Ko BAGGHIE, B 100 1w g Bt — a 1mAb XJ 75 ISR i AR 5 28 &8 70 4, 1 i) &
XPRAT RV A AT R (9) .

[0229]  =Zjifs] 13

[0230]  HPL—a 1mAb yE 7 PEACPE AT BRAR DG TS R VP47 o AT PT — « ImAb BEH RLTIR IS 4,
Bz iy UL A 2 ry o R R/ R B ESS 0 RyEHPT —11 B R mAb VR &
V), A AR 3 R LPS AE/MR TP TR R . R, WA 4 RIFLE AP -« 1mAb 8(H]
SR TNF 524K Tg fil & 8 E AR PR/ Lo 5 S 4 RIF IR 00 BA B mAb 1R/ BUAH EE, MRS 4
RIFUEERZ P — « 1mAb 18175 P I T 28 EFE 58 A BT (18] 10) o Y697 MEEA BT — « 1mAb
JIT RS2 B 13 AP 2 52 A 1, 5 P — o 1mAb PR AL TE (A 0 RIFLE ) Frml g3 1)
SERAHE (B 10) o SXHE Tg Bl&r 8 (AAHEL, NS 4 KA TNF 521K Tg fili A 85 AL BT
FTT RIS 60-70 % FFNFEIER (B 10) o BEAERHL - a 1mAb FTTINF 324K 1g &8 A
AT AL PR REA R 58 A3 HI G R VP43, AT AP — a ImAb AbPERIT] 584 R4 b3 il 5¢
TR, XS A RN T . BIULR, XL BRI AP - o ImAb 1T AL BERE A AL
FRHIDEHT RV, X — s BEA R H 5 INF $5505710 7 A BEAH LE

[0231]  SLjaf] 14

[0232]  BmBEAIEAL o 1-T G5l T NRe 514 5" —CAGGATCCGTCAGCCCCACATTTCA
A-3" [IEF ] (SEQ ID NO :7),F15" -TCCTCGAGGGCTTGCAGGGCAAATAT-3' [ J|n) ] (SEQ ID
NO :8), LR KERE S 514 5’ —CAGGATCCGTCAGTCCTACATTTCAA-3' [ 1E [ ] (SEQ ID NO :
9), f15" ~TCCTCGAGCGCTTCCAAAGCGAATAT-3" [ J I 1 (SEQ 1D NO :10) , il i 58 Aty B I B
(PCR) (PCR CORE iR3f]&r ;Boehringer Mannheim,GmbHGermany) , H 4>+ cDNA §7 348 A FI A FR
alB 1 ®EEA T ST Kern 25,1994, J.Biol. Chem. 269, 22811-22816 ;Ignatius
46,1990, J. Cell Biol. 111,709-720) .

[0233]  4fifk.JiT453 PCR ™ 474, ¥ % pGEX4t—1 (Pharmacia) , # 4L 2 85745 DHS « 400
(Life Technologies). HiikZ Fira RDIMEWETEL 46kDa B H K S— H A/ -1 &5 1L
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Rl B AR AR o Tk DNA I 3iE S I 58 33k — 25 8 5 1) S o BORE DNA 4l A
Hl)o

[0234] KR/ Ak S o 1-T Z5M388 (RAH) MORPH #5728 i55) & ;5prime—3prime) , ¥
KEEEEE G92, R93, Q94 1 L7 (K& 11) 43 7l U AR I AN BRZE V, Q, R Fl R Jl I 2 Wik
Stul PRHIEEEAL ST % HAEH RAHT 2550 va %, B DNA YU FEAESi A .
12 ERT AN a 1-1 MR EER T4 .

[0235]  =Zjifyl 15

[0236] AN T o 1-T S50 mAb. ZR3IF B B8 oa B T4 R I 97 B D6 2 1 3V B 47 5 44
FIThBEZ 1) 2% R AR A FHIHR4EE . 040, mAb )32 H F0F 98 5S4 S ARER) B 1 I #
ArRIK (Qu, A. , and Leahy, D. J. (1996) Structure 4,931-942) , K, AT %58 o 1-1 &5
T S L R EERED, BATHIE T — RAVIBIA o 1-1 5807 mAb.

[0237]  HIEPT —a 11 LERIRR TR FTIR. ] 25 1 g &5¢ 2 3h AT (LifeTechnologies)
FL AL ) 4 ik A a 1B 1 (Edwards 2%,1995, J.Biol. Chem. 270, 12635-12640 ;Gotwals 4%,
1999, Biochemistry 38:8280-8) M@ N (i.p.) # 9% Mk Robertsonian /) ff, (Jackson
Labs) . F 251 g AT R IR (LifeTechnologies) FLALK a 18 1 MR P hisE fe sz
/N3 K. BERT 3K, FH 100w g a 1B 1 JEIEE PN I 50 HA s bt — a 1-1 S5 A8
[/ PERS AT L R 50 g o 1B 1 HFAKA INsR e zeiZ/hil. LA L 0 6 R Hu 280 e
M5 FL653 ‘B 562 40 o fh 4, LLAEFL 100, 000 11 33, 000 [#125 BE4H T 96 FLLAZUE TR
[0238] i R {5 FACS PEAl BB o 1B 1 BERE ML G- 18 FACS 43T 2 8, 1 1
B S R YL Ko62 4 iR, LUHBR RS B WA 454 1) 1e6. Rif5, T 4°C, &
T PACS P (& 1% BR2FIyE (FCS),0.5% NaN, [ PBS) P 4 o 1 3B (3 Hpy
(K562-a 1) 4Ly 3-5X 10° A~ K562 4l it 5 L iE W ARE 45 280, IEVEIF 5 R R A% S
HIBt — /DL TG fRiE. FH FACS 22 MG vk 2 K » £E BectonDickinson Vit zC 4l B4 43 #r
M.

[0239]  FRIETAFAACII BIGHS o 1-1 5SS &. sy, T4C, Ho0n 1 &
30w g/ml A a 1-1 5448, —GST & 2% (19 PBS A48 96 FL15 978 (Nunc) FIFLIER . FH PBS
TEVEREIRAR, I 1% BSA 19 PBS & P FL, il MMEAASR LGRS 1T g5 | /e,
HE 0. 03% 35 20 19 PBS 78SV 5, NN S0 E R B ZE B2 9T — /M 186 (Jackson
ImmunoResearch) Bt 1 /NiF, ARG VEZ G, Ei T M E Img/ml X i 2 2K 0 IR
(pNPP) 1 0. IM HZ &, ImM ZnCl, Fl 1mM MgCl,, JCE 30 43%%, € 0. D. 405 R X85 7= 34T
58

[0240] AL 2 1 EIE WA EI S TV BRI IR K562-a 1 KM ARG B IR Re ). T 37°C,
A& 2mM 27,77 (R -2- FROFE -5 1 6) BEET IR B LA FBE (BCECF ;Molecular
Probes) 1 0. 25% BSA [£J DMEM #rict K562-a | 400 30 73%h. FHESZE M (10mM Hepes,
pH7. 4 ;0. 9% NaCl F11 2% i 2% ) HVERbric 40 i, B8 89% T smM MgCl, 45 &
MR, AT AURIE S 1X10° N4 /ml o £ 96 FLEFFRIR LA AE 50 1 1 _EyE -5 A
[ 2X10° A K562-a 1 A fRIR . AR5 B OB IR R HiE . Ml ERair T4 4
GRPR R, IR 2 A IR SR S FRAR AL, 3T°CARIR 1 /DI . RIRZ G, R85 & 22 il
TEVE 3 IRLABR LR — AT 4. £E Cytofluor Millipore) E4rHrahi& i4m i,
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[0241]  FRATEYIEE T 19 Pavadyd, H FigW S5 RE o 18 1 BEE AN B i K562
A (K562-a 1) Fl a 1-1 GGG . WEEA ISR P Ak il Sz sk E B, A I e AT TRH
K562-a 1 8% a 1-1 gl IV RIS IR 454 10 Re ) o LABHWTRIASBE ST o 1 B 1 DhRE A FF bRt
mAb 73 AP . B, R H e ABF3, BGC5, AQC2 AT ATHIO0 P45 mAb 5 a 1-T 4RI 45
4 (K 13A,BGCH I R Eon ), A mAb AJHL0 FT AQC2 HIH]5 TV BYRR IR o 1-T 4544
B - A (& 13B ;18] 16B) B K562-a 1 ( & 13C ;& 16C) KL,

[0242] X H @ EXIF . A T i iX—2H mAb F 5 5, FRATTE I PCR #EATH 34, X 19
AHURF ) 12 AN COR JEATI (BdE R R ) .

[0243] & N 25pM 1 41 5] 10 4 5% (Ready-To-Go You Prime First Strand iz,
) £, Pharmacia Biotech)2u g 43 B H 10" 4 44 A5 9% (FastTrack mRNA 43 B ik 7 &,
Invitrogen) [¥] mRNA : B %% VHIFOR-2 (Michishita %%,1993, Cell72 :857-867) ; ¥t %%
VKAFOR, H:FRE T 4 ML E 8 (Kern %5, 1994, JBiol. Chem. 269 :22811-22816) ,
X TR FATI, A A EAZ TR F 25, 76 4 DNIRSLH PCR J Y A 4 18 4% F 4%
B :1) T BF :VHIFRIK (Kamata %%,1995, J.of Biol.Chem. 270 :12531-12535) , VHIBACK,
VHIBACK (Baldwin %% (1998)Structure 6,923-935), V,frla, V,frlb, V,frle, V,frif,
V,frig(Ignatius %% (1990) J. Cell Biol.111,709-720), &Y VHIFOR-2 (Michishita, M.,
Videm, V., and Arnaout, M. A. (1993)Cell 72,857-867) ;2) % %% :VKIBACK (Baldwin %%
(1998) Structure 6,923-935), VK4FOR,

[0244]  VK2BACK E #% 1F B8 (Kern %% (1994) J. Biol. Chem. 269, 22811-22816) 8% V,frla,
v, fric,Vyfrle, V,frif(Ignatius 5 (1990) J. Cell Biol. 111,709-720) . ¥ 844 (95°C 5
35D 594°C 1 73R, 55°C 2 438, 72°C 2 4341 50 MIEES sdeefa 72°C 10 B L AMEES ), BEIR
4tk (QTAquick, Qiagen), fE ABT 377 Il P _bA3H 2 A Frid S A% IR EL #2007

[0245]  {E3EASH AMJE X (CDR) RN A B X P, BE™ AR Zh g — BHLWT mAb (1) e (1))
F) JLFAH R, IX I 78 A5 1K 8 2 8 980 2 v B AH DG 1Y

[0246]  SCjfifsl] 16

[0247] Gz ENIEAT FACS 43 #7. AE — FHBrHLA T 22 D16 3 471 2 3 A [R] T BRI 0 44 b HH B
(RS REAH R IR A o BT PR PLAA PR B A SOl JATEEEMAS (ATHLO F1 AQC2)
AT P e,

[0248]  HIEENWE. A 1% Triton X—100 [¥) 50mM Hepes, pH 7.5, 150mM NaCl, 10mM &
PR LT Wk A (PMSF) , 20w g/ml #2K A EE K, 10 v g/ml 223 AR A BEIL, 10mM & — 1% VY 2 1%
(EDTA) $RHUAAE S B 4 =F T B AK T 1F U140 Mo J2 1 K562- a 1 40 . AP S dEAT 4-20 % 5
FZ 1) SDS-PAGE, HLE[IE RAHFRET4EF I b T 5% Wkn i) TBS B P EN I s7E 7 0. 03% ik
I —20 (1) TBS HE¥E, 7E75 0. 05% NaN; FIBHIT Pl Sl 2 /o SR 5 Bk
THVEENTE, 5 [FIBR IS 2L IRE 485 B9PT — /N TeG RiEL L /I, FRIRIEVE, 285 A ECL ik
71 (Amersham) AbFH, ¥ENILEHTE T A (Kodak) 30 22 60 # 3 B4

[0240]  HPZERIEAI FACS 73 (1 14) KB :AJHLO 5 AN ARFGRFMA 2 KB a 1B 1
R RN, IX I 7 25 PELIBT mAb &5 & b4k BARSE I Ze R A7 . AERH T mAb 7 50 5z Bk o
TR EAB AR S B A CLAMY B NV .

[0250]  SLjiadp] 17
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[0251]  a 1-T ghadek 5 JE i 45 A Ao = — AR BH 25

[0252]  A. Ziifk a 1-T Z543

[0253]  FE RGBT o 1-1 5MRIE NS GST (M HIK -S- HBE ) MG E&EA
TE 2, LR A I8 S Ak & i i B AR o K5 248 T PBS A 4 B I v8E Lid i EAE T
HH PBS 7 4riE veit A BEH Ik Sepharose 4B #% (Pharmacia) » A 50mM Tris—HCI, pHS. 0,
SmM 2 BEH K CIBJEY ) YEE o 1-1 Z5F8R —GST b &8 . N T TR ERTST, &kt
B 50mM Tris, pH7. 5 2 1 580380, M GST B RO 4ifb i T g5k, A DTT 2
WEE Dy 2mM, K e EAE T BEH IR Sepharose 4B A BRI FINE VRS 7, B e LA T
Q Sepharose FF #f (Pharmacia). F 50mM Tris HC1, pH7. 5, 10mM2—- 575 Z. 1%, 756mM NaCl
e o 1-1 SE R, G A B Ak S (BST-MS) 43 M7, 44k T 5464 5 He L 7
[ (Lee 25 (1995) Structure 3, 1333-1340,871Da) , il i SDS-PAGE MZZH4ifk ¥y 1 &5
T LB — 41 B, I 7E Superose 6FPLC 4% (Pharmacia) bif4T K/NHEBHZE T, W42
Bz A T R T8 2 K/ I

[0254] B. Ihge4

[0255] T 4°C,H 1pg/mlIV AR (Sigma) 8% T L5 (Col-laborative Biomedical)
¥ 96 FL B 72 MR A 8% i 7%, FH Triton 22 v (0.1 % Triton X—100 ;1mM MnCl, ;25mM
Tris—HC1 ;150mM NaCl) 35 ¥k, H &8 3 % 2F 15 (3 8 [ (BSA) 1 25mMTris—HCL ;150mM
NaCl (TBS) #f . 2T, AL B R 7o EORIR A &4 1mM MnCl1, F11 3% BSA [#] TBS
BN o 1-1 g5 M50 -GST & 2 A 1 /NS, H Triton S8 RIE Y. 8 o 3% 223
10 1 g/ml ZEMZEALPL —GST £ 7a[#Fi1k (Pharmacia), F &4 1mM MnCl, A1 3% BSA f£] TBS
ok 3000 £5 11 ExtrAvidin- BRI S (Sigma) , F1 1-Step ABTS(2,2' - Y - —
[3—ethylbenzthiazoline sulfonate] ;Pierce) AL G0 a 1-1 G588, EMER:FE
M/ Molecular Devices) I, £F 0. D. 405 bR 35 F M3k 4 T 15250

[0256] A&,

[0257]  ZERKMFF i, AFIKE (5 AIR—MEN 95% ) a 1-1 iRl R 1A 4 5 GST
) il 2 BT X 8 25 D6 H R 3T B I nT o He gk AT A Ak, W] UAE A LT A ) 2
FhJE T ELISA [ K 3% (Qu, A. , and Leahy, D. J. (1995) Proc. Natl. Acad. Sci. USA 92,
10277-10281) , B XA EE A TS T A IV BRIR AL, N o 1-T g5/ 4 4 1V
RIBEIE IR e T R (B 16A) o $53 T a 1-T G5RBRFUER, A 2R 5 T a 2-1
gEfk PR (B 16B) BUH T XX A ECAR IS & (AR T BUIRIRIEIR R 278 ) o Mn™
FIMg™ RIBLs 4, EDTA K45 5 PR 2T 5K (B 150) o AFIKR o 1-T 5 (R 4E
RCpRSE A B IR 22 5], X K YR M B8 22 RAEDh e EAAES (BdRRER) .
PRI, a 1-T &5 M0 3Rr 1) 75 B R B 7 DA T B AR 25

[0258]  SLjifafy] 18

[0250] &6 T FH 25 1 i K AL AL T MIDAS ZE oo i FRATTH) A ATHIO PR AT A 2 K
LI o 1-T G507 513X — W8 45 B, %f a 1B 1 A — B mAb (R AL BEAT/E . A
AR BT FIAA 12 DN IERR K2 5, Hodp 4 AN T 5 MIDAS 3k 0 A %8 ¢ 5 32 1) 5 4 R
(Bl 11A, aa98) AHABIY—B 6 2 HEMR (aa92-97, ] 11A) JFAIN . T HGl 6 2 SRR ik 2k
Val-Gln-Arg-Gly—Gly—Arg %A FHIT mAb 2 47 MR UL, FATTHE Tk & T g5/ (RA ),
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R B R IE G92, R93, Q94 Fl LIT 73 il el AL R AH MV I NFR S V, Q, R T R. AJHLO BL R T I
Lhge — PHIT mAb #SEE K& T 4580 (RAH ;18 11B) .

[0260] 4 TAE a 1-T 450 = 25 45 K 1) MIDAS &5 fdal s for X 2o 5, IRAT 148 A a 2-1
SERIR AR SR AAAR R T a 1-T S5 RS ER

[0261]  AF AN a 2-1 Z5FI0K) X— ST 26 AR 4548 (Ward 5% (1989)Nature 341,544-546)
AL a 1-T GERER RIVEMERCAY . 48 Insight 11 [RYEMEREASHEIWEASE (A 2.3.5 ;
Biosym Technologies) % 57 k&%, {§ H F2£ % CHARMM (Clackson 2§ (1991)Nature 352,
624-628) Fl4x - A SHA 22, HAAH SR 4 M A0 R T I BRI % . AT SE1E
a 1-T SR A TR EdEAT 1000 25 BRI R 5 B 1R 5/, DI T3 2 (1) 1 R A7 B B ol
M lkeal/ (molA?) o F/MEZJG, FIXT a 1-T £5RJ3k ) C- o JRF1E4T 1000 D BEREFT 5000 25
Adopted-BasisNewton Raphson, HH & FIALE PR &I 0. 1keal/ (molA?) , M #EH S a 2-1
SERIER X- S S b A I BB R

[0262]  « 1B 1Al a2B 1 BEREH PRI 51 % K R—, Horh Al A sk 2k, &0
XA T IR SR G 2R EHED, o 1T S5HIIRAN o 2-1 &5 M3 T 1 4 8 O A7 5
AHTAD, 5 PR mAb AL IR IEAL THREE o 3 FHIRTE a 4 Z (A IEE b, BriRER &3 MIDAS 2%
TS T AR X EEN AR, o -1 G5B AAIN Qo2 MEkE (K 11A) 5
1 S32 AHAB AR L 133 MUFRIETE R B . [R5 3 R AL MR AT BEXS A28 MIDAS X i
DheeMEmIER

[0263]  =Zjifs 19

[0264]  HygfEHLIA AQC2 ( B mAQC2 ;“m” KR IR ) ( SLHfs) 15, WL F3C) & TGy, x ik
N T B g BN E R BE I B A0, AR U B4 A QTAGEN RNEASY midi i
FEr, M AQC2 B Z4AT I8 40 i H 4545 S 0 i RNA . SRS, MR T R 2R 1) 5 A P e o o — e
cDNA & ) GIBCO BRLSUPERSCRIPT T4 H4 Z4¢, il ik RT-PCR M 4H e RNA Hp 5o g T
FERNFEBE ] R X 1) cDNA. FERENLII /SRR T 51K

[0265] f§H514)5" TGA GGA GAC GGT GAC CGT GGC CCT TGG CCC €3’ (SEQ ID NO :11)
5" AGG TSM ARC TGC AGS AGT CWG G 3" (S=C/G,M=A/C,R=A/G,FIW=A/T) (SEQ
ID NO :12), {8t PCR F1 55— 8% cDNA ¥ 14 mAQC2 F) B 4% 7] A5 [X . ¥ ] Clontech [ Advantage
Tag ZRABEHAT 30 #& PCR OGN :94°CAZ M 30 #, 50°CaR K 1 43801 68°C LM 1.5 73 8h. 1
F5I%5 ACT AGT CGA CAT GGA TTT WCA GGT GCA GAT TWT CAG CTTC 3’ (W=A/T) (SEQ
ID NO:13) 15’ ACT GGA TGG TGG GAA GAT GGA3' (SEQ ID NO:14), @it PCR #14 B Ay
HAF 5 P51 mAQC2 #2585 . f§ ] Stratagene [ % Pru A BEHEAT 30 48 PCRAGF :94°CAE
PE 1 3%, 50°CIB K 1 43P 72°C REAH 2 43 Bho MRYE] R HEFE R 77 AT H QTAGENQIAQUICK
FER AR AT S EBE AR BE I PCR =37 B — 4lifk.

[0266] {1 F TOPO TA g B35 &t 44k I EE B =) I 52 % 22 Invi trogen [1J pCR2. 1-TOPO
TA k. WRART mHERR 75T Zero blunt TOPO b 1A & A4k (R B2 B 0 s &2
Invitrogen [#*) pCRb1untTITOPO # k. X2 A7V vo b i A TIN . B T PCR 5]
VDN 8] AL BAN , ML S [ 1148 A e ) S AH R o

[0267]  HHH: 4w b5 214 T HH mAQC2 (2 IR P41, iy 1543 B 1 KA 15 5 7 41 %) PCR 7~
VI cDNA 1 HEI H s A 1Y) N- A 20 5 1R 741, 12 2 25 1Ry 91) 5513 B Edman FEAF ]
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2k mAQC2 FHEM N- Rum )7 41 (DVKVVESGG sSEQ 1D NO :15) FEFAVCHL. X R] 2% X 341 1)
BLAST 73 ik SE T AN e Bk a1 A — ko

[0268]  mAQC2 #BERIAZ X I Z IKFAIWIR -

[0269] 1 QIVLTQFPAL MSASPGEKVT MTC SASSSVN HMF WYQQKPK

[0270] 41 SSPKPWIY LT SNLAS GVPAR FSGSGSGTSY SLTISSMEAE

[02711 81 DAATYYC QQW SGNPWTF GGG TKLETK 106 (SEQ 1D NO :1)

[0272] CDR LA T £ ~. M P& Kabat %¥, Sequences of Proteins of
Immunological Interest,5th Edition, The United States Department of Health and
HumanServices, The United States Government Printing Office, 1991 3f5E X CDR. 1#
Hl Kabat 'S 1A%, SEQ ID NO :1 #3Rman, Hrh il 5 Ronih = 20 557K -

[0273] 1 QIVLTQFPAL MSASPGEKVT MTC SASS-SV NHMF WYQQKP

[0274] 41 KSSPKPWIY L TSNLAS GVPA RFSGSGSGTS YSLTISSMEA

[0275]1 81 EDAATYYC QQ WSGNPWTF GG GTKLETK 107

[0276]  mAQC2 EEHET]ZZ X 1 £ KT 52 -

[0277] 1 DVKVVESGGG LVKPGGSLKL ACAASGFSFS RYTMS WVRQI

[0278] 41 PEKRLEWVA T ISGGGHTYYL DSVKG RFTIS RDNAKNTLYL

[0279] 81 QMSSLRSEDT AMYYCTR GFG DGGYFD VWGQ GTTVIVSS (SEQID NO :2)

[0280]  CDR LAEAAK R, {1/ Kabat 4w'5 1K %R, SEQ 1D NO :2 gimtn F, e i
Ui B, A7 B G T 2 T R I

[0281] 1 DVKVVESGGG LVKPGGSLKL ACAASGFSFS RYTMS WVRQI

[0282] 41 PEKRLEWVA T ISGGGHTYYL DSVKG RFTIS RDNAKNTLYL

[0283] 81 QM

[0284] 82 a—-c SSL

[0285] 83 RSEDTAMY YCTR GFGDGG

[0286] 100 a—b YF

[0287] 101 DV WGQGTTVT VSS 113

[0288]  BRAE A VLB, HH Kabat 47 5 1K &y 4 A SCHT H T AR X AR BEA B R 5 o

[0289]  SLjiafy] 20

[0200] ARSI HEAR T B - Ak& g chAQC2 174,

[0201] 8 FH 4 h5 mAQC2 FEBEAFEHETT AZ X 1) cDNA FJ3E chAQC2 FKIAH A, o mAQC2 W]
X5 A TG, f1 x fHE X AHER:

[0202] % FiRHEERE AR, #15 B mAQC2 FHE 5k pANDOS3 ] 0. 33kbPstI-BstETT
F B o0 [ 215 H 5a8 EAE UKL pLCBT 4B LB AL TE [ 2. 82kbPstI-BstBIT ik H B,
MTIAE mAQC2 T 5% 1] 77 X 1) cDNA Higs i Bl 5515 5 b ) 1 FH BR BT BRI AARAT 1 o 5a8 4247
T il CDA— %5 5 mAb ( 2 JL45) 40 Boon 2%, 2002, Toxicology 172 :191-203) . fF i3
JORL (PAND092) Zih 1) e A E Y, N- Ao 55 AH 28 mAQC2 BERE K N- R (DVKVVE ;SEQ 1D
NO :16) AHZE 5 MikIE.

[0203] 24 T K IE EBE N- K uim, MRS ) R 4 AF (1) 77 3548 FH USE %5 22 157 & (Amersham
Pharmacia Biotech) %J pAND092 HEAT FEAT A% (USE) 4%, QLD, Q3K, L4V, Q5V, Q6E Ht
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REEZS 5" GCA CCA GGT GCC CAC TCC GACGTC AAG GTG GTG GAG TCA GGG GGA GGC
TTA GTG 3" (SEQ ID NO :17) #uhd. it HFri AatTT F1 Hinf1 A7 siRH ERIF) PstI A7 s
SRS SR IR R b B o AR I I DNA IS IE SE L BE dm B e A o K LE AR SR 1) TUREFR A
pAND094 . ¥ pAND094 [£] 0. 43kb NotI-Hind 1T J BtA1TUR pEAGI6A (A A 1gG, 18 72 X 115
741 ) 1 1. 21kb HindITI-NotI Jy BV bl 2474 H pCEPAEBV FKiX#ifk (Invitrogen)
[¥) TR pCH269 1) NotT A7 55 o #4 AT 1S FURIFR A pANDO99.,

[0204]  #% Nk & B CE K. 15 H mAQC2 4% R 4% [X JFURL pANDOSI ] 0. 46kb EcoRI
B sg B 24T AR B pUC 1) pNNO9 5 [ 28 1k 28 1 1R I Ak 24 1) 2. Tkb 800k B B, B I
5" Notl A7 o 1 Amersham USE i) & ( W3¢ ) XTAT#3 0k pANDO91 HEAT 548, MM
TEGE AN 37 K G BelIT {7 fio 5|4 5" GGA GGC ACC AAG CTG GAG
ATC TAA CGG GCTGAT GCT GC 3’ (SEQ ID NO:18) ., @it BglIT Fl BstYT for i ) ie s %
JE H IEAR SR JBORE o 38 I DNA I P IE SE B 15 5URE pANDO93 1 (R e g i 741 . SR JE 415
H pAND093 ] 0. 44kb NotI-BglIT FHEN AR [X fy BUFI{S B FURL pEAGI63 (A A x FHElH
E X 145 )7 41)) (1] 0. 68kb BelI-NotI Jv Bl bl 22 pCH269 (WL E3C) ¥ NotI £z i, 7 4E
JEURL pAND102, & T P2 AR P BHITY « #2%5% (Q1E) , BS54 5" CAT AAT GTC CAG GGG
AGA AAT TGT TCTCAC CCA G 3’ (SEQ ID NO:19) %f pAND093 #:4T USE #5747, LAk Xmnl
AL s o I Xmn T A7 55 25038 > % e 587 Jiokiz o 18 ik DNA I J7IE SE Fr 43 JBURE pANDO97 H I
BBET A K43 H pANDO9T [ 0. 44kb NotI-BglIT #HEW AR X Fy BeFI1S B Bk pEAGI63 (15
AN x BEEEERX ) 1 0.68kb Bell-Notl B be [ 2 pCH269 ¥) NotT 7 s, 7 A2 BTk
pAND09S .,

[0205] iy T 7 A= chAQC2 LAk, ¥ R X K (chAQC2 T B 2 {& pAND099+chAQC2 4% i 4
& pAND102, FT chAQC2 T 5% %% 74 pANDO99+chAQC2 7 #4¥7 BH W7 ) %6 B 2 /& pAND09S) J: — %
Y a2 293-EBNA 4. KL% Yo7 (OPT AR ST WARIRE S Pk o X BRI AN 15 i N A0 1R A I 3 A
B 905 chb5e8 (KR T4 41 Elster 25,2001, Transplantation 72 :1473-1478 H {4 1
FLE CD154- ¢ 7 M mAb) B chCBE1L ( 14 T4 40 Browning %,1996, J. Biol. Chem. 271 :
24934-24938 [¥15;F FilE LT B R—FE55 1 mAb) 1¥) DNA 42 1A% L1 41 i o

[0206] &R HLAT I F5 DUAR o> WA B B, X RN 45 AF 35 R 380 AT A SR S PiiE
P N ESE S BEHUA I UIE AT I Western EN 50 M 3R BH 4 chAQC2 #5 4L 11 40 B BE LA
FALT B chbe8 F YL FIPE chCBELL 4% Yz 40 MK A& A 2o Wh B eI 2 8 o 53 4h,
13 B L YL A0 ) S5 PE B FRFE KT 2655 huVLA-1 ¥ K562 o 1 40 e (e, %o 4 (40 ik 4T FACS 43
Mro 25 BEH :chAQC2 Fifhr= 42K 0L T mAQC2 (YL E I, M5 E AL — #5 YL chbe8- 4
go 7 MR R AR YL KS62 a 1 41, 24k FHTBOK IR I 4 4y = A2 T ik A AQC2,
ik FACS ¥ 8 UESEiZ ik & AQC2 BEL VLA-1 24 HUA B7 AR AU e ale I (R R 4t BEL T 2 6 5%
[Fi A AQC2 fe 5 VLA-1 &5 2 DLEl 16A-D (75 F3Chitit ) .

[0297]  SEjifsl] 21

[0298] 7Szl H iR A mAQC2 B4 58 [ i AA AR AL I 7 1

[0299]  Z}HT mAQC2 FIAF[X o 4 FH AR FASTA H4 mAQC2 F2 B A H Ak i) A8 [X 5 /N BRI A
WARFEA P (Kabat 55, SCHRE 1) AHECA . RIFEBER] AR DX A2 /N bl VI AL A 7, 109
MR BRI ESFHA 89% A —M . ZXBIEXT N T A 1WA, 113 MR ESR )T
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T T2% ()[R 38 R IR AR X S/ TTTd AR IR 51 5 129 DN R 1) 58 7 )
H 86 % MR, HAEW AR XIEAT N T TTT W40, 130 AN FE B ) B FER) A 79 % K [F]
—

[0300]  H¥ Chothia 2%, Nature 342, pp. 877-883(1989) ¥ CDR 43 AHTEHI L. & X
TN IE RN T EIR AR AR RS FYUE T COR MW S5 i %, R, Aok i i
fRE X AT AL . mAQC2 (1) L1 M HEYE 1 28 (10 MRIEIER ), L2 24 1 28 (7T MREERIR ) ,
L3 A 128 (O AMERIEMER ) o HL 324 128 (B MIRIEMIIN ), H2 308 1 28 (16 PMRIENIH )
BeFE, H3 B LR AR TATATEE 5] o XTIk 624 55 42 2¢ 5 B (1) e iR L AR A FR 7E A
P HLAA

[0301]  J@ I 7E 1999 4F 9 H R K Kabat ZHE P& b 23 87 B /s BRI W A2 85 77 51, 058
mAQC2 THANEY WL IR R I o 415 G R mAQC2- I S itk 22 AR IR A A o, Tk 22 S T B
RNRE IR ES G o M A 40 M 5848 o I 5 B8 5 67 1 BEIZ AN 5 DL 1) mAQC2 B FE AN
DL N B SEAE N TRATU R A 7= A G g2 JEU PR SR AT, Bt o J5 i ik 5 mAQC2 1 B IR AN
DA AR L R B T (F) , 10 (L), F1 41 (K) sFIEERET i 4 (V) , 21 (A) F140 (1) . A
BT AR AR B X AN DL /N SRR AR I

[0302]  FESZR[AFX A RREAY . FEAEF R EER I P EA mAQC2 AR N B R LA o A W
A G5 ) A6 AR R A 7 mAQC2 B B N B BE — 4EAR AL . i ] FASTA, R ILARHE 5 5 vo B2 R P ik
ab57 (1CLOL) BA 82% HF4 IR —M, M EHE 5 W 6d9Fab B (1HYY) BAT 76 % /741 [A
— o A 2> AR /R A SYBYL (Tripos Inc. ), 2354 F abb7 (K HERT 6d9 [ 5%
7. mAQC2 BEBEFN BRI KB — YR 5. TEOCRM b VP ALY (1) S5 04 58 B, IR I 451
SEEEME G,

[0303] il EAWARX o A PR T VEE R NS AR L LA 4527 mAQC2 ) CDRo 55—
Tt I [FYR TR, 55 — Ry o @ A LA N Tg Jeall. e RIUEME i, AF
PAFFESY FASTA F1 BLAST #: 2 Kabat $# % . £ H NCBI, ENTREZ ( [ 37 fid FERF 5T AT ) 193ES:
REARFER Incyte BP0 2 . ARIE mAQC2 A HEFT AFIZE (R LART M A JEAL BRI R 2241 )
el 1115100 5271 ) i R ¥ TR EN 0B/ /B EP N Y AR

[0304] 53 #% % GENBANK % 3% 5 24 gi :587330( A x T WF 41 Vk —1c147) (1) % 9% Bk &
A AR XA DR A BR O B O N YR AL BUAR I 32 85 (Welschof %%, J. Tmmunol. Meth. 179 :
203-14(1995)) » ¥ Amulcll (Kabat 1D 044469 ; A 111 W41 ) MIZREHEE T NIEAL AR T
% (Huang 2%, J. Immunol. 151 :5290-300 (1993)) .

P o B TEAT AT B IE] A S AR I SR B T LB AR 1 A A3 B
Humanization bY Design %5 /i :http://mathbio.nimr.mrc. ac.uk/jsaldan F1 http:
www. crvst. bbk. ac. uk/ ~ ubcg07s. LRI IR A « 858 (12 AR B AV AR 2k L 7 i A
FRIEFNGENT 45 G 07 S ANE WL BRARSE . T34, )N 25 FE T i CDR SZ4%°F & 16 “Uiehs )L
7 B L (Foote 2%, J Mol. Biol. 224, p. 487 (1992)) FI&EIT CDR H3 [Ivk .

[0306]  fIFE 1 FioR, HEF— 4 AR B ERE it 4 FhEM LR . Wil FPETEVCE N &F
SV 4 R ERIER PRI R (FRR huAQC2-h1 AT —h2) , T8 ik L4 FE 51 DU EE Bt ) 7 A
FEER (huAQC2—cl Fl —c2) » MBI :huAQC—h1 BEHEFI huAQC—c1 B4HE 741 J& A1 ]
iR
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[0307] 3 1.mAQC2. huAQC2 F1 A K4 ZE K] 4]

[0308]

Vk-1c147

huAQC2-h2
huaQC2-h1 -

maAQC2
huAQC2-cl
huaQC2-c2

Vk-1cl47
huAQC2-h2
huaQC2-hl
MAQC2
huAQC2-cl
huaQC2-c2

Vk-1cl4a?
huaQC2-h2
huaQC2-hl

‘MAQC2

hurQC2-cl
huAQC2-c2

Vk-1cl47
huaQC2-h2
huAQC2-hl
mAQC2
huaQC2-cl
huAQC2-c2

ek

D--M--8-8SL---V-DR--I--%
------8-88L---V-DR--I--
--c---8-8SL---V-DR--I-~

- QIVLTQFPALMSASPGEKVTMTC
. --Q---8-8SL---V-DR--I--

i-Q---8-8SL---V-DR--I--

. CDR1 , -ER2

R--Q-ISYLN —----- GKA--LL--
R it GKA--LL--

__________ cemeeeGKA-—m -

SASSSVNHMF  WYQOKPKSSPKPWIY
________________ GKA=-=~=-==~
---------------- GKA--LL--

CDR2 FR3

AA-S-0Q- - R e DFT----- LQP--F-----
---------- §------~--D-T-~----LQP~-F~----
------- ---8------~--D-T-----LQP--F~---~
LTSNLAS GVPARFSGSGSGTSYSLTISSMEAEDAATYYC
---------- §---------D-T-----LQP--F----~
---------- §------~--D-T-----LQP~-F-~---
CDR3 FR4 EREA
--SYST-L- = ==--=-- V--- 25
--------------- Vo= 21
--------------- V--- 19
QQWSGNPWT FGGGTKLEIK* * 0
--------- --Q---V--- 21
--------- --Q---V--- 23
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T4k
FR1 CDR1
AMU1C11 E-QL-=nw=-- IQ0----- R-S-==--- TV-  SNY--
huAQC2-h2 E-QL--=---=- I10----- R-S-cmmmw Toe come-
huaQCc2-h1 --QL--=-nnu- Q----- R-8=-mwmwion  Tioaoo
mAQC2 DVKVVESGGGLVKPGGSLKLACAASGFSFS RYTMS
huaQC2-cl ~=QUi----mmm- Q----- R-S--==ccmcn cmen-
huaQC2-c2 E-QL------u-Q-mmun R-S--~--- T--  -----
FR2 CDR2

AMU1C11 ~-=--A-G~G----8 V-YS~--§---A----- :
huaQC2-h2 -===RA-G-G-=nits  c-mcmeeeoeeaaaoo
huAQC2-hi —==-A-G-Gmmmm-  mmmem—eaemeooloo
mAQC2 WVRQIPEKRLEWVA TISGGGHTYYLDSVKG
huaQCc2-c1 ~==-BA-G-G----~ ~mmedeeeoeooo-
huAQC2-c2 ====RA-G-G-==-% —m-eecceomeoo

[0309]

_ FR3 CDR3
AMU1Cll @ - --e-e- o N---A----V---AS IRFLEWS--Y
huAQC2-h2  ---cw-=-e-- S-c-c-ne- R U
huaQC2-hl @ ----cew- R Ne-cBo-moVeomeme  ccteccao-s
mAQC2 RFTISRDNAKNTLYLQMSSLRSEDTAMYYCTR GFGDGGYFDV
huaQC2-c1 =-=---=- L N--wBA-woeVeomemn  acoeeoooo.
huapCc2-c2 -------- S----ovn- NecoB-mmoVeomeoe ceeeeeeo o
FR4 ER T 4L

AMU1Cl1l1 @2 @ ~,---- L--~--- 20
huaQC2-h2 @ ~=--- L----- 16
huaQC2-hl @ ----- Li----- 13
mAQC2 WGQGTTVTVSS** * 0
huAQC2-cl =----- L--~-- 13
huaQC2-c2 ~---- L=~~~ 15
* A5 £ 75 mAQC2 £ A B A 5|t F) —ik,
**SEQ ID NO:1 ¢ 4.
***SEQ ID NO:2 # 4.

[0310]  FICRHTIE—2E[H R RAZ,

(03111 (1) #4585 .

[0312]  1D- > Q FATH EM LA P UATIZ A, N LLAT R A 525 (#1401 Kolbinger

%%, Protein Eng. 6, p. 971(1993)) WE7R T iZRAX THUR S & I EENE

[0313]  AM- > L ibs RERZE, 7T A B e IR E

[0314]  46L— > P iZFRFEEIE S TR, 2 liEhn 7%, (UAE h1 Fil ¢l hIREE
[0315]  A7L— > WiFhn RORZE, {NAE h1 il cl IR

[0316]  71F- > Y iZFRFEA T HEERIIEAE, /A BT IRE .

[0317]  (2) 4% -

[0318]  1E- > DAXAE h1 (Bl c1) FiAT IR 5= 584 .

[0319]  12T- > VEREE T fE NP AV L, ANAE h2 TP IR o

[0320]  28T- > S ik AL, ANAE hl PR .

[0321]  29V- > F VG sRIE, /A e A IR
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[0322]  49S- > A Jiphs RURZE, TR A EA L AP R .

[0323]  93A- > T Jigbr RUERFEA T AR, 78 A A TE AP IR

[0324]  94S— > R #uhR I, FE A E A E X P IR B .

[0325]  4n LTIk, 4§ A chAQC2 W] 7% X kA Ay S afiAsi i , 8 it USE 15748 il % huAQC2 W] A%
KXo NZZARRISE ( “FR”) cDNA J31) & Kabat#Z37334 ( 54% ) 1 Kabat#U00490 ( EHE ). H
BT SAR R JURL, T N DTER AR DA BRI A7 p o 30 Ik PR PR A R AR 4 T R
AR FURE . 38 I DNA I J30E S8 BT 15 BURLH (AT AR X cDNA J3471)

[0326] i fH FHFUR pANDO94 A BER il 2% h1 Al cl e ERE (WEHMIE ) . L5149
J& sFRLE |45’ GGT GCC CAC TCC GAC GTC CAG CTG GTCGAG TCA GGG GGA GGC TTA GTC CAG
CCT GGA GGG TCC CTG AGACTC TCC TGT GCA GCC TCT GGA TTG 3’ (SEQ ID NO :20),i%5|
WS N T Taql A1 Pvull A7 45, FEIE% T Ddel A7 45 sFR2 54 57 ATG TCT TGG GTT CGCCAG
GCT CCG GGG AAG GGG CTG GAG TGG GTC GCA ACC 3’ (SEQ IDNO :21), %3S N T Neil
A7 15, THER T BspEL Al Barl £7 4 ;FR3 5[4 5” TTCACC ATC TCC AGA GAC AAT TCC AAG AAC
ACC CTG TAC CTG CAGATG AAC AGT CTG AGG GCC GAG GAC ACA GCC GTG TAT TAC TGTACAAGA
3’ (SEQ ID NO :22),Z5|MS N T PstI #l Ddel £ £ 81 FR4 514 5 TGG GGC CAA GGT ACC
CTG GTC ACC GTC TCC TCA GGT GAG3’ (SEQ ID NO :23), %5 SN T Kpnl FlEco01091 £i7
Mo FT#3 h1 (Rl c1) BEREFUR PR A pAND104,

[0327] A FH T AL 59, Lh pAND104 A B4R i) 2% c2 T X EBE - 3 N Acel f7 511
FRL 314 5" TCC TGT GCA GCC TCT GGA TTC ACC TTC AGT AGGTAT ACT ATG TCT TGG GTT
3" (SEQ ID NO :24) ;F13 A Fspl £ fiFFiH R AatIT A7 s FRL 5145 GCA CCA GGT GCG
CAC TCC GAG GTC CAG CTGGTC GAG TCA 3' (SEQ ID NO:25). Jf3 c2 BEHETR R A
pAND115,

[0328] A4 H 4154, LA pAND115 St il 46 h2 JE X B EHE :FR1 514 5' GAG TCA GGG
GGA GGC TTA ATC CAG CCT GGA GGG TCC CTG3' (SEQ ID NO :26),iZ5|4#Wk: T Ddel fif
Mo TS h2 FEHEFOREPR A pANDL13,

[0320] 2 T4k huAQC2 BRI R IAE MK, #4415 H pAND104 . pAND115 B pAND113 [¥] 0. 43kb
NotT-HindITT HEHE 1] 4 [X F Bt F1S H pEAGI64 ( WL 3 ) 1 1. 21kb HindITT-NotT Jy Bt
Vb e [ 42 pCH269 ( WL E3C) 1 NotI A7 il ¥ T 15 55 5E R 18 BURL 73 I FR i pAND114 (h1)
pAND121 (c2) Fl1 pAND124 (h2) ,

[0330] s FHJBURL pANDO93 AR il ¢ h1 TE X 428k, 572519072 :FRL 545" CAA ATT
GTT CTC ACC CAG TCT CCA TCC TCC CTG TCT GCG TCTGTA GGG GAC AGA GTC ACC ATC ACA
TGC AGT GCC AGC TCA 3’ (SEQID NO :27),iZ5|#)7HR% T BstEIT Fl PstI £7 /4 ;FR2 514
5" TTC TGG TATCAG CAG AAG CCC GGG AAA GCC CCC AAA CCC TGG ATT 3’ (SEQ IDNO :
28) , ZGI1M' SN T Neil A5 sFR3 145’ GCT TCT GGA GTC CCT TCACGC TTC AGT GGC
AGT GGG TCT GGG ACA GAT TAC ACT CTC ACAATC AGC AGC CTG CAA CCT GAA GAT TTT GCC
ACT TAT TAC TGCCAG 3" (SEQ ID NO :29), %514 S AN T Ddel £i7 55 FF7HRER T Eco0109T F
Avall f7 55 ;A FRA 545" GGT GGA GGC ACT AAG GTG GAG ATC TAA CGGGCT 3’ (SEQ ID
NO :30) , %5 F N T Ddel M1 Sty £7 . FTfE hl B4 FORIALFR A pAND103,

[0331]  fE I F 41514, LA pAND103 A i & h2 JE X B HE :FR2 514 5’ CCCGGG AAA
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GCG CCC AAA CTC CTG ATT TAT CTC ACA TCC 3’ (SEQ IDNO :31),i%5 |45 A\ T Hhal i
Haell f7 5l JIT1S h2 555 SR FR A pAND116.

[0332]  cl JEAHIERBEAT H BURL pAND103 A AsEtse, JH48 R #1514 :FR1 514 5" GCC TCA
GTC ATA ATG TCC CGG GGA CAA ATT CAG CTC ACC CAGTCT CCA TCC 3' (SEQ ID NO :32),
ZEI'$ N T Smal Ncil Fl Hpall 4755 sFR4 514 5" GGT AAC CCG TGG ACG TTC GGT CAG
GGC ACT AAG GTGGAG ATC TAA CGG GCT 3' (SEQ ID NO :33),iZ5|# S N7 Bspl2861 fif
Mo 1T el BBE R PR A pAND118,

[0333]  c2 B HIERHEAT F FURL pANDL16 AR, 48 A R 40514 :FR1 514 5" GCC TCA
GTC ATA ATG TCC CGG GGA CAA ATT CAG CTC ACC CAGTCT CCA TCC 3' (SEQ ID NO :34),
Z5 'S N T Smal Ncil Fl Hpall 4755 ;FR4 514 5' GGT AAC CCG TGG ACG TTC GGT CAG
GGC ACT AAG GTGGAG ATC TAA CGG GCT 3’ (SEQ ID NO :35),iZ5|#) S AN T Bspl2861 {if
Mo FT1T c2 BBE TR PR A pANDL19,

[0334] 24 T E huAQC2 FRHEM R, 43 B pAND103.pAND116.pAND118 5% pAND119
[ 0. 44kb NotI-BgllI #£BEn]AZ X A BLFI3 H pEAGI63 ( W, 30 ) 1 0. 68kb BclI-Notl A
BOW 5ol 22 pCH269 ( W, F3C) I NotI A7 fmie K Pt BER IR BLAR 73 PR A pANDL17 (hl) |
pAND120 (h2) . pAND122 (c1) Fl pAND123 (c2) o

[0335] M5 RIEERAARILEL YL 52 293-FBNA 41 i, K60 4% G4 B i) P R 2 A AR S 1 o K ol
B G A M AR X B F A B2 S D0 R g MO R AN 2k H 85 95 2 o RHDTTE D)
(P - NEREARREGUA ) UHAT Western EIEE/3 7, 45 AR W] -huAQC2- % Y4t iu e
DLZEABLT chAQC2— B YL 4t B i) 7K P& A R4 o3 b B REFH 255 .

[0336] SN )5 AT LRIt 1T B e He 4l i () 45 0 15 7 BE e A ) R 1k VLA-1 1) K562 o 1 40 fiffAT
FACS 43 #r. Ak, fEUK B4 K562 a 1 4 e 5 4 F 35 FR B OR3E 120 43 8h. 4R )5 I FACS 22
(% 5% FBS 0. 05% SR AN PBS) F 4l Hudi ¥k 3 K. W wkik (1) 40 e Fo8r 8% T2
Wb, 7K B 5 PE- 4 & HHt - A 1gG(H+L) (Jackson ImmunoResearch Labora—tories,
Inc.) fR¥EL 30 7380 PRI 5, Fl FACS S ifs 4 Huds ok 3 Ik, BB &% T FACS 2l
T B R TR 2, Hob HuAQC2-h1 $RF72 B h 2000 huAQC2 EHE (HC) Fhl FEX
1) huAQC2 324k (LC) ZHRfy mAb ( W3 1) o Z5BIHh, huAQC2-h2 J2 i h2 JE A S 42 Ak
H R mAb, huAQC2—cl J2 1 c1 JE B RE R 258 20 i) mAb, huAQC2-c2 2 2 JEA K
RN BEA BT mAb. FEIZER A, AHN MPT $8 20—k 22 F BHIWT chAQC2 Bl 8231 i
GERBEYIMPT e BT s B0 R R PR IR 3L Je (R~ 2 . XS8R R B AHXT T chAQC2 Ty
=, huAQC2-h2 1 —c2mAb Et huAQC2-h1 Fil —cl &5&515% .,

[0337] % 2. @i chAQC2 FI1 huAQC2 XT K562 a 1 Z4H fiwik4T FACS 4Lt

[0338]
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244 4 A%t MFI
chAQC2 pAND102 pANDO099  1.00
huAQC2-hl pANDI117 pANDI114  1.50
huAQC2-h2 pANDI120 pANDI124  0.64
huAQC2-cl pANDI122 pANDI114  1.50
huAQC2-c2 pAND123 pANDI121 0.68
huAQC2 LC cl/HC c2 pANDI122 pANDI121 2.21
huAQC2 LC ¢2/HC ¢l pANDI123 pANDI114  0.76
huAQC2 LC R# LM ¢4 cI/HCc2  pANDI150*  pANDI21  0.75
huAQC2 LC L46P c2/HC c2 pANDI133** pANDI21  1.50
huAQC2 LC L47W ¢2/HC c2 pAND132*#* pANDI21  1.00
* 4 AL ELAT R AR PR BT 69 N-R 3% Q1D ¢ huAQC2 LC cl.
*x 45 i LA 1L46P 45 huAQC2 LC c2.
**x 40 20 ELAT L4TW #) huAQC2 LC c2.,

[0339]  JCHIAEHEFH chAQC2 FT huAQC2-h1, h2, —c1 Fl —c2 FL#L Yy 293-EBNA 40 e, FH A &
1 —Sepharose 2L 555 7238 TP PR, 1l IE FACS Rl 2ift mAb (3G . 7VEUTE -

[0340] 1. EIREG AT TR, X273 A PUR R T (K 40 AT v 4
[0341] 2. PLIE4NHIFLL 2. 5e5 A4 /ml ()% fE FHRTE T FACS il (& 5% FBS

H10. 02% ZEALHIET PBS) o

[0342] 3. % 1001 1 40 AN 96 L V KT FEAR LA o

[0343] 4. H] FACS Z&i i, A 3 u g/ml FFahil& 1 ¢ 3 HELMREH) AQC2.
[0344] 5. DL 800X g YLic 4l 5 438, Rl IR AR 22 8o

[0346]
[0347]
[0348]
[0349]  10. 7EUK BARIR 30 70 %h,

[0350]  11. ¥EPREEFEMR (W b30)

- AEUK BRI 2 /N

[0351]  12. B4 E B &IF T 251 1 FACS ZZPyE .
[0352]  13. 5 E.0» FACS & LLIIR B IJESEA 50 u 1 yAK.
[0353]  14. B Jm e FFUCEE 5000 EH1F.

[0354]
huAQC2-h1 Fil —c1 45152,
[0355]

42

3
4
5
[0345] 6. L4 ML EHBIZT 100 0 | LESMBEN RANPTAD
7
8
9

BRI FRAR, LA 800 X g YTIEA ML 3 438D, 2 MUEE IR LA R 25201 o
A R EE T 100 1 1SS 5t iR (I FACS 2 ifi®E 100 £i5) Ho

AR R T B 17, X 285040 4F 52« 45 % T chAQC2 1 =, huAQC2-h2 Fil —c2 Lt

BE— 2B AT huAQC2 FEAT X B 3, I =20k e AT ih 7 R 18 MR 1k 1 A&
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HL EM R R R . ATIRG - M - SRS FE G DU % 8 2 5 A Tt
huAQC2-c2 A RN AR G5 &5 & . L YR (L5572 59 W Be NV A D) T 2 588E (H
pAND123 4 H5 ), %45 o1 B85 ( HH pAND122 4wfi ) 1812 WA A FR2 XI5 (1 W A ik 3
P46L FI WATL,

[0356] & TS E XA P I AR H B A B DTk, MBS 2 BRRERIAEUA . i
F pAND119 Jg 455, LL3 N Hhal Fl Haell {7 mi 1522549 FR2 514 5’ GGG AAA GCA CCC
AAA CTC TGG ATC TAT CTC ACA TCC AAC3' (SEQ ID NO :36) 4 c2 5B LATW AR 1K, BRI
JiURL pAND125 . 18 B pAND119 g #i4R, LLS: N BsaHI \Ban1 F NarI £i7 s (15255 |4 FR2 5147
5" AAG CCC GGG AAG GCG CCC AAA CCC CTG ATT TAT CTC ACA TCCAAC 3’ (SEQ ID NO :
37) %% c2 FBEM L46P AR 4K, BIFURE pAND126, 38145 B pAND125 5 pAND126 (] 0. 44kb
NotI-Bgl1l B85 n] A5 X Fr B F113 [ pEAG963 ( W, 32 ) f#) 0. 68kb Bell-Notl }y BtV vof
£ pCH269 ( L E3C ) 1 NotT 437 £, il 4% HIX 28351 huAQC2 ik (1R IR E AR . ¥ BT A 0N 43
WIFR K pAND132 ( B A5 LATW f) c2) F11 pAND133 ( B L46P i c2) .

[0357]  FHAEA™ huAQC2 EEHE ORI MUHT I AR BE BRI BT 2o e TGS FACS KX 85 VLA-1 455 .
AR R (LATW M B R NBENE LS G . L46P 584X BE N E 45 & 26 104, (B AR X T huAQC2
A1 (K 2, W E30) BAT AT S ECS0 A e, Xeegh RRH Sead aiE R ER
PRI R

[0358] £ FE R R AR PHIBT I c1 3288, IR 4 QID ZRARm] g A2 — > B AJ5AL 7% FE . H
FEH pAND118 FIR F1115 722 5 | W) il 25 PR A pAND148 1) Q1D 2244 :FRL 5141 5’ GTC ATA ATG
TCC CGG GGA GAT ATC CAG CTC ACCCAG TCT 3’ (SEQ ID NO :38), Frid5|#)wm] S NGB
EcoRT 47 5 35 Bk Apol 47 o K45 H pAND148 [1] 0. 44kb NotI1-Bgl 1T B4 n AF X f
BUF1S B pFAGI63 (1) 0. 68kb Bell-Notl i BLF 7a B 45 pCH269 ) Not1 A7 £, 7= AL et ik
Bk pAND150 ( B AT A BE BHIT Y N- 2K Q1D ) c1) , AT il £ tH 5 J5 — 1> huAQC2 Fet A8 £k
[FRIE AR FER ARG PAW RS c2 EHEMILRIE (R “huAQC2LC A4 FHITIF c1/HC
c2”FR A huAQC2-c4) Z5[7] T “huAQC2LC c1/HC c2” (FR A huAQC2-c3) . ik FACS iIFsE3
15 VLA-1 1 K562 a 1 4ifig B VLA-1 456 (K 2) .

[0359]  FH chAQC2 11 huAQC2-h1, -h2, —cl, —c2, —c3 Fl —c4 FLHE Y 293-EBNA 40 L. 7F A
H [ -Sepharose b2l 535 7RI I PLAR . A 44k mAb By (B 17 F18) o K
HuAQC2-c3 S+ A IR 254, RA S IR E 5 chAQC2 B IN2B4BL . 4R J5 ¥ 1 28044 LL7F CHO 4 iy
rhfaE I8 huAQC2—c3. #UAEH huAQC2c1LC BY c2HC ) cDNA, 5” F11 37 UTR 4[4, i it
PRI TR 7 VA B C— R o () Z B ik 2R LA DR D B 28— 1 o e 3804402 pAND162 (4%
HE ), pAND160 ( EEHE ) o ASCHT I huAQC2—c3 AKX 4 hAQC2,

[0360]  hAQC2 [I5EHEZ KA T o

[0361]  #2%E ( Jiuki :pAND162)

[0362] 1 QIQLTQSPSS LSASVGDRVT ITCSASSSVN HMFWYQQKPG KAPKPWIYLT

[0363] 51 SNLASGVPSR FSGSGSGTDY TLTISSLQPE DFATYYCQQW SGNPWTFGQG

[0364] 101 TKVEIKRTVA APSVFIFPPS DEQLKSGTAS WCLLNNFYP REAKVQWKVD

[0365] 151 NALQSGNSQE SVTEQDSKDS TYSLSSTLTL SKADYEKHKV YACEVTHQGL

[0366] 201 SSPVTKSFNR GEC(SEQ ID NO :3)
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[0367]
[0368]
[0369]
[0370]
[0371]
[0372]
[0373]
[0374]
[0375]
[0376]
[0377]
[0378]

HHE (JFURL :pAND160)

1 EVQLVESGGG LVQPGGSLRL SCAASGFTES RYTMSWVRQA PGKGLEWVAT

51 ISGGGHTYYL DSVKGRFTIS RDNSKNTLYL QMNSLRAEDT AVYYCTRGFG

101 DGGYFDVWGQ GTLVTVSSAS TKGPSVFPLA PSSKSTSGGT AALGCLVKDY

151 FPEPVTVSWN SGALTSGVHT FPAVLQSSGL YSLSSWTVP SSSLGTQTYI

201 CNVNHKPSNT KVDKKVEPKS CDKTHTCPPC PAPELLGGPS VFLFPPKPKD

251 TLMISRTPEV TCWVDVSHE DPEVKFNWYV DGVEVHNAKT KPREEQYNST

301 YRVVSVLTVL HQDWLNGKEY KCKVSNKALP APIEKTISKA KGQPREPQVY

351 TLPPSRDELT KNQVSLTCLV KGFYPSDIAV EWESNGQPEN NYKTTPPVLD

401 SDGSFFLYSK LTVDKSRWQQ GNVFSCSVMH EALHNHYTQK SLSLSPG (SEQ IDNO :4)
HEERE AR Z I IR 5 W F s .

A. chAQC2 E % (pAND099) (SEQ ID NO :39 #1140, §i—Nm T & K AL R A, )5

— S IRIEZ TS, S T A AR RO )

[0379]
[0380]
[0381]
[0382]
[0383]
[0384]
[0385]
[0386]
[0387]
[0388]
[0389]
[0390]
[0391]
[0392]
[0393]
[0394]
[0395]
[0396]
[0397]
[0398]
[0399]
[0400]
[0401]
[0402]
[0403]
[0404]

1
GACGTCAAGGTGGTGGAGTCAGGGGGAGGCTTAGTGAAGCCTGGAGGGTCCCTGAAACTC
Db v XK Vv ESGGGILVKU®PGOGS LKL
61
GCCTGTGCAGCCTCTGGATTCAGTTTCAGTAGATATACTATGTCTTGGGTTCGCCAGATT
ACAASGFSFSRYTMS WV R I
121
CCGGAGAAGAGGCTGGAGTGGGGTCGCAACCATTAGTGGTGGTGGTCACACCTACTATCTA
P EKIRILEWVATTISGGGHT YL
181
GACAGTGTGAAGGGCCGATTCACCATCTCCAGAGACAATGCCAAGAACACCCTGTACCTG
b S VK GGRFTTISRDNAIKNTL L
241
CAAATGAGCAGTCTGAGGTCTGAGGACACAGCCATGTATTACTGTACAAGAGGTTTTGGA
Q M S S LRSEVDTAMYYCTR G G
301
GACGGGGGGTACTTCGATGTCTGGGGCCAAGGGACCACGGTCACCGTCTCCTCA
b6 GY FDVWGEGQGTTV TV SS
B. hAQC2HC h1 A c1 (pAND114) (SEQ 1D NO :41 F1 42)
1
GACGTCCAGCTGGTCGAGTCAGGGGGAGGCTTAGTCCAGCCTGGAGGGTCCCTGAGACTC
b v L VESSGGSGTLV QP GG S LR L
61
TCCTGTGCAGCCTCTGGATTCAGTTTCAGTAGATATACTATGTCTTGGGTTCGCCAGGCT
S CAASGFSFSRYTMS WV R A
121
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[0405]  CCGGGGAAGGGGCTGGAGTGGGTCGCAACCATTAGTGGTGGTGGTCACACCTACTATCTA

[0406] P GKGLEWVATTISGSGSGHT YL
[0407] 181

[0408]  GACAGTGTGAAGGGCCGATTCACCATCTCCAGAGACAATTCCAAGAACACCCTGTACCTG
[0409] D SVEKGRTFTTISRDNSZE KNTLYL
[0410] 241

[0411]  CAGATGAACAGTCTGAGGGCCGAGGACACAGCCGTGTATTACTGTACAAGAGGTTTTGGA
[0412] Q M NSLRAEDTAVYYTCTTRG G
[0413] 301

[0414]  GACGGGGGGTACTTCGATGTCTGGGGCCAAGGTACCCTGGTCACCGTCTCCTCA

[0415] D GGYTFDVWGQGTTLVTV SS
[0416]  C.hAQC2h2 E4%E (pAND 124) (SEQ ID NO :43 fil 44)

[0417] 1

[0418]  GAGGTCCAGCTGGTCGAGTCAGGGGGAGGCTTAATCCAGCCTGGAGGGTCCCTGAGACTC
[0419] E V Q L V E S G G G L T Q@ P G G S LR L
[0420] 61

[0421]  TCCTGTGCAGCCTCTGGATTCACCTTCAGTAGGTATACTATGTCTTGGGTTCGCCAGGCT

[0422] S CAASGFTT FSRYTMSWV R A
[0423] 121

[0424]  CCGGGGAAGGGGCTGGAGTGGGTCGCAACCATTAGTGGTGGTGGTCACACCTACTATCTA
[0425] P GKGLEWVATTISGSGGHT YL
[0426] 181

[0427]  GACAGTGTGAAGGGCCGATTCACCATCTCCAGAGACAATTCCAAGAACACCCTGTACCTG
[0428] D SVEKGRTEFTTISRDNSIEKNTLYL
[0429] 241

[0430]  CAGATGAACAGTCTGAGGGCCGAGGACACAGCCGTGTATTACTGTACAAGAGGTTTTGGA
[0431] Q M NS LRAEDTAVYYCTTR RG G
[0432] 301

[0433]  GACGGGGGGTACTTCGATGTCTGGGGCCAAGGTACCCTGGTCACCGTCTCCTCAGG
[0434] D GGYTFDVWGQGTTLVTV SS
[0435]  D.hAQC2c2 FEHE (pAND121) (SEQ 1D NO :45 Al 2)

[0436] 1

[0437]  GAGGTCCAGCTGGTCGAGTCAGGGGGAGGCTTAGTCCAGCCTGGAGGGTCCCTGAGACTC
[0438] EVQLVESGGSGLVYQQPGGSILL
[0439] 61

[0440]  TCCTGTGCAGCCTCTGGATTCACCTTCAGTAGGTATACTATGTCTTGGGTTCGCCAGGCT
[0441] S CAASGFTTFSRYTMSWV R A
[0442] 121

[0443]  CCGGGGAAGGGGCTGGAGTGGGTCGCAACCATTAGTGGTGGTGGTCACACCTACTATCTA
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[0444] P G K GLEWV ATTIT SGGGH T YY L
[0445] 181

[0446]  GACAGTGTGAAGGGCCGATTCACCATCTCCAGAGACAATTCCAAGAACACCCTGTACCTG
[0447] DS VK GRFTTISRDNSIKNTLY L
[0448] 241

[0449]  CAGATGAACAGTCTGAGGGCCGAGGACACAGCCGTGTATTACTGTACAAGAGGTTTTGGA
[0450] Q M NS LU RAEDTAVY Y CTR GF G
[0451] 301

[0452]  GACGGGGGGTACTTCGATGTCTGGGGCCAAGGTACCCTGGTCACCGTCTCCTCAGG
[0453] D GGYFDVWGQ GTUL VTV S S

[0454]  E. chAQC2 #%FH T H¥I42%E (pAND102) (SEQ ID NO :46 Fi1 47)

[0455] 1 CAAATTGTTCTCACCCAGTTTCCAGCACTCATGTCTGCGTCTCCAGGGGAGAAGGTCACC
[0456] Q T VLTOQFPALMMSASTPGTEKT
[0457] 61

[0458]  ATGACCTGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCAAAA

[0459] M TCSASSSVNIHMEWYQQ KP K
[0460] 121

[0461]  TCCTCCCCCAAACCCTGGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTGCTCGC
[0462] S SPKPWIVYLTSNILASG GV PAR
[0463] 181

[0464]  TTCAGTGGCAGTGGGTCTGGGACCTCTTACTCTCTCACAATCAGCAGCATGGAGGCTGAA
[0465] F S G¢GS G S GTSY SLTTIT S S MEAE
[0466] 241

[0467]  GATGCTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTGGAGGC
[0468] DAATY Y CQQW S GNPWTTF G G
[0469] 301 ACCAAGCTGGAGATCAAA

[0470] T K L E I K

[0471]  F.hAQC2h1 #4%% (pAND 117) (SEQ ID NO :48 F 49)

[0472] 1 CAAATTGTTCTCACCCAGTCTCCATCCTCCCTGTCTGCGTCTGTAGGGGACAGAGTCACC
[04737; Q@ I VL T @ S PSS L S A SV GDR RT
[0474] 61

[0475]  ATCACATGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCCGGG

[0476] r T ¢S ASSSVNHMTFEFWY QQ KP G
[0477] 121
[0478]  AAAGCCCCCAAACCCTGGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTTCACGC
[0479] K AP KPWIYLTSNILASSG GV PSR
[0480] 181

[0481]  TTCAGTGGCAGTGGGTCTGGGACAGATTACACTCTCACAATCAGCAGCCTGCAACCTGAA
[0482] FSG6GS G6GS G6TDYTLTTIT S S L QP E
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[0483] 241

[0484]  GATTTTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTGGAGGC
[0485] DFATYYCQQWSGNPWTTF G G
[0486] 301 ACTAAGGTGGAGATCAAA

[0487] T KV E I K

[0488]  G.hAQC2h2 %4% (pAND 120) (SEQ ID NO :50 F1 51)

[0489] 1

[0490]  CAAATTGTTCTCACCCAGTCTCCATCCTCCCTGTCTGCGTCTGTAGGGGACAGAGTCACC
[0491] Q I V_LTQSPSSLSASVYGDR RVT
[0492] 61

[0493]  ATCACATGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCCGGG
[0494] I TCSASSSVNUHMTEUWYQQ K G
[0495] 121

[0496]  AAAGCGCCCAAACTCCTGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTTCACGC
[0497] K APKLLTIYTLTSNLASG GV PSR
[0498] 181

[0499]  TTCAGTGGCAGTGGGTCTGGGACAGATTACACTCTCACAATCAGCAGCCTGCAACCTGAA
[0500] F'SGSGSGTDYTLTTISS L Q E
[0501] 241

[0502]  GATTTTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTGGAGGC
[0503] DFATYYCQQWSGNPWTTF G G
[0504] 301 ACTAAGGTGGAGATCAAA

[0505] T KV E I K

[0506]  H. hAQC2cl £ (pAND122) (SEQ ID NO :52 il 1)

[0507] 1

[0508]  CAAATTCAGCTCACCCAGTCTCCATCCTCCCTGTCTGCGTCTGTAGGGGACAGAGTCACC
[0509] Q I Q LT Q SPSSLSASVYGDR RVT
[0510] 61

[0511]  ATCACATGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCCGGG
[0512] I TCSASSSVNUHMEUWYQQ K G
[0513] 121

[0514]  AAAGCCCCCAAACCCTGGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTTCACGC
[0515] K AP KPWIVYLTSNLASG GV PSR
[0516] 181

[0517]  TTCAGTGGCAGTGGGTCTGGGACAGATTACACTCTCACAATCAGCAGCCTGCAACCTGAA
[0518] F'SGSGSGTDYTLTTISS L Q E
[0519] 241

[0520]  GATTTTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTCAGGGC
[0521] D FATYYCQQWSGNPWTTF G G
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[0522] 301 ACTAAGGTGGAGATCAAA

[0523] T K V E I K

[0524]  1.hAQC2c2 #4% (pAND123) (SEQ ID NO :53 Fl 54)

[0525] 1

[0526]  CAAATTCAGCTCACCCAGTCTCCATCCTCCCTGTCTGCGTCTGTAGGGGACAGAGTCACC
[0527] Q T Q L T Q SPSSLSASVGDR RVT
[0528] 61

[0529]  ATCACATGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCCGGG
[0530] I TCSASSSVNHMTFUWYQQ K G
[0531] 121

[0532]  AAAGCGCCCAAACTCCTGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTTCACGC
[0533] K APKLLTIYLTS SNTLASTGVPSR
[0534] 181

[0535]  TTCAGTGGCAGTGGGTCTGGGACAGATTACACTCTCACAATCAGCAGCCTGCAACCTGAA
[0536] FSGSGSGTDYTULTTI S S L Q E
[0537] 241

[0538]  GATTTTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTCAGGGC
[539] D F A T Y Y CQ Q WS GNUPWTF G G
[0540] 301 ACTAAGGTGGAGATCAAA

[0541] T K VE I K

[0542]  J. chAQC2 AR A PHWTIKFE5E (pANDO9S) (SEQ ID NO :55 Fil 56)

[0543] 1

[0544]  GAAATTGTTCTCACCCAGTTTCCAGCACTCATGTCTGCGTCTCCAGGGGAGAAGGTCACC

[0545] E I vLTQFPALMSASUPGE KV T
[0546] 61

[0547]  ATGACCTGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCAAAA
[0548] M TCSASSSVNUHMEWYQQ KP K
[0549] 121

[0550]  TCCTCCCCCAAACCCTGGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTGCTCGC
[0551] S SPKPWIVYTSNLASG GV PAR
[0552] 181

[0553]  TTCAGTGGCAGTGGGTCTGGGACCTCTTACTCTCTCACAATCAGCAGCATGGAGGCTGAA
[0554] F SG6GSGSGTSY SLTTI S S MEALE
[0555] 241

[0556]  GATGCTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTGGAGGC
[0557] DAATYY CQQWSGNPWTTF G G
[0558] 301 ACCAAGCTGGAGATCAAA

[0559] T K L E I K

[0560] K. huAQC2 AR #EPHITIY c1 8t (pAND150) (SEQ ID NO :57 il 58)
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[0561] 1

[0562]  GATATCCAGCTCACCCAGTCTCCATCCTCCCTGTCTGCGTCTGTAGGGGACAGAGTCACC
[0563] DI Q LTQSPSSLSASVGDR R T
[0564] 61

[0565]  ATCACATGCAGTGCCAGCTCAAGTGTAAATCACATGTTCTGGTATCAGCAGAAGCCCGGG
[0566] I T CS A SSSVNUHMZEFWYQQ KP G
[0567] 121

[0568]  AAAGCCCCCAAACCCTGGATTTATCTCACATCCAACCTGGCTTCTGGAGTCCCTTCACGC
[0569] K A PKPWTIYLTSNILA ASTGV PSR
[0570] 181

[0571]  TTCAGTGGCAGTGGGTCTGGGACAGATTACACTCTCACAATCAGCAGCCTGCAACCTGAA
[0572] FSGSGSGTDYTULTTIS S L Q E
[0573] 241

[0574]  GATTTTGCCACTTATTACTGCCAGCAGTGGAGTGGTAACCCGTGGACGTTCGGTCAGGGC
[0575] DFATYYCQQWSGNTPWTTF G G
[0576] 301 ACTAAGGTGGAGATCAAA

[0577] T KV E I K

[0578]  SLjiafy] 22

[0579]  ASLJE IR T A B 2 M AQC2 BRI 25E

[0580] o 11 &I &4 (AR IV . 78 CORNING COSTAR EASY WASH ZBZE 2% 96 1L
BEFEMOP AN 501 1 10mg/ml a 1T Z54448, —GST Fh&& 1 (Gotwals %%, Biochemistry, 38,
8280-8(1999)) o 4°CIRi 16 /N2 J5, EREFEBIHE VNP H 350 1w 1 £ 0. 1% 3R —20
PBS # 5 HFUE 4 Ik T 25°CHIA 180 1 1 7 3% BSA [ TBS JAUE 60 7380 LLEF AR T2 AR
RJG 2 LR T ESHTIEYE . FIE Img/ml BSA ) TBS (KNG vhig ) £F 96 FLIEE RS FR M P
Hl & PUAMREE GOn 1/ fL), TR MR L 24 o 11 g5ttt s 72t h, 25°C
{5 60 23 8h, RARNEVEZ G, I 1001 1/ FL ™B iR F| (Pierce). 10 Z3p8h2 J5, A
100 1 LIMBRR, 75 UV-Vis 96— fLor GG RE T BBz 450nm G fE .

[o581]  JE I HLAK2E RGO A o 18 1 FEHEER al o (1 S5k SRR 4t 5. 1
Wi v VLR, B 100k g/ml IV B R (Sigma) £ 4% 48 B 2K T B 2 VS 10 9 DYNABEADS
M-280 (Dynal, Inc. ) o % F IRl 254 a 1- %6 YLK K562 40 i (1) 40 Mo R AR o 25 Lol St g, LA
10 AN4H i /ml (155 B B B T8 25mMTris, pH7. 4, 1% NP-40, ImM CaCl,, ImM MnCl,,
ImM MgCl,,2% BSA FlI ImM PMSF HIZMREE MR, 4 CI-IE 60 738P. LL 12, 000rpm B0 30
P CARR 240 MRy b, f A HIE N TR A ISESe . AT R Ui B, A TAG-NHS fig (IGEN
Inter-national, Inc. , Gaithersburg, MD) bricHi — B 1 WGALPLE TS2/16 FIZL v [Z ST —GST
Hifk (Pharmacia). fF SEPHADEX G25M (Pharmacia) i it it v 2 T 4iib 26512 HIHT
(N8

[0582] K T HHAT4 4R %, 764 50mM HEPES, pH 7.5, 150mM NaCl, 1 0. 1% Triton
X=100 FyRX I 22 vi i h, FH 8% Lewis K BUM K 2 I — A ER (Img/ml) 14 5 43
Bho N THAT a 1B 145G, /£ 1nM MnCl, RIRINZZ Ml b, R B Pk
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10w g ZR 45 B 10° M a 1- FE YLt K562 4 Hu it 40 Mo 24 (L F32) 10, 1w g/ml
TAG-TS2/16 — it I THHMT o 1T g5H3 45 53000, 7E5 A 1mM MnC1, IO 022 rh
ik 10w g BR.0. L g/ml o 1T Z5K930 GST & 22 M 1w g/ml TAG- HT -GST — S
e B TR 1 2 2 /025, I 200w 1 AINZEpP, 78 ORIGEN 1. 5 HiAk 2% K 6 H i
I (TGEN) AR BEAT 250 EN b TR sk 22 &k s sy (BCL) TEE.

[0583] A EAY mAQC2 4+ iRES . H50u 1 S5ug/ml a Il G5k GST Bl& 8 A4k 96
FLIG TR #% FIR A5 3% BSA (1) TBS EHARG R 7E 96 FLIAE 3G FR AR b il 25 A I 22
MR R IFUAREIE 60w 1/ 4L), AN 601 15 0. 1w g/ml A=W EAL B AQC2 FRIHE I 22 1
o MWEFFLIUHE 50 u 1, #8228 IR IR, 25 CORIR 3 /I o SR JE % ERTEVERE TR,
A 501 1ug/ml SitsEALYlE — 28511 EXTRAVBDIN (Sigma) , T+ 25 CIRIEIE F7K 2 /)
o EARIEVEZ G, A 1000 1/ FL ™MB 3RF] (Pierce) . 10 438P2 f5, I 100 1 1 1M fi%
Mg, 76 UV-Vis 96— fLor OLELTE Bisz i 450nm (6 fE -

[0584] SE b 45 . SE 45 R ox T K 16A-D 14 3. Wl 5E mAQC2, chAQC2, hAQC2 #il
hAQC2" (Bl huAQC2-c4 ; 5 hAQC2 ME— X Jil 22 :hAQC2" REEMIZRIE 1 22 D AR Q (1)
giA N a 1541 K562 i (i FACS) 5 (2) g5 R EM o 1-1 g5k (Gl ELISA) ;
(3) HEmAQC2 a5+ 5 a 1-1 £t 454 (ELISA) 5 (4) FHIT o 1-T S 5 RIRKI4E 4 (1
Wi OGRS ) 8 5) PHBT o 1B 1 BIRE O 5RIRNE S (BAEROGRE ) KEET.
LR T 16A-D, % 3 45 H T AL HURK TCH0 CAEXHMEIVE ) BLEC50 (EFAT454 ) fH. 78
BRI, B AU AQC2 TE A 7R BRI 456 VLAL (8% o 1 g5tai) siFH I 5 iR
&G (R A C A, AT - W 16 28 —HuiimAdt - A -1g6 315 T
T 21 (1) mAQC2 T A YA 2z TR iy B 22 03] ) o

[0585] & 3. RIS &5 R (FrAZE i A7 B 24 n\)

[0586]
ik FACS VLAL 4561 a 11 $s ELISA 54EYE -AQC2
(EC50) (IC50) (IC50) (EC50) =4 (1C50)
mAQC2 n. d. 0. 0726 0. 029 0.061 38(+8.7)
(4+0.014) (£+0.011) (40.015)
LS 0.25 0.071 0. 027 0.176 30(+6.9)
(40.002) (40.007) (40.058)
hAQC2 0.29 0.129 0.035 0. 190 65(+2.2)
(40.005) (40. 005) (40.010)
hAQC2’ 0.43 0.125 0. 037 0. 313 69 (+25.7)
(40.018) (40.001) (40.072)

[0587]  #& FORIRA VI A2 :CDR Hh 3 b {5 7 BE 1) o503 2 75 RE AR B hAQC2 1) VLA-1 &5
AiEtE. Wi e SR & Y B AT 15842 1 hAQC2 AR ATy DNA R ERAA < (1) HEHE CDR2
HH) GB5S 5 (2) #24%E CDRL A 1) S24N (-5 AN o5 Hi 19 N= CHE 2640 A7 £ ) 5 (3) %% CDR3
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1) G92S 5 (4) (1) F (2) WA A1 (B) (1) 1 (3) WA G- X5 9w s 55 A 42 4% 1¥) DNA
P AL YL 25 293-EBNA 40 Jfd, 38 it Western EVEAI ELTSA 90 5% Yo 4 A 355 75 BL (0 P4k
Fik, GiREY] :hAQC2 AP ABEZAH K hAQC2 —FERE A 2K 18 il ik VLA-1 [ K562
M MLIIEAT FACS 537, 25 Rk — HIE SOX B AR R IR VLA-1- 25535 RS T hAQC2 A5, &2
2 WIRIRPACA S AL hAQC2 1) VLA-1 &54iE M. 95ks b, RAH/hAQC2 Fab 454 (L
FIC) I X- TR R SRR I RRERD S24 A1 GO2 UL EEREN GBS NES o 1-T SE ik
fil s A48

[0588]  =Zjifs] 23

[0589]  HuPEERER RN T IR Sy BR T AP IR - 550t 5 7% RGN R % 41
B A M RS B R A R . N T I RE G B IR ER S VAT I 2 A E RO
h T FRAK hAQC2 I8 FE RN, £ Th e, X H HE RE3EAT L234A A1 L235A 5874F, LU/ hsAQC2,
AT AH TR EE H, 7E hAQC2 1 HE B rh i AT B i 5848 N297Q L™ A Bk JE 40 T 2 hAQC2, B
haAQC2. HEATHAFT LAIRIAH OCIR) hAQC2 EU A HL A% ) ok B A8 A Dy e At T R 97 922 J
SrAE DA UL, iR EU 9 550051 a2 A< SO P E X P i BE A B i 5 o

[0590]  haAQC2 JEFEZ K4 (5UkL :pAND161) -

[0591]1 1 EVQLVESGGG LVQPGGSLRL SCAASGFTFS RYTMSWVRQAPGKGLEWVAT

[0592] 51 ISGGGHTYYL DSVKGRFTIS RDNSKNTLYL QMNSLRAEDTAVYYCTRGFG

[0593] 101 DGGYFDVWGQ GTLVTVSSAS TKGPSVFPLA PSSKSTSGGTAALGCLVKDY

[0594] 151 FPEPVTVSWN SGALTSGVHT FPAVLQSSGL YSLSSWIVPSSSLGTQTYI

[0595] 201 CNVNHKPSNT KVDKKVEPKS CDKTHTCPPC PAPELLGGPSVFLFPPKPKD

[0596] 251 TLMISRTPEV TCVVVDVSHE DPEVKFNWYV DGVEVHNAKTKPREEQYQST

[0597] 301 YRWSVLTVL HQDWLNGKEY KCKVSNKALP APIEKTISKAKGQPREPQVY

[0598] 351 TLPPSRDELT KNQVSLTCLV KGFYPSDIAV EWESNGQPENNYKTTPPVLD

[0599] 401 SDGSFFLYSK LTVDKSRWQQ GNVFSCSVMH EALHNHYTQKSLSLSPG (SEQ ID NO :5)
[0600]  hsAQC2 [ EEHEZ MKFF U T (JFki :pAND171) :

[0601]1 1 EVQLVESGGG LVQPGGSLRL SCAASGFTFS RYTMSWVRQAPGKGLEWVAT

[0602] 51 ISGGGHTYYL DSVKGRFTIS RDNSKNTLYL ~QMNSLRAEDTAVYYCTRGFG

[0603] 101 DGGYFDVWGQ GTLVTVSSAS TKGPSVFPLA PSSKSTSGGTAALGCLVKDY

[0604] 151 FPEPVTVSWN SGALTSGVHT FPAVLQSSGL YSLSSVVTVPSSSLGTQTYI

[0605] 201 CNVNHKPSNT KVDKKVEPKS CDKTHTCPPC PAPEAAGGPSVFLFPPKPKD

[0606] 251 TLMISRTPEV TCVVVDVSHE DPEVKFNWYV DGVEVHNAKTKPREEQYNST

[0607] 301 YRWSVLTVL HQDWLNGKEY KCKVSNKALP APIEKTISKAKGQPREPQVY

[0608] 351 TLPPSRDELT KNQVSLTCLV KGFYPSDIAV EWESNGQPENNYKTTPPVLD

[0609] 401 SDGSFFLYSK LTVDKSRWQQ GNVFSCSVMH EALHNHYTQKSLSLSPG (SEQ ID NO :6)
[0610]  SLjiafy] 24

[0611]  ASCHEFIFEIA TIE o 1B 1 BEE AR KR / ANA o 1-1 G550 hAQC2 Fab
B E G ARG T

[o612] H&EETEAD

[0613]  fff FH IMMUNOPURE® Fab il £ i 7| & (Cat#44885, Pierce, Rockford, IL)

ol
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BRI I VE IR AT A4, B hAQC2 FifA 4% hAQC2 Fab FyBt. 1657 20mM B§% 2k, 10mM EDTA
Fi125mM - BEELER (pHT. 0) 28 P4 58 4 1) hAQC2 HLIRIRAE A 12mg/ml. 1% 5K
LA 1o 50 BN 24k B TER A 537 CisAb il . B 25 [ 2 4b I AR SR A1
F 20mM [ R Bh 2% v 8 (pH4. 5) I MTRLVE AL A FH 3R B6 FE 2 FN1¥) S— A (Poros HS/M,
PERSEPTIVEBiosy tems#P042M26) , 18 ik FH &S 7 28 46 2 A Bk BE 1 58 BP0k . — B 4k Fab Jy
BO Fe B oy 3 H Fab FrBE. SRJ50Ks Fab Fr BO#e 42 0. IM Hepes 22 (pH 8. 0) .
[0614] AR BAMEH k& o 1-1 G580 & KR o | 380 A #E Thr145-Phe336 7%
FEMRR / ANRE T g5k (5781 RAH) , HoAp#k 3L G1y217, Arg218, GIn219 il
Leu222 ( f kg5 ) 70 ilBE S N2 Val, Gln, Arg T Arg TS AR S PiIA L & . Hik
A RAHCKEAN a 1-T i = ZE R 74143 078 TF 3CH SEQ 1D NO 159,60 161, 7E
KIHF & s EHN o 1-1 G5EE N 5 6ST MR &G & A, B mEEAE RATa 1-1
SERS, WIATPTIR MBS EE )R IR BE (Pichia pastoris) JulEHH4ifb iz g5k (Gotwals

49/54 11

25,1999, Biochemistry 38 :8280-8288) ,

[0615] 145 TQLDIV

[0616] 151 IVLDGSNSIY PWESVIAFLN DLLKRMDIGP KQTQVGIVQY
[0617] 191 GENVTHEFNL NKYSSTEEVL VAANKIVQRG GRQTMTALGI
[0618] 231 DTARKEAFTE ARGARRGVKK VMVIVTDGES HDNYRLKQVI
[0619] 271 QDCEDENIQR FSTAILGHYN RGNLSTEKFV EEIKSTASEP
[0620] 311 TEKHFFNVSD ELALVTIVKA LGERIF

[0621]  (SEQ ID NO :59)

[0622] 145 TQLDIV

[0623] 151 IVLDGSNSIY PWESVIAFLN DLLKRMDIGP KQTQVGIVQY
[0624] 191 GENVTHEFNL NKYSSTEEVL VAANKIGRQG GLQTMTALGI
[0625] 231 DTARKEAFTE ARGARRGVKK VMVIVTDGES HDNYRLKQVI
[0626] 271 QDCEDENIQR FSTATLGHYN RGNLSTEKFV EEIKSTASEP
[0627] 311 TEKHFFNVSD ELALVTIVKA LGERIF

[0628]  (SEQ ID NO :60)

[0629] 145 TQLDIV

[0630] 151 IVLDGSNSIY PWDSVTAFLN DLLKRMDIGP KQTQVGIVQY
[0631] 191 GENVTHEFNL NKYSSTEEVL VAAKKIVQRG GRQTMTALGI
[0632] 231 DTARKEAFTE ARGARRGVKK VMVIVTDGES HDNHRLKKVI
[0633] 271 QDCEDENIQR FSTATLGSYN RGNLSTEKFV EEIKSTASEP
[0634] 311 TEKHFFNVSD ETALVTIVKT LGERIF

[0635]  (SEQ ID NO :61)

[0636] i hAQC2 Fab Y Bf St &S o 1-1 S5M0RS, 37 CARE 15 /3% 8 FH S200

Sephacryl % (Pharmacia,Gibco) , i K/NFRZET AR B G KT o 1-T G5f1d 75 B i
FIH o 1/Fab E44. £ 20mM Tris (pH7. 4) , 150mMNaCl, ImM MnCl,, 5mM B — 353k ZFE
BREWH—PKRYGER 11ng/ml .

[0637] il dan ik
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[0638]  {fif] Hampton Research (Laguna Niguel, CA) [f] CRYSTALSCREEN™ KIT A IL45 i
Ao A8 RSB ER (1 B S VTN 20-30% PEG 1500 A8V, I 28 R 3 HLE 20°C T 8
e LR EEWEAE . — UK, /£ 20 1 LSBT IMA 20 L EEERE G4 40 1
o 2 87T RNKHZSIIFFR G A, KA 0.8X0. 05X 0. 05mm’s 8 i X 5 i 6 it PR 3E AT
SDS-PAGE 73 HTESE T a 1-1 Z5#J3H1 hAQC2 Fab Fy BXHIAEAE « A T FRARBE o4 1 A v [l
A IEE P, 7225 100K N X STEfT 2 . o 778 BRI T il o5 e S 25 1)
A, B SR W4T B 5 25% PEG 400 AT 30 % PEG1500 VAR FIE , /A
TR A1

[0639]  Ztail

[0640]  1FE% 100K, i F] ADSC Quantum 4 5 o, — 8RS K4, 75 BrookhavenNational
Laboratory (BNL)National Synchrotron Light Source (NSLS) FJG4E X4A I 8E BB~ 5
AT R N2.8 AR X— 5t LR AT S H50ds o {3 FH 1 F2 5> DENZO T SCALEPACK (Otwinowski
& Minor, 1997, Methods inEnzymol. 276 :307-326) AbIR¥ . &4 T-45 B P6, sILxT
LA P65, A MK /ha=b=255.09 A,c=38.64 A L4 96.6% 554, R- AN 8. 3%,
Matthews % %1 (Matthews, 1968, J.Mol.Biol. 33 :491-497) %2.59 A3Da™, A7 & & A
52. 1%, IXRHAXFRBLMS P AN NE G AR PL PN R EYE L EHE - f ke
2— AR ARG . RGN TR 4.

[0641]1  H CCP4 &£, (Collaborative Computational Project No. 4. The CCP4Suite :
programs for protein crystallography. 1994, Acta Cryst.D50 :760-763) & [ £ ¢
AMoRe (Navaza, 1994, Acta Cryst.A50 :157-163) AT TR, HFE QUANTA BE4T 4y
THIEEAE. R a 18 1 BIEEAM o 1-1 45888 (Protein Data Bank (PDB) & 3%'5
lckd ;Nolte 25,1999, FEBS Lett. 452 :379-385) SEFfRIBAAS a 1-1 G5t FH VR A Y sl k4t
CLIEAT e i PR 2R o P88 BRI B B R B < 84 BRI 25 1 R0 25 O sty B T AN KRR B 7
AN @ 1-T SR IER L (AHOCREL (ce) = 21.1%, R =53. 1% ), AN P6;.
b5, K% hAQC2 Fab Jv B, F T S5 R fd: B 2 , IF8 A hAQC2 Fab [¥) Fv 25 A4 el S 7R 4
MRS RIREE . FEAS By G580 — > R I TIE R (cc = 22.1%, R=52.6% ),
B — A Py ANBEWEAT o ATHT AR — SR 2— BIRIESRIGSE A Fy AL E . AN T 45
FAIAN PR AN By g A3k 0 WIS I A% R— [Rl 7~ PRI 43. 6% (R—free = 42.7% ) » 2Fo-Fc
HL -2 P PV B b R BB — > Fab T BUTE E X (Feonst) W25 &, HR B R HE
A~ Fab Fr Bt Feonst X [ H 35, 1l T THAEAE 25— Fab [#) Fconst X AERIRF & By
AR B [F 725 5 o Bl A3 FH 20 50 TR A 500- 2.8 ARIEIE , FHAAHREST CNX (Accelrys
Inc. ,San Diego,CA®© 2000 ;Brunger, 1998, ActaCryst. D54 :905-921) % WI{AREAT ¥ n T,
AT SR IRIAL & ¥ R- I FRARR 39. 7% (R—free = 38.9% ).

[0642] I CNX F2 /P iEATHE G BT B RS I L3R, 4 T BRARAE AU M, 3 A A T
2Fo—Fc BEITHEFBIRURE N T o X S 30 7 A B AT A AUOR K B2 3F — b AR 28 X R R 29
(15321 B— PRSI Lo R-working fll R—free K173 Il FRAK A 28. 3% Fl1 32. 9% » & AT
JUEe R E R RARY R ST, e n] REA B RS I T B- Bl RS N T o 1% S B R—free A 1[4
RIS o AP e BB AL 2 S5, AR A AR — 557 (bulk-solvent) #Z1E. X147
HERVEE 4 500-2.8 AMEUE (F>20) 5, &K R-working Fll R—free [K 74y
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Wk 21. 3% 27. 2%,

[0643] Xt T KEHME WM 5, m& W 2Fo-Fc 15 15 K e RIF, (H—A4> T 45 /58
FE (B 19 A1) BRI 288-295 [ 41, ‘B AT oL 145 BEA 99, IR R A,
FRAEBIAI Y, 5546, — > Fab 7 BCI AN E 2 X A W] 20 ) 155 B, IX R B e 2 0 )7
(1o X W] BRAE K A 1% Fab Jv BEEIAE & DAL T K IS B b, BRI e 5 a6 7R i BT &
B G R LGB AR R TE s A B A, PR B Yt MY Rl 6 S 2 IRBERY) 1030 N2
FERRIRIEN 2 AN B T A AR BALT DR SN ERREZ AR rom s, A8
RZBN (1660 N5ER L8R T 4037 A) o H#AFFEF PROCHECK (Laskowski 25,1993,
J. Appl. Cryst. 26 :283-291 ;Morris 25,1992, Proteins 12 :345-364) FI1 CNX f 5 37 744k,
gl A%, FHFE P CONTACT (Tadeusz  Skarzynski, ImperialCollege, London, 1. 12. 88 ;
CollaborativeComputational Project No. 4. TheCCP4Suite :programs for protein
crystal lography. 1994, Acta Cryst.D50,760-763) KA (<3.6 A). FradE- HE
RehkIt (BR T SCKITE I L BEVRJE Thrb0 4h ) f7 T Ramachandran & R VF X A, 86 %6 (1]
FRILN T RAMBIR N . B8R THFY B- 7 438.5 A2 S ik2: i o) T4 4.
[0644] K 4 FHE G UF AR SR ZE T ek

[0645]  HPmiicsE

[0646] (i K/ a, b, c(A)  255.09,255. 09, 38. 64

[0647] 7% [m)Hf P6;

[o648] 4y #Ea(A) 500-2. 8(2.9-2.8)"
[0649] kR i b 35275

[0650]  SEFEME (% ) 96.6(87.7)"
[0651]1 P34 1/s 11.92(2.29)"
[0652] R&F*(%) 8.3(30.9)"
[0653]  fHiZid

[o654]  HE -H A 74 H 7950

[0655] & [ vk FEEH 1030

[0656] AN FRELAL T P 25 24 T 85838, 1 4> Fab v B, 1A Fv G595
[0657] 3 B- Bl T(A?) 38.5

[0658] X5 T

[0659]1 FTH - #EREH (F>20)  500-2.8
[0660] R-[Al'* (R-working) (% ) 21.3
[0661] R-free” (% ) 27. 2
[0662]  S7AkALZE

[0663]  RMS fr%

[0664]  BEKFE (A) 0. 007
[o665]  ff (° ) 1. 43
[o666] REH=%,% 1,10/ ulu
[0667] " F&'5 W4t fm o HE A B 52 2 AL
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[o668] 8% HIELHE A 7R T R-free K ¥
[0669]  =Zjiifs 25
[0670]  ASLHEFIHEIR T o 18 1 BIREAR AR / AKE o 1-1 G580 hAQC2Fab Jv Bt
(R AP RS54
[0671] AR iARGE RIS
[0672] a1 B 1 HEEEER MR / ABE o 1-1 Z5F50R1 hAQC2 Fab J B IGE A1 ik
CERNATETE (K 20) . BEMIIR/DA100 A x50 A x35A.,
[0673]  Fab BRI LA i BREZ 4TS . Fab B B R BE R 55 55 45 T P 1> 58 11
RAPAT B BEHT S, AR B HEARTE — A W i B HERR T B A ) B AR R 2 X (CDR) B =L
B, BREERERASH 34 COR 3. RBEFPERRAY L1, L2 A1 L3, 1 AR FR K2 HL, H2 Fl
H3o XTTF4e4%E L1, L2 F1 L3 FRLL R E8% HI A H2 A0 5, BN E X (CDR) BRXT R TRV 45
4 1 (Chothia 2&,1989, Nature 342 :877-883). MEfk H3 R HA Kk B - Kk - FE%,
LA B I R DL S A AR R T I MERR K D5 R A (Tyr104 AT Phel05) A28
fho L2 B5RIE Thrb0 SR H FHEXNM A, %/ 7% Ramachandran AN R VF X . HEESL
R AN R FE 2L 2 AH R R 45 . (Muller 2%, 1998, Structure 6, pp. 1153-11567) , iX3#%
AHIX S L2 IR IR AR PE
[0674] AR a l-T B AAEFRLUTREESH o 1-1 5 PDB & x5
lck4 ;Nolte 25,1999, FEBS Lett. 452 :379-385 ;PDB & 3¢5 1qcb ;Rich %%, 1999, J.Biol.
Chem. 274 :24906-24913) WI45f. T G5MEE XN “ R - 4547 8i“Rossman” 3
% (Rao & Rossman, 1973, J.Mol. Biol. 76 :241-256) , H: 5 AN FAT B — #EF 1 /D RE
AT - BERI PRI B A AE M A S T o - IRBERE . AR 6 S B - BERI SRR A
BA, BB, BC, BD, BEM BF, 74 a - WEIEHHIRA a1, a2, a3, a4, ab, a6 fl a7,
[0675] T Z5BA7AE 3 MFIETER SRR o 35— MR IE TR AE A2 < 7E BE-a 6 2P fF
TERRANB/NETE (FRA CHENE ) o FEARK Y, A+ (K 19) KIKZ 5 CBREH 57N
TETP IS H T3 FE AR OG o IR ARLT- S B = BEAS S PRI i R B2 A sk Fab Hefid Bt 5 2 1 J5 .
SRTAT, AR B B 43+ (& 19) TR AH R ED HAA e 1 25 2, IF H O B G fE B AL
a 1-T S5 FBI 535 —ANRRAE PEARFAIE A2 MIDAS BR G 8 — B 7 — R — R A7 o, b & i
THEAZ 554 T 4. TE RG5> MIDAS (1) 5 BRI PR A “DxSxS-T-D” &t
16 T G5B 5e R AF I ek I 5 G 8 B 1AL (Gotwals %, 1999, Biochemistry 38 :
8280-8288) . FEELMIATAE NIFFRA K I b A, 4 M B%, %45 M T &5 M3 MIDAS 47 5 &
HMn”? B8 T %5 T HEE Ser156, Ser158 Fl Thr224 [k BB . 2Fo—Fc H T
25 Fi ) S (27 HE MIDAS B8 35 Asp154 Fll Asp257 % 4x 8 B 3T 7K — A S 10 IR 432 J0 A7 13 F 4
(B 20) o SRTI, B SELGR Z /K 20 77T BE A2 L 725 B I 20 1 2 BR(2.8 A)IJE o T £k
9 =AMRHEAE T SR A 02 SR 8 TP A RR A “FF 11 (open) "HT“H ] (closed) ”
RIS — o FF RIS PR G 22 TR) (1) 22 A AL 6 AN R ABE X 1 4 S 8 7 B A T &5 4 33
C- Rl e 2% (410 A) MERD). ARHUEEWPN 1 488 E MRS
[0676]  fEA KRG GWIMLE T, Fab i BLEE T 25003807 5 16 3R 1, LLEK35A 5830 Al
SEENGE A R AL HUik - PURFLH ) S 5 R m U534 A2 5 P e bk - PURR &Y
St , X WA WA K5 (Davies 2%, 1996, Proc. Natl. Acad. Sci. USA 93 :7-12 ;Jones &
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Thornton, 1996, Proc. Natl. Acad. Sci. USA 93 :13-20) . [ HIFFME & 25 % B /KAl 75 % 3E
Ko BEBER S 65 %6 i m (R AR, T H AR 35% HEEREM . PLERA BT 1
GERYIE 4 NER EIRIELL Y (Emsley 25, 2000, Cell 101 :47-56) o Hrr ) 3 ANFRJE i MIDAS
PEAS S ARSE Y DXSXS FAIER 1(B A-a 1), &7 MIDAS Thr224 {3 2 (a 3—a 4) FI&
A MIDAS 5%JE Asp257 (I3 3(BD-a 5) o EEPUANIIE C— BJERR, 1M S 5 5 59 1HE ik o
[0677]  HrJit — HUAAAH AR = ERFAE iR CDR H3 H ) Asp101 5 MIDAS 47 55452 & 25
TIIECAL (B 20) o B TR AsplOL (06 1 Z [MIIEEES A 2. 48, 534b, AsplOl 106 2 J&
T5 1 458500 His261 AHEA/EH . ABRAIAZ, CDR H3 A JLA 5 Aspl01 AR H 2 sk
5 (J¥5 GFGDGGY) (SEQ 1D NO :62) , B G L 1F CORMA R85 1 RIG M, il RV &8 5 118
MEAL . CDR H3 AN AEEN X AR FEPUR = A0 8 T RIRE B on iR h AN, S 58
A = PR B K 2 BPTAREEAL T L3, HL, H2 F1H3CDR ¥£. L1 (Asn30) Fl L2 (Tyr48)
() LA TR BT R 59 T8 459 fe i L3 - S5 i A4S KB /K R E Trp90 F Trp9s 2
S8, FAh, L3 1 Asn93 5 T Z5MILIK G1n223 TR S gt . H2 BR(K) Hish6 Fl Tyr5s sk
51 2530 2 M ERER TR A B, HL [ Arg31 5 1 £5M03808 4 1 Arg291 . 1 25
FBRER 2 1 Arg222 S e LA DU FE (55 Tyr58, Trp95 ll Asn93) 2 [H]. XA KT
B RAHT g5 TN AR R L 5%, B3 55 Fab (k. R, BT BE2AE1H AL
ZJE T IR B Bk E A A TR .
[0678] KR/ AKA o 1-1 G531 hAQC2 Fab H EXIE SRS RS M S5 e 1 45
R GE F 1EAT B AR
[0679] fik A& RAHa 1-1 g5fk 5 KB o 1-1 ZMEH 4 a2 5] (KRR 2176,
218R, 219Q 1 222L) , 5 N a 1-1 5884 8 N EH) 2] ( NF%E: :163D, 166T, 214K, 264H,
268K, 288S, 3221 1 380T) , SHFFT A a 1T &5 K35 a7k 45 04 BT FH 16 e B 10 A )7 1) 22 )
(TEpERIE 163D, 166T, 174E, 214K, 2301, 264H, 268K, 288S, 3221 F1 380T) o F A B A7 ) K il
alBlal-TZ5HsEh kgt (PDB &35 lckd ;Nolte 2%, 1999, FEBS Lett. 452 :379-385)
o 1-1 BMEBA AL AN SRS T B B H%. EREAAMN a1-1 454
SR EE R (B34S 1qe5 sRich 25,1999, J. Biol. Chem. 274 :24906-24913) 1, o 1-1 £5#4)
A AT M, RAUMCR B A S . BRI IABEE AR S o 1-1 S50 45
PR B hAQC2 Bk g & 0UE R /MR G AR . X THTA 768 > BEIR 110 5 » KRR
A o I-L 4k M v m s, 47 BwZ 41,04 A TR 764 B8R Fiin &, ARk S
a 1-1 Z5Rstcz [0 rom. s, A7 B W% 50,69 A JE o -1 Z5RIER 1 Ohf Fok2E 154-161
BRI S rom s, M2 H1.24 A FIER 4 (CIBHEER ) (X0 TR 288-296 ) - Bk A
FIME romos. ZERLSS A) PRI ERIGZERN (ANFREG o 1-1 S5 ) . 2R,
TG 72 I ] Ak S AR M IR A R R A oA RS B A g B A I R AR . X L8]
ReJE T oA UESE RGN IEFEEE .. T2 BRI Glul92, GIn218, Arg219, Gly220
T Gly221 [ FEBEIE 1 5, ARG o 1-1 G582 (B0 r.m. s A7 B W2 40.33 AN
TR IE Aspl154, Serl56, Asnl57, Serl58, Tyr160, G1ul92, GIn218, Arg219, G1y220,
Gly221, Arg222, G1n223, Thr224, Asp257, His261, Asn263, Arg291 Fil Leu294 ( A4S )
BB R T S, KBRS o 1-1 52 MK r.om s, A E W2 080.97 A,
[0680] T 2 Rads HE+y “ B I T 4584 80k %, AR AN A i = C AR 8 55 MIDAS 47 155 5 1)
56
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B — BCARIN 25 & R ECAT T S5 srh e L 2E M % o AFERG T S5 R0 C— Rum R E (1)
romos. PLEMZE (EFATEREE 321-335 [ H48E IR 71150 ) 40.64A A5t 5 285 i TAL AL 1
S H R AAUOR K 208 T A IR S < C— R s e A AR T 25 F) so A A B 5 B A B — 3K

[o681] & T 4@ & BAr 7y &5 G RIBCAR Ve R, 7E AR B 54 B R Fe
[« 2-1 5458 (PDB & 55 laox ;Emsley 2%, 1997, J. Biol. Chem. 272 :28512-28517) il 5
ISR A a 2-1 g5, (PDB B35 1dzi ;Emsley 25,2000, Cell 101 :47-56) 1455
&R E T 5PN Aspl01 A B2 K0T a 2-1 4 B S T 5 R RIS 2 R
RIBCAT o 53— MR ST R AE 2 [R5 His261 (a 2-1 5438 0 () His258) i Btk 5L 1 AH B
YEF . & Ser156 Hl Ser158 4, T Zi#4is —Fab & -G T MIDAS FRILHR K H 5 72 AR BLAL
(1) T g5l g2 2 HEE RS . 52 TR EZ, Ser156 Fil Ser158 [l &k LA
K& BRI F /AL T SR % . B4R, &8 5 75 Aspl01 ECALA 1S 7
PRFFER AR A BT 2 A7 BRI EE 2. A, &8 38 A5 Asp257 E IR,
XA BT B IR EF m o HL

[o682] AW E X

[0683]  {EA KT, &JE A Asp257 ELFEEAL , IXFERUAT LUE i BRARE P (RE5-G k)
MFF O (S54 THEUWER) WRZIERBEE 5 IR RS & . AT, &8 SPiRrIR 4
AR B AL DAEAR RN T G R O % . 1 gl -Fab BEMEHEY -
A UL R B R R T SRS &, &8 55 B AR R M7k J5 I EC A7 7T #E A2 00 75 1Y,
HA R LUF S AR S IT RS . PRI S5 6 A E A B IR 1 A S A R, 7 1k
FEbIA R E O 5 RIR G & MR TE 94 F.

[o684] SN TG B T A W, Tk I R SIS 9 R AR R R T IR U B, AR AR e 4
RN T RER ) M A R B AT FE e MO RS AT o DRk, AN REKE I 35 3 R0 S Jti 49 A2 %of
A B S T P PR AL o

o7
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ATOM
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3338s
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N -
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131.250
131.373
132.601
129.280
128.489
131.576
130.726
128.941
127.592
127.046
127.887
127.274
127.787
126.170
127.535
128.084
126.876
126.718
127.451
128.963
129.205
129.325
125.247
124.506
124.832
123.477
122.507
122.330
121.787
122.413
123.664
124.119
123.341
123.502
124.041
124.401
125.271
125.819
122.185
121.191
122.175
120.987
120.571
119.409
120.164
121.367
122,387
120.573
120.856
120.653
121.038
121.515
121.203
119.931
118.715
120.511
119.741
120.395
119.470
120.758
119.675
120.602
116.568
118.367
117.530
118.250
119.699
117.494
117.732
116.724
118.336
117.820
118.952

52.244
51.127
52.936
51.301
51.352
50.663
5§1.757
50.856
50.397
51.086
50.902
51.575%
51.454
52.290
48.883
48.324
48.240
46.794
46.143
46.398
47.877
45.637
46.451
47.194
45.328
44.817
44.329
45.446
45.158
46.612
43.638
42.567
43.848
42.809
43.391
42.269
44.251
44.932
42.129
42.794
40.805
40.036
39.089
38.210
39.894
39.212
38.526
39.303
38.537
39.392
38.601
40.659
41.660
37.329
37.459
36.150
34.915
33.849
32.664
34.458
34.404
33.755
34.692
34.297
35.361
36.403
36.561
37.721
32.925
32.574
32.165

30.854.

29.983
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~9.297
-10.191
-9.145
-8.080
-7.134
-7.360
-7.915
-9.288
-9.569
-10.823
-12.065
-13.279
-14.392
-13.070
-9.721
-10.667
-8.762
-8.767
+7.609
-7.301
-7.087
-6.037
-B.575
-7.939
-9.142
-8.976
-10.302
-11.125
-12.208
-10.686
-8.025
-8.422
-6.760
-5.761
-4.442
-3.485
~4.718
-3.497
-5.456
-5.181
-5.526
-5.193
-6.336
-5.885
-7.555
-3.970
-3.973
-2.912
-1.699
-0.439
0.785
-0.532
0.593
-1.646
-2.777
-1.470
-1.428
-2.309
-2.460
-3.667
-0.003
0.469
0.672
2.061
2.766
3.623
3.18s
3.530
2.300
1.690
3.200
3.554
4.129

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
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1.00
1.00
1.00
1.00
1.00
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1.00
1.00
1.00
1.00
1.00
1.00
1.00
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1.00
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1.00
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1.00
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1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ggpg=cnggg=cnggggp=cnggR=ocng=on
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111
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113 CB
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11s bl
116 CEl
117 CD2

g zZ0n0 g
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EEEEEEEEEEEL

ELEEEEEEEE
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87
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158
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1s8
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is9
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159
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160
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160
160
160
160
160
161
161
161
161
161
161
161
162
162
162
162
162
162
162
162
162
162
162
162
162
162
163
183
163

118.486
117.266
119.340
116.770
117.062
115.540
114.491
113.840
112.751
114.512
114.012
114.994
116.26)
113.773
114.270
113.008
112.686
112,027
110.586
109,944
110.066
113.859
113.720
115.006
116.179
117.327
117.597
116.656
117.-053
116.623
117.050
116.801
117.138
117.650
119.134
116.292
115.089
117.032
116.438
115.775
115.094
113.727
113.088
115.828
115.211
113.841
113.227
117.498
118.567
117.206
117.988
115.969
115.831
117.278
116.038
117.074
114.919
114.838
113.388
113.214
113.838
113.338
114.768
112.387
112.455
113.743
115.167
114.652
115.381
116.074
115.077
115.510
115.108

28.601
28.363
27.754
31.153
31.802
30.718
30.948
29.638
29.633

28.521°

27.191
26.11)
26.252
27.054
27.843
26.037
25.802
24.435
24.434
23.385
25.612
25.913
26.498
25.367
25.378

24.603

25.067
26.753

26.930
27.730
29.083

30.035
31.479
29.609
25.804

29.604

29.575
30.084

30.600

29.455

29.869
30.089
30.466

30.038
30.41¢
30.627
30.987
31.264
30.703
32.467
33.002
33.234

33.976
34.291
34.183
34.792
34.320
35.170
35.250
35.826
35.375
36.175
34.373
36.854
37.0m
36.000
34.202
35.012
36.579
37.133
37.147
38.504
38.857
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4.546
4.537
4.893
4.623
5.630
4.393
5.370
$.788
6.368
5.494
5.832
5.353
5.96%
7.330
8.128
7.700
5.091
9,247
8.785
8.706
8.479

10.048

11.132
9.653

10.510
9.864
8.562

10.%41

12.097

10.039

10.379
9.193
9.592
8.000
8.204

21.616

11.659

12.611

13.849

14.639

15.941

15.993

17.186

17.116

18.304

18.338

19.522

14.734

14.970

15.248

16.380

15,055

16.379

16.703

13,852

13.580

13.149

13.967

11.493

10.120
a.912
7.859
8.615
$.758
8.403
€.532
7.288
6.268

12.210

11.352

13.381

13.73¢

15.172

1.00
1.00
1.00

1,00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

21.92
25.43
18.24
22.71
19.03
3.06
5.13
6.39
8.88
13.70
24.28
33.45
36.37
21.27
24.45
21.98
19.06
21.82
23.31
20.38
20.59
17.03
15.01
15.99
14.20
26.18
28.89
14.97
12.14
8.33
12.93
9.66
9.57
14.44
19.60
17.24
16.65
29.54
31.87
16.89
13.65
16.07
13.67
11.30
15.01
14.36
19.36
33.39
39.31
31.87
14.17
30.15
18.55
21.11
28.81
28.13
29.23
30.30
29.17
29.69
24.53
28.08
23.94
206.88
30.75
26.62
22.27
27.18
32.08
31.23
25.22
27.00
105.95
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ATOM 147 CG GLU 163 115.906 36.145 16.248 1.00 112.26 A Cc
ATOM 148 CD GLU 163 115.816 36.833 17.603 11.00 114.40 A o4
ATOM 149 OEl GLU 163 116.310 39.975 17.732 1.00 116.11 A 0
ATOM 150 OE2 GLU 163 115.253 38.232 18.541 11.00 113.36 A o]
ATOM 152 C GLU 163 117.008 38.723 13.857 1.00 26.66 A C
ATOM 52 O GLD 163 117.448 39.799 13.136 1.00 22.83 A (o]
ATOM 153 N SER 164 117.800 37.709 13.865 1.00 20.71 A N
ATOM 154 CA SER 164 119.241 37.850 13.715 1.00 17.90 A C
ATOM 155 CB SER 164 119.955 36.647 14.335 1.00 27.61 A (o4
ATOM 156 OG SER 164 119.716 36.582 15.731 1.00 33.50 A 0
ATOM 157 C SER 164 1192.601 37.988 12.2358 1.00 18.66 A C
ATOM 158 O SER 164 120.436 396.813 11.863 1.00 21.86 A (o]
ATOM 159 N VAL 165 118.956 37.179 11.3%8 1.00 9.03 A N
ATOM 160 CA VAL 165 119.189 37.213 9.961 1.00 B.42 A (o4
ATOM 161 CB VAL 165 118.303 36.166 9.226 1.00 21.583 A (o]
ATOM 162 CGl VAL 165 118.296 36.430D 7.721 1.00 22.92 A (o4
ATOM 163 CG2 VAL 165 118.826 34.760 9.505 1.00 24 .53 A c
ATOM 164 C VAL 165 118.873 38.595 9.411 1.00 9.58 A (a4
ATOM 165 © VAL 165 119.610 39.131 8.574 1.00 11.40 A [o]
ATOM 166 N ILE 166 117.772 39.169 9.887 1.00 17.73 A N
ATOM 167 CA ILE 166 117.351 40.482 8.427 1.00 17.085 A (o4
ATOM 168 CB ILE 166 115,903 40.763 9.840 1.00 21.02 A (4
ATOM 169 CG2 ILE 166 115.489 42.162 9.413 1.00 20.23 A C
ATOM 170 CGl ILE 166 114.997 39.737 9.164 1.00 20.88 A C
ATOM 171 CD ILE 166 113.538 39.519 9.499 1.00 17.28 A Cc
ATOM 172 € ILE 166 118.281 41.564 9.929 1.00 16.50 A [ o4
ATOM 173 O ILE 166 118.560 42.520 9.206 1.00 18.25 A (o]
ATOM 174 N ALA 167 118.774 41.413 11.157 1.00 25.46 A N
ATOM 178 CA AlA 167 119.711 42.391 211.710 1,00 26.086 A Cc
ATOM 176 CB ALA 187 120.095 42.021 13.100 11.00 7.73 A (o4
ATOM 177 € ALA 167 120.941 42,371 10.823 1.00 27.27 A c
ATOM 176 © ALA 167 121.546 43.414 10.544 1.00 23.87 A (o]
ATOM 179 N PHE 168 121.303 41.167 10.383 1.00 18.13 A N
ATOM 180 CA PHE 168 122.442 40,989 9.498 1.00 16.65 A (o4
ATOM 181 CB PHE 168 122.626 39.513 9.158 1.00 32.51 A C
ATOM 182 CG PHE 168 123.514 39.273 7.970 1.00 31.01 A (o4
ATOM 183 CDl1 PHE 168 122.968 39.066 6.701 11.00 32.61 A C
ATOM 184 CD2 PHE 168 124.894 39.2%0 8.106 11.00 29.32 A [ad
ATOM 185 CEl1 PHE 168 123.792 38.882 5.585 1.00 31.09 A [
ATOM 186 CE2 PHE 168 125.724 39.109 7.000 1.00 31.14 A (o4
ATOM 187 CZ PHE 168 125.173 38.506 $.738 1.00 33.63 A C
ATOM 188 C PHE 168 122.222 41.79%6 8.227 1.00 17.51 A c
ATOM 189 © PHE 168 123.139 42.475 7.750 1.00 13.95 A (o]
ATOM 190 N LEU 169 121.007 41.719 7.680 1.00 le.88 A N
ATOM 191 CA LEU 169 120.677 42.467 6.471 1.00 19.47 A c
ATOM 192 CB LEU 169 119.262 42.140 6.000 1.00 14.12 A c
ATOM 193 CG LEU 169 119.041 40.860 $.213 1.00 13.28 A C
ATOM 194 CD1 LEU 169 117.662 40.952 4.603 1,00 9.74 A (o]
ATOM 198 CD2 LEU 169 120.100 40.694 4.127 31.00 10.14 A (o]
ATOM 1%¢ C LEU 169 120.777 43.966 6.731 1.00 21.77 A o4
ATOM 197 © LBU 169 121.409 44.694 5.968 1.00 23.20 A o]
ATOM 198 N ASN 170 120.150 44.419 7.815 1.00 20.45 A N
ATOM 199 CA ASN 170 120.159 45.832 8.175 1.00 17.58 A (o4
ATOM 200 CB ASN 170 119.534 46.018 9.562 1.00 31.53 A C
ATOM 201 CG ASN 170 119.017 47.426 9.791 1.00 34.95 A C
ATOM 202 OD1 ASN 170 119.740 48.282 10.284 1.00 30.48 A (o]
ATOM 203 ND2 ASN 170 117.762 47.671 9.421 11.00 32.86 A N
ATOM 204 C ASN 170 121.587 46.341 8.151 1.00 17.59 A c
ATOM 208 O ASN 170 121.941 47.174 7.321 1.00 17.80 A [+
ATOM 206 N ASP 171 122.412 45.812 9.040 1.00 11.82 A N
ATOM 207 CA ASP il 123 .8_15 46.218 9.120 1.00 13.5%4 A C
ATOM 200 CB ASP 171 124.568 45.282 10.048 1.00 56.27 A c
ATOM 209 CG ASP 171 124.405 45.627 11.508 1.00 63.92 A c
ATOM 210 OD1 ASP an 123.248 45.689 11.971 11.00 66.14 A 0
ATOM 2311 OD2 AsP 17l 125.427 45.834 12.19% 1.00 65.78 A o
ATOM 222 C ASP n 124.509 46.244 7.760 1.00 15.43 A c
ATOM 213 © ASP 17 125.223 47.19%4 7.435 1.00 14.15 A [+
ATOM 214 W LRV 172 124.289 45.200 6.966 1.00 15.45 A x
ATOM 215 CA LEU 172 124.910 45.09%99 $.650 1.00 16.13 A C
ATOM 216 C8B 1LEU 172 124.633 4&3.717 5.047 1.00 10.67 A C
ATOM 217 CG LEU 172 125.667 43.0S8 4.123 1.00 10.16 A C
ATOM 218 CD1 LEU 172 124.905 42.379 . 2.97% 1.00 7.76 A (o
ATOM 219 CD2 LBU 172 126.672 44.070 3.59¢ 1.00 8,33 A C
K 19 :A-3
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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

220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
248
250
251
252
253
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255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
27
272
273
274
278
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
29
292 C
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LEU
LEU
LEU

LEU
LEU
LEU
LYS
LYS
LYS

LYS
LYS

172
172
173
173
173
173
173
173
173
173
174
174
174
174
174
174
174
174
174
178
175
175
175
175
17s
175
178
175
175
178
176
176
176
176
176
176
176
176
177
177
177
177
177
177
177
177
178
178
178
178
178
178
178
178
179
179
179
179
180
180
180
180
180
180
180
181
18
181
181
181
181
le1
181

124.401
125.182
123.088
122.478
120.967
120.357
121.069
120.456
122.678
122.937
122.558
122.684
122.428
123.590
123.170
124.365
125.178
124.004
124.060
125,059
126.385
127.466
127.708
128.550
129.398
128.954
127.653
125.819
126.461
127.487
125.384
125.371
124.758
125.646
124.887
124.633
124.679
123.797
125.098
124.504
125.584
126.1396
127.004
125.869
123.638
124.085
122.402
121.464
120.326
119.208
120.866
121.188
120.848
120.532
120.669
120.091
120.123
121.019
119.150
117.980
119.094
118.044
117.074
120.432
120.706
121.262
122.581
122.737
121.801
122.014
121.014
121.097
123.684

46.178
46.951
46.226
47.193
46.932
45.803
45.702
44.501
48.663
49,495
48.989
50.379
50.508
50.195
50.471
50.601
49.351
51.046
52.256
50.255
50.759
49.7i2
49.400
48.120
48.107
48.049
47.957
48,039
$1.051
51.522
50.766
50.959
49.728
48.505
47.063
46.046
52.199
52.768
§2.605
53.744
54.671
55.556
56.437
55.372
$3.207
§3.107
52.848
52.307
51.524
51,207
50.222
50.292
§3.398
54.501
53.077
54.029
53.536
52.786
53.937
54.770
£3.512
54.442
54.573
53.622
$2.877
54.553
54.751
56.187
56.557
55.683
56.031
55.146

54.451"

Kl 19 :A-4

76

4.699
4.156
4.509
3.608
3.474
2.627
1.292
3.353
3.984
3.105
5.271
5.693
7.193
8.102
9.551

10.504
10.664
5.317
5.142
5.176
4.797
5.125
6.606
6.760
7.957
9.211
9.461
10.219
3.288
2.796
2.557
1.104
0.431
0.474
-0.292
1.139
0.546
1.176
-0.652
-1.344
-1.903
-0.838
-1.194
0.354
-2.480
-3.617
-2.153
-3.122
~2.407
-3.390
-1.803
-0.325
-4.009
-3.539
-5.292
-6.226
-7.658
-8.023
-8.498
-8.159
-9.901
~10.498
-9.365

-10.597

-11.529

-10.139

-10.732

-11.253

-12.403

-13.637

-14.719

-15.923

-3.729

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

*1.00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

16.47
16.46
30.03
32.78
23.11
24.46
27.98
25.01
34.21
30.93
33.34
33.56
32.34
32.67
31.92
27.17
23.64
31.92
32.79
34.34
36.57
50.56
57.49
€1.77
66.67
70.25
70.45
71.18
34.10
33.94
18.81
15.29
45.67
42.57
46 .71
40.22
18.80
18.87
31.75
34.24
129.70
132.65
132.32
134.30
34.16
33.88
22.62
22.76
26.30
24.58
27.36
29.20
21.90
23.89
18.17
17.89
18.65
16.80
18.34
16.60
19.40
15.44
17.83
21.18
21.82
25.88
26.27
26.21
26.81
25.67
28.19
27.76
25.62
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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294
295
296
297
298
299
300
301
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303
304
308
306
307
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181
182
182
182
182
182
182
182
182
182
183
183
183
183
183
183
183
184
184
184
184
184
184
184

184
184

185
185
185

185

185

185

185
186

186

186

186

187

187
187

187
187

187
187
187
iss
188
188
188
les
188
188
189
189
189
189
189
185
i8s
189
188
190
190
190
150
190
1%0
190
150
1%0
190
1%0
190

124.854
123.300
124.246
123.797
123.331
124.443
125.007
124.772
124.258
124.398
124.096
124.052
124.642
125.983
124.629
122.590
121.752
122.269
120.897
120.399
120.016
118.982
119.218
117.834
120.862
121.832
119.753
119.634
115.868
119.572
121.29%4
118.297
117.237
118.365
117.177
117.355
118.470
116.278
116.395
116.117
116.053
117.232
117.156
115.496
114.301
116.097
115.403
116.082
115.642
115.742
115.464
116.509
114.348
114.335
113.374
113.277
112.257
2111.891
111.800
113.511
113.086
114.516
114.196
115.267
116.599
116.887
118.104
117.569
118.787
119.053
120.278
114.035
114.456

54.742
53.870
53.513
54.096
55.528
56.478
56.418
57.364
51.991
51.278
51.507
50.083
49.767
50.262
48.274
49.687
50.380
48.592
48.127
47.898
45.181
48.942
48.164
49.604
46.839
46.087
46.599
45.408
45.742
44.535
46.148
44.701
45.322
43.382
42,573
41.424
40.929
40.995
39.906
40.403
39.225
41.364
41.817
38.731
38.896
37.546
36.303
35.567
34.122
36.251
35,404
35.286
34.774
33.873
34.363
33.399
33.807
32.998
35.058
32.450
32.366
31.455
30.084
29.539
29.241
27.963
27.687
30.233
29.968
28.699
28.442
29.135
29.424
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-9.97%
-8.599
-7.548
-6.207
-6.251
~6.597
~7.686
-5.667
-7.439
-8.429
-6.216
-5.953
-4.584
-4.526
-4.331
-5.944
-5.368
~5.608
~6.612
-8.042
-8.770
-9.856
10.781
-9.748
-5.800
-5.780
-5.112
-4.298
-2.810
-1.938
-2.614
~4.445
-4.469
-4.554
-4.672
-3.711
-3.543
-3.073
-2.133
-0.675
0.299
-0.253
1.176
~2.485
-2.768
~2.473
~2.769
~3.951
-3.953
-5.248
-1.536
-0.895
-1.1%94
-0.049
1.039
2.210
3.267
4.125
3.219
-0.520
-1.401
0.063
-0.310
~1.257
~0.590
-0.092
0.517
-0.453
0.159
0.640
1.228
0.878
2.003

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

23.94
34.95
33.61
89.66
90.94
92.56
23.40
83.8%2
32.52
36.85
26.87
23.79
30.55
27.00
28.23
23.45
21.98
25.73
21.38
35.06
34.81
34.28
29.98
32.58
21.76
19.15
33.23
31.60
20.42
20.41
6.28
32.19
29.34
17.76
19.39
17.37
22.73
15.41
14.00
10.12
7.45
10.64
11.68
13.29
12.19
16.67
16.34
11.96
7.23
12.38
14.88
14.29
30.23
29.91
26.02
23.83
24.2¢4
25.46
25.28
26.90
25.26
12.87
16.39
17.86
13.63
13.863
13.63
13.63
13.63
13.63
13.63
18.2¢4
18.32
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ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

ATOM

366
367
368
369
370
31
372
373
374
375
376
377
378
379
380
381
382
383
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GLY

GLY
GLY
GLU
GLU
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191

199

113.417
113.171
112.683
113.482
111.371
110.764
108.400
109.412
108.020
107.890
107.051
110.562
110.692
110.236
110.019
108.566
107.606
107.545
106.849
110.910
131.759
110.712
111.511
112.524
123.514
113.227
110.601
109.651
110.877
110.058
109.050
109.728
108.396
110.927
111.977
110.492
111.196
110.843
111.434
110.933
112.707
112.965
111.905
110.730
109.687
111.480
111.069
112.091
112.094
110.717
109.909
110.444
110.882
109.802
111.921
111.786
111.803
113.092
114.262
113.115
115.427
124.274
115.431
112.82%
113.974
112.410
113.321
112.540
111.465
111,726
110.236
114.458
114.430

27.994
26.954
25.77¢6
25.084
25.552
24.475
24.089
23.507
23.089
22.532
23.322
25.062
24.380
26.350
27.088
27.527
26.388
25.804
26.058
28.315
2B.459
29.206
30.423
30.365
31.4595
29.036

31.608°

31.507
32.730
33.915
34.135
34.654
32.820
35.161
35.309
36.040
37.281
37.772
36.951
35.910
37.169
36.296
35.521
38.315
38.833
38.508
39.488
39.588
38.384
38.043
38.967
36.847
40.832
41.415
41.325%
42.562
43.78%8
44.003
44.390
43.912
44.685

44.208°

44.5%4
42.652
42.239
43.152
43.265
43.562
42.548
41.350
43.029
44.288
45.215
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0.588
1.572
0.764
0.139
0.769

-=0.020

0.537
1.929
2.390
3.508
1.633
-1.410
~2.422
-1.433
-2.668
~2.769
~2.564
-1.488
-3.601
-2.640
-1.760
~3.598
-3.660
-4.803
-4.671
-4.,799
-3.914
-4.688
-3.261
-3.474
-2.307
-1.163
-1.918
-3.656
-3.032
~-4.548
-4.819
-6.225
-7.326
-8.032
-7.813
-8.772
-8.924
-3.802
-3.997
-2.721
~1.732
-0.604
0.339
0.882
1.100
1.112
-2.442
-2,403
=3.098
-3.845
-2.901
-2.153
-2.823
~0.756
-~2.113
-0.039
~0.719
~4.956
-4.772
-6.123
~7.276
-8.548
~8.824
-8.934
-8.948
-7.173
-6.351

1.00

1.00

1.00

1.00

1.00

1.00

1.00

1.00

1.00

1.00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

15.40
13.15
14.59
17.97
27.03
2%.04
28.86
29.34
29.53
32.42
27.40
28.85
30.22
34.68
35.89
60.91
64.08
68.19
66.19
34.07
35.07
31.84
34.28
32.8%
33.82
30.16
32.05
30.17
26.46
27.64
36.45
40.46
38.08
28.48
31.07
36.83
36.93
33.18
29.68
30.31
28.33
25.05
23.26
36.79
35.45
21.51
18.84
43.52
43.86
42.93
41.51
44.59
16.22
21.51
11.53
13.33
15.90
14.15
20.29
10.34
16.32
14.80
18.60
16.01
17.30
19.42
8.1
‘30.06
31.32
32.85
30.20
22.17
19.98
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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
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ATOM 512 O GLU 208 112.942 $0.093 1.426 1.00 35.14 a [}
ATOM 513 N VAL 209 115.057 50.57S 0.855 1.00 17.60 a N
ATOM 514 CA VAL 209 115.472 49.180 0.853 11.00 16.52 A C
ATOM 515 CB VAL 209 116.790 48.982 0.077 1.00 10.63 A [od
ATOM 516 CG1l VAL 209 117.501 47.719 0.538 1.00 10.96 A (o4
ATOM 517 C€G2 VAL 209 116.491 48.889 -1.398 1.00 11.65 A C
ATOM 518 C VAL 209 115.656 48.691 2.276 1.00 14 .54 A [o4
ATOM 519 © VAL 208 115.278 47.5S8 2.59% 1.00 13.50 A [o]
ATOM 520 N LEU 210 116.230 49.548 3.123 1.00 19.48 A N
ATOM 521 CA LEU 210 116.459 49.20S 4.521 1.00 19.78 A [o4
ATOM 522 CB LEU 210 117.148 50.354 5.242 1.00 21.61 A C
ATOM 523 CG LEU 210 118.589 50.100 5.683 1,00 21.85 A ¢
ATOM 524 CDls3LEU 210 119.093 51.347 6.358 1.00 18.40 A c
ATOM 525 CD2 LEU 210 118.687 48.916 6.632 1.00 15.30 A c
ATOM 526 C LEU 210 115.148 48.894 5.223 1.00 18.04 A (o4
ATOM 527 O LEU 210 115.078 48.022 6.093 1.00 18.81 A [¢]
ATOM 528 N VAL 211 114.107 49.618 4.839 1l.00 25.49 A N
ATOM 528 CA VAL 211 112.758 49.443 5.432 11.00 25.25 A o4
ATOM 530 CB VAL 211 111.916 50.685 5.175 1l.00 19.83 A C
ATOM 531 CGl1 VAL 211 110.457 S0.3%1 5.837 1.00 22.01 A (o4
ATOM 532 (G2 VAL 211 112.446 51.859 5.98% 1l1.00 20.44 A c
ATOM 533 ¢ VAL 211 112.107 48.214 4.871 1.00 24.50 A Cc
ATOM 834 © VAL 211 111.437 47.483 5.593 1.00 25.18 A o]
ATOM 535 N ALA 212 112.262 47.986 3.577 11.00 29.23 A N
ATOM 536 CA ALA 212 111.624 46.839 2,964 1.00 28.21 A c
ATOM 537 CB ALA 212 111.725 486.935 1.435% 1.00 1.87 A c
ATOM s38 ¢ ALA 212 112.275 45.559 3.465% .00 26.02 A C
ATOM §39 © ALA 212 111.603 44.543 3.657 1.00 25.96 A (o]
ATOM 540 N ALA 213 113.587 45.618 3.680 1.00 33.07 A N
ATOM 541 CA ALA 213 114.339 44.464 4.147 1.00 34.24 A C
ATOM 542 CB ALA 213 115.803 44.787 4.176 1.00 20.72 a (o4
ATOM 543 C ALA 213 113.875 44.011 §.822 1.00 33.04 a c
ATOM 544 O ALA 213 113.659 42.824 5.746 1.00 30.67 A [»]
ATOM 545 N ASN 214 113.723 44.952 6.446 1.00 10.19 A N
ATOM 546 CA ASN 214 113.268 44.608 7.788 1.00 14.06 A C
ATOM S47 CB ASN 214 113.357 45,817 8.713 1.00 18.34 A c
ATOM 548 CG ASN 214 114.763 46.094 9.158 1.00 20.07 A C
ATOM 549 OD1 ASN 214 115.597 46.563 8.377 1.00 22.00 A o
ATOM 550 ND2 ASN 214 115.045 45.794 10.425 1.00 20.49% A N
ATOM 551 C ASN 214 111.847 44.081 7.828 1.00 16.45 A (o
ATOM 5582 0 ASN 214 111.448 43.500 8.825 1.00 17.17 A o
ATOM 553 N LYS 215 111.080 44.289 6.764 1.00 16.88 A N
ATOM S54 CA 1LYS 215 109.705 43.817 6.744 1.00 17.32 A c
ATOM 555 CB LYS 215 108.804 44.772 5.926 1.00 20.45 A (¢4
ATOM 556 CG LYS 215 108.670 46.176 6.531 1.00 28.03 A c
ATOM §57 CD 1LYS 215 107.387 46.902 6.115 1.00 31.57 A [+
ATOM 558 CE LYS 218 107.304 47.155 4.607 1.00 35.03 A [o4
ATOM 559 NZ LYS 215 106.135 48.007 4.237 1.00 36.02 A N
ATOM 560 C LYS 21S 109.617 42.399 6.193 1.00 15.45 A (o]
ATOM 561 © LYS 215 108.529 41.825 6.124 1.00 l6.67 A o]
ATOM 562 N ILE 216 110.757 41.824 5.812 1.00 28.84 A N
ATOM 563 CA ILE 216 110.754 40.475 5.262 1.00 25.66 A C
ATOM 564 CB ILE 216 112.088 40.123 4.594 11.00 13.08 A c
ATOM 565 C€G2 ILE 216 112.088 38.681 4.163 1.00 9.86 A C
ATOM 566 CGl ILE 216 112.258 41.002 3.362 1.00 9.76 A C
ATOM 567 CD1 ILE 216 113.597 40.713 2.626 1.00 6.72 A C
ATOM 568 C ILE 216 110.459 39.445 6.333 1.00 24.10 A C
ATOM §69 O ILE 216 111.076 35.441 7.404 1.00 24.80 A (o]
ATOM 570 N VAL 217 109.503 38.574 6.017 1.00 14.68 A N
ATOM §71 CA VAL 217 109.065 37.S511 6.90¢4 1.00 16.45 A c
ATOM 572 CB VAL 217 107.535 37.425 6.9501 1,00 9.81 A Cc
ATOM $73 (Gl VAL 217 107.065 36.144 7.56% 1.00 9.81 A c
ATOM 574 (G2 VAL 217 106.967 38.647 7.626 1.00 9.82 A c
ATOM 578 C VAL 217 109.641 36.173 6.483 1.00 17.61 A c
ATOM 576 © VAL 217 109.794 35.895 5.298 1.00 17.07 A (o]
ATOM $77 N GLN 218 109.959 35.348 7.474 1.00 15.74 A N
ATOM 578 CA GLN 218 110.512 34.024 7.234 1.00 16.40 A C
ATOM 579 CB GLN 218 111.064 33.446 8.531 1.00 14.26 A C
ATOM 80 (G GLN 218 111.752 32.109 8.372 1.00 14.2€¢ A [
ATOM S8l O GLN 218 112,332 31.589 9.675 1.00 14.26 A C
ATOM $82 OEl GLN 218 113.166 30.68S 9.668 1.00 14.26 A [+
ATOM 583 NE2 GIN 218 111.687 32.156 10.802 1.00 14.26 A N
ATOM 584 C GLN 218 108.392 33.151 6.719 1.00 15.85 A C
K 19 :A-8
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ATOM 585 O GIN 218 108.335 33.103 7.328 1.00 19.60 A [s)
ATOM S86 N ARG 219 109.622 32.464 $.604 1.00 16.04 A N
ATOM 587 CA ARG 219 108.599 31.602 5.005 11.00 15.69 A 4
ATOM 588 CB ARG 218 108.585 31.786 3.489 1.00 43.49 A c
ATOM 589 CG ARG 219 109.053 33.163 3.054 1.00 43.49 A (o
ATOM 590 CD ARG 219 108.719 33.422 1.606 .00 43.49 A Cc
ATOM 591 NE ARG 219 107.365 33.952 1.454 21.00 43.49 A N
ATOM 5§92 CZ ARG 218 107.042 35.232 1.606 1.00 43.49 A c
ATOM 5§93 NH1 ARG 219 107.979 36.122 1.915 1.00 43.49 A N
ATOM 594 NH2 ARG 219 105.786 35.621 1.443 1.00 43.489 A N
ATOM 595 C ARG 219 108.814 30.127 §.350 1.00 16.90 A c
ATOM 596 O ARG 219 108.073 29.253 4.886 1.00 16.91 A (o}
ATOM 597 R GLY 220 109.838 29.867 6.160 1.00 9.58 A N
ATOM 598 CA GLY 220 110.148 28.513 6.567 1.00 $.19 A (o
ATOM 598 C GLY 220 110.442 27.562 5.422 1.00 8.86 A o]
ATOM 600 O GLY 220 110.682 27.993 4.288 1.00 7.20 A [o}
ATOM 601 N GLY 221 110.435 26.266 5.730 1.00 16.50 A N
ATOM 602 CA GLY 221 110.682 25.265 4.718 1.00 15.07 A c
ATOM 603 C GLY 222 111.117 23.954 5.314 1.00 15.49 A C
ATOM 604 O GLY 221 112.038 23.928 6.224 1.00 12.29 A o}
ATOM 605 N ARG 222 110.459 22.86S 4.927 1.00 35.34 A N
ATOM 606 CA ARG 222 110.815 21.543 §.433 1.00 36.05 A c
ATOM 607 CB ARG 222 109.652 20.S67 5.235 1.00 22.30 A c
ATOM 608 CG ARG 222 108.505 20.7%1 6.201 1.00 22.30 A c
ATOM 608 CD ARG 222 107.252 20.047 5.779 1.00 22.30 A [
ATOM 610 NE ARG 222 106.621 20.647 4.614 1.00 22.30 A N
ATOM 611 CZ ARG 222 105.45% 20.247 4.103 21.00 22.30 A C
ATOM 612 NH1 ARG 222 104.795 19.241 4.654 1.00 22.30 A N
ATOM 613 NH2 ARG 222 104.951 20.857 3.042 1.00 22,30 A N
ATOM 614 € ARG 222 112.062 21.036 4.723 1.00 36.10 A [o4
ATOM 615 O ARG 222 112.626 20.017 S5.107 1.00 36.87 A o
ATOM 616 N GLN 223 112.473 21.750 3.678 1.00 27.48 A N
ATOM 617 CA GIN 223 113.672 21.428 2.912 1.00 25.77 A C
ATOM 618 CB GIN 223 113.328 20.858 1.835 11.00 13.17 A c
ATOM 619 CG GIN 223 112.830 19.417 1.508 1.00 14.61 A C
ATOM 620 Cb GIN 223 111.346 19.312 1.790 1.00 15.02 A Cc
ATOM 621 OEl GILN 223 110.533 20.016 1.1%0 1.00 15.42 A o
ATOM 622 NE2 GLN 223 110.981 18.417 2.698 1.00 15.46 A N
ATOM 623 C GIN 223 114.498 22.706 2.724 1.00 26.51 A C
ATOM 624 O GIN 223 114.057 23.799 3.069 11.00 25.99 A [}
ATOM 625 N THR 224 115.696 22.567 2.172 1l.00 24.40 A N
ATOM 626 CA THR 224 116.581 23.704 1.948 1.00 22.28 A [}
ATOM 627 CB THR 224 117.795 23.633 2.897 1.00 14.98 A [+
ATOM 628 OGl THR 224 117.328 23.565 4.246 1l.00 14.97 A o
ATOM 629 ©G2 THR 224 118.683 24.849 2.747 1.00 11.28 a [o4
ATOM 630 C THR 224 117.061 23.662 0.500 1.00 19.29 A C
ATOM 631 O THR 224 118.122 23.129 0.202 1.00 15.78 A [}
ATOM 632 N MET 225 116.272 24.234 -0.395 1.00 14.15 A N
ATOM 633 CA MET 225 116.607 24.236 -1.810 1.00 15.04 A c
ATOM 634 CB MET 225 115.346 24.481 -2.636 1.00 22.98 A c
ATOM 635 CG MET 225 114.183 23.602 -2.267 1.00 20.41 A c
ATOM 636 SD MET 225 114.421 21.883 -2.704 1.00 28.15 A 8
ATOM 637 CB MET 225 112.675 21.302 -2.554 1.00 24.73 A [~4
ATOM 638 C MET 225 117.653 25.275 -2.204 1.00 16.07 A c
ATOM 639 O MET 225 117.426 26.054 =-3.136 1.00 17.83 A (o]
ATOM 640 N THR 226 118.791 25.297 -1.513 1.00 16.19 A N
ATOM 641 CA THR 226 119.841 26.259 -1.840 1.00 15.66 A o4
ATOM 642 CB THR 226 121.185 25.905 -1.129 1.00 25.30 A (o
ATOM 643 OGlL THR 226 120.925 25.825 0.284 1l.00 27.32 A o
ATOM 644 CG2 THR 226 122.216 26.959 -1.414 1.00 23.02 A [+
ATOM 645 C THR 226 120.100 26.337 -3.356 1.00 14.26 A [
ATOM 646 O THR 226 120.229 27.418 -3.917 1,00 8.55 A o
ATOM 647 N AA 227 220.158 25.190 -4.019 1.00 9.41 A N
ATOM 648 CA ALA 227 120.408 25.162 -5.448 1.00 8.35 A C
ATOM 643 CB AIA 227 120.422 23.738 -5.939 1.00 23.80 A C
ATOM 650 C amA 227 119.342 25.951 -6.188 1.00 9.01 A c
ATOM 651 O AR 227 119.644 26.759 -7.067 1.00 9.81 A 0
ATOM €52 N LEU 238 118.085 25.711 -5.842 1.00 28.18 A L
ATOM 653 CA LEU 228 116.985 26.410 -6.489 1.00 26.62 A c
ATOM 654 CB LBU 228 115.649 25.860 -5.988 1,00 l4.81 A c
© ATOM 655 ©CG LEU 228 114.372 26.48B5 -6.557 1.00 22.70 A [+
ATOM 656 CDl LBU 228 114.356¢ 26.363 -8.080 1.00 20.29 A c
ATOM 657 CD2 LEU 228 113.163 25.801 -5.947 1.00 19.7s A c
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ATOM 658 C LEU 228 117.067 27.%09% -6.221 1.00 25.80 A c
ATOM 659 O LEU 228 1l6.885 28.719 -7.129 1.00 28.78 A 0
ATOM 660 N GLY 229 117.341 28.274 -4.871 1.00 23.50 A N
ATOM 661 CA GLY 229 117.449 29.679 -4.624 1.00 25.86 A c
ATOM 662 C GLY 229 118.464 30.407 -5.495 1.00 28.42 A c
ATOM 663 O GLY 229 118.149 31.428 -6.108B 1.00 29.01 A (o]
ATOM 664 N ILE 230 119.682 29.876 <-5.562 1.00 20.49 A N
ATOM 665 CA ILE 230 120.736 30.498 -6.354 1.00 21.82 A c
ATOM 666 CB ILE 230 122.096 29.779 -6.195 1.00 2.66 A c
ATOM 667 CG2 ILE 230 123.168 30.546 -6.953 1.00 2.66 A (o
ATOM 668 CGlL ILE 230 122.486 29.692 -4.720 1.00 2.66 A Cc
ATOM 669 CDl1 ILE 230 123,773 28.920 -4.474 1.00 2.66 A C
ATOM 670 C ILBE 230 120.386 30.508 ~-7.830 1.00 22.08 A c
ATOM 671 O ILE 230 120.634 31.498 -8.51% 1.00 20.01 A o
ATOM 672 N ASP 231 119.841 25.409 -8.333 1.00 32.19 A N
ATOM 673 CA ASP 221 119.473 29.352 -9.743 1.00 30.59 A c
ATOM 674 CB ASP 231 118.5959 27.958 -10.103 1.00 35.41 A c
ATOM 675 CG aSP 231 118.860 27.739 -11.604 1.00 42.41 A (o
ATOM 676 OD1 ASP 231 119.910 27.778 -12.281 1.00 41.17 A o]
ATOM 677 OD2 ASP 221 117.738 27.525 -12.103 1.00 45.95 A o
ATOM 678 C asp 231 118.382 30.395 -10.048 1.00 31.57 A c
ATOM 678 ©O ASP 231 118.429 31.048 -11.090 1.00 28.79 A o
ATOM 680 N THR 232 117.443 30.554 -9.126 1.00 18.29 A N
ATOM 681 CA THR 232 116.347 31.510 -5.29% 1.00 17.08 A c
ATOM 682 CB THR 232 115.287 31.347 -8.1%4¢ 1.00 20.70 A C
ATOM 683 OGl THR 232 114.714 30.041 -8.279 1l.00 18.21 A o
ATOM 684 CG2 THR 232 114.191 32.370 -8.358 1.00 14.24 A c
ATOM 685 C THR 232 116.859 32.937 -9.264 1.00 17.71 A Cc
ATOM 686 O THR 232 116.390 33.801 -10.010 1.00 17.88 A o
ATOM 687 N ALA 233 117.815 33.187 -8.379 1l.00 19.66 A N
ATOM 688 CA ALA 233 118.395 34.517 -8.270 1.00 22.31 A c
ATOM 68% CB ALA 233 119.364 34.580 -7.099 1.00 15.15 A C
ATOM 690 C ALA 233 119.125 34.796 -9.575 1.00 24.62 A c
ATOM 631 O ALA 233 119.187 35.929 -10.031 1.00 26.53 A (o]
ATOM 632 N ARG 234 119.666 33.746 -10.180 1.00 30.19 A N
ATOM 6953 CA ARG 234 120.390 33.879 -11.434 1.00 33.28 A c
ATOM 694 CB ARG 234 121.241 32.637 -11.693 1.00 15.32 A C
ATOM 695 CG ARG 234 122.345 32.875 -12.693 1.00 15.32 A c
ATOM €96 CD ARG 234 122.760 31.617 -13.460 11.00 15.32 A C
ATOM 6§97 NE ARG 234 121.839 31.311 -14.554 1.00 15.32 A N
ATOM 698 CZ ARG 234 120.875 30.405 -14.481 1.00 15.32 A Cc
ATOM 699 NH1 ARG 234 120,708 29.713 -13.368 1.00 15.32 A N
ATOM 700 NHZ ARG 234 120.076 30.188 -15.511 1.00 15.32 A N
ATOM 701 C ARG 234 119.446 34.083 -12.619 1.00 35.42 A Cc
ATOM 702 O ARG 234 119.409 35,183 -13.215 1.00 35.47 A o
ATOM 703 N LYS 235 118.666 33.057 -12.941 1.00 67.48 A N
ATOM 704 CA LYS 235 117.767 33.124 -14.085 1.00 67.43 A c
ATOM 705 CB LYS 235 117.204 31.730 -14.397 1.00 $3.18 A c
ATOM 706 CG LYS 235 115.965 31.308 -13.615 1.00 54.33 A C
ATOM 707 CD LYS 235 115.583 29.867 -~13.970 1.00 54.15 A c
ATOM 708 CE LYS 235 114.146 29.517 -13.590 1.00 54.95% A c
ATOM 709 NZ LYS 235 113.873 29.660 -12.135 1.00 $5.71 A N
ATOM 710 C LYS 235 116.628 34.134 -14.017 11.00 67.57 A c
ATOM 711 O LYS 235 116.074 34.500 -15.0584 1.00 67.91 A o]
ATOM 712 N GLU 236 116.277 34.596 -12.822 1.00 98.68 A N
ATOM 713 CAR GLO 236 115.186 35.558 -12.693 1.00 100.30 A c
ATOM 714 CB GLU 236 114.087 34.99% -11.781 1.00 50.64 A c
ATOM 715 C6 GLU 236 113.008 34.182 -12.510 1.00 53.41 A c
ATOM 716 CD GLU 236 112.199 33.276 -11.582 .00 55.89 A c
ATOM 717 OEl GLU 236 111.660 33.760 -10.565 1.00 $5.98 A o]
ATOM 718 OE2 GLU 236 112.098 32.065 ~11.875 1.00 §5.73 A ]
ATOM 79 € GLU 236 115.627 36.917 -12.174 1.00 98.85 A c
ATOM 720 O GLU 236 115.638 37.900 -12.912 1.00 100.28 A o
ATOM 723 N ALAR 237 115.991 36.969 -10.8%3% 1.00 71.25 A N
ATOM 722 CA ALAR 237 116.405 38.218 -10.276 1.00 68.73 A c
ATOM 723 CB ALA 237 117.046 37.934 -8.932 1.00 56.85 A c
ATOM 726 C ALR 237 117.349 39.046 -11.139 1.00 67.56 A c
ATOM 725 O ALA 237 117.225 40.267 -11.200 1.00 €5.98 A o
ATON 726 N PHE 238 118.283 36.385 -11.812 1.00 41.01 A ]
ATOM 727 CA PHE 238 119.256 39.080 -12.651 1.00 41.24 A c
ATOM 728 CB PHE 238 120.606 38.369 -12.591 1.00 47.57 A c
ATOM 729 CG PHBR 238 121,413 38.6%6 -11.378 1.00 46.60 A c
ATOM 730 COD1 pHE 238 121.686 37.725 -10.419 1.00 47.83 A c
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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758
759
760
761
762
763
764
765
766
767
768
769
770
771
772
173
774
715
776
77
778
779
780
781
782
783
784
785
786
787
788
789
780
791
792
793
754
785
796
797
798
799
800
801
802
803
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238
238
238
238
238
238
239
239
238
239
239
239
239
240
240
240
240
240
240
240
240
240
241
241
241
241
241
242
242
242
242
242
242
242
242
242
242
242
243
243
243
243
244
244
244
244
244
245
245
24S
245
245
248
245
245
245
245
245
246
246
246
246
246
246
246
246
246
246
246
247
247
247
247

121.931
122.476
122.719
122.953
118.861
119.699
117.586
117.117
115.952
114.866
116.363
116.655
115.955
117.067
116.755
116.995
117.147
117.738
118.794
117.151
115.336
115.083
1314 .417
113.016
112.170
112.802
111.809
113.725
113.585
113.757
112.489
112.669
111.425
110.582
110.846
109.48S
114.557
114.824
215.080
115.996
117.468
118.318
117.792
119.190
119.32¢6
13i9.750
119.437
120.566
121.154
121.853
120.888
121.614
122.309
122.997
123.064
123.590
122.131
123.003
121.985
122.848
122.447
123.405
123.087
121.637
120.901
121.618
119.685
124.313
124.671
125.181
126.587
127.097
128.129

39.970
38.023
40.282
39.305
39.252
39.129
39.520
39.744
38.821
39.059
37.382
41.202
41.695
41.881
43.291
43.654
45.141
45.441
44.858
46.263
43.665
44.772
42.730
¢2.952
41.769
43.165
43.759
42.678
42,851
41.500
40.658
39.440
39.010
38.106
37.5325
37.769
43.898
43.954
44.733
45.775
45.462
46.139
44.447
44.119
42.709
45.130
45.088
46.054
47.074
48.230
49.043
49.991
49.254
49.824
51.145
49.075
46.493
45.710
46.896
46.429
47.078
46.764
47.546
47.444
46.298
45.138
46.314
46.736
47.879
45.711
45.878
46.294
46.958
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-11.208

-9.298
-10.094

-9.137
-14.116
-15,017
-14.362
-15,724
-16.086
-15.191
-15.988
-15.798
-14.902
-16.868
-17.085
-18.549
-18.793
-20.152
~20.483
-20.885
-16.689
-16.210
-16.885
-16.552
-17.081
-15.044
-14.622
-14.223
-12.786
-12.079
~12.052
-11.160
-10.515
-11.011
-12.176
-10.334
-12.231
-11.026
-13.122
-12.706
-12.890
-12.308
-13.683
-13.896
-14.442
-14.886
-16.068
~14.401
-15.258
-14.399
-13.655
-12.741
-11.701
-10.726
-10.662

-9.820
-16.266
-15.911
-17.525
~18.607
-19.928
~21.067
-22.318
-22.641
-22.804
-22.676
-23.09¢
-18.364
-18.092
-18.475
-18.302
-16.934¢
-16.824

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

44.20
45.63
50.51
51.93
43.09
43.19
28.84
32.78
22.29
20.25
25.20
33.04
33.54
73.11
73.36
97.49
102.13
105.04
105.14
105.12
74.71
75.92
32.59
33.44
4.05
32.91
34.37
31.60
31.34
27.81
28.01
28.87
30.07
29.27
28.32
31.29
32.54
35.55
38.70
36.85
35.13
34.75
32.25
30.25
67.28
32.13
31.59
1B.96
19.79
36.60
39.07
39.28
33.70
33.52
32.72
30.81
18.16
14.27
55.16
§7.95
118.62
120.98
126.90
129.81
132.92
132.61
133.70
$5.77
58.40
47.7s
$0.33
50.40
53.3¢
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
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806
807
808
809
810
811
812
813
814
81S
816
817
818
819
820
821
822
823
B24
825
826
827
828
829
B30
831
832
833
834
835
836
837
838
83%
840
841
842
843
844
845
846
847
848
849
850
851
852
853
854
85s
856
857
858
853
860
1138
862
863
864
865
866
867
868
869
870
871
872
8723
8724
875
876
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LYS
LYS
Y
LYS
LYS
LYs
LYS
LYS
XS
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LYS
LYS
LYS
LYS
LYS
LYS
LYS
LYS
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ILE
ILE
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ILE
ILE
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248
248
248
248
248
248
248
249
249
249
249
249
249
249
249
249
250
250
250
250
250
250
250
250
250
251
251
251
251
251
251
251
252
252
252
252
252
282
252
252
253
283
253
253
253
253
253
254
254
254
254
254
254
254
254
255
255
258
255
258
255
255
256
256
256
256
256
256
256
257
257
257
257

126.382
126.790
125.6S3
126.049
125.331
127.173
126.530
128.208
1.28.645
129.793
130.426
130.844
131.040
131.548
127.503
126.706
127.432
126.396
125.763
125.050
124.882
123.827
123.513
126.979
127.849
126.493
126.954
127.504
127.901
128.678
125.863
124.778
126.168
135.212
124.949
123.850
123.556
123.009
125.730
126.880
124.886
125.286
125.173
125.508
126.118
124.370
123.166
124.936
124.142
124.457
123.584
124.220
125.307
124.379
125.508
123.300
123.378
122,733
123.224
123.056
122.592
121.431
123.210
122.514
122.477
122.032
123.851
123.128
124.303
122.323
122.794
122.069
120.655

45.911
46.248
46.928
47.136
48.250
44.970
43.936
45.036
43,852
44.186
42.940
41.943
40.539
39.546
43.190
43.862
41.864
41.110
40.134
40.864
40,022
38.928
38.274
40.391
39.541
40.754
40.173
41.263
40.676
41.928
39.421
39.945
38.199
37.383
26.073
35.212
33.701
34.366
37.072
36.675
37.261
36.971
38.221
37.856
39.310
35.881
36.093
34.716
33,597
32.266
31.am
32.397
33.140
33.370
33.431
33.105
32.858
33.994
33.949
35.325
31.594
31.492
20.632
29.387
28.457
27.147
28.387
28.650
28.831
27.829
27.097
27.588
27.009
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-15.887
-14.535
-13.780
-12.331
-14.436
-13.807
-13.993
-12.975
-12.250
-11.299
-10.650
-11.782
-11.224
-12.218
-11.473
-10.815
-11.559
-10.879
-11.871
-12.996
-14.263
-14.135
-15.453
-9.663
-9.804
-8.474
-7.219
-6.307
-4.959
-6.974
-6.451
-6.232
-6.023
-5.278
-6.024
-5.425
-6.379
-7.960
-3.875
-3.704
~2.869
-1.505
-0.593
0.842
-1.079
-0.974
-0.870
-0.649
-0.126
-0.847
-0.294
-2.352
-3.078
1.359
1.833
2.084
3.516
4.328
5.753
3.713
3.798
3.403
4.474
4.798
3.566
3.952
2.926
§.995
€.310
€.663
7.830
$.091
9.225

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
31.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

40.38
38.39
41.70
39.35
33.47
41.41
45.46
30.45
31.36
85.59
91.11
92.18
94,54
97.36
30.02
29.84
29.51
29.16
45.59
44.19
45.74
44.50
46.72
28.51
28.19
23.05
22.96
28.85
27.00
30.06
21.44
17.44
19.32
20.30
19.49
18.18
22.23
13.54
19.32
21.69
11.70
12.85
5.67
7.09
5.31
12.42
10.86
26.88
23.78
10.72
7.19
9.30
8.93
21.87
23.74
38.19
36.93
13.80
12.25
14.44
34.68
36.68
19.22
20.04
10.08
6.12
8.93
23.52
19.68
46.58
46.96
21.89
27.25
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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

877
878
879
880
881
882
883
884
885
886

888
889
890
891
892
893
894
835
896
897
898
899
900
901
202
903
904
905
906
907
908
908
910
911
912
913
914
918
916
217
918
919
920
921
922
923
924
925
926
927
928
929
930
231
932
933
934
938
936
937
938
939
840
541
942
843
544
945
946
947
548
949
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257
257
257
257
258
258
258
258
259
259
259
259
259
259
259
259
259
260
260
260
260
260
260
261
261
261
261
261
261
261
261
261
261
262
262
262
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262
262
262
263
263
263
263
263
263
263
263
264
264
264
264
264
264
264
264
264
264
264
264
265
265
268
265
265
265
265
265
265
265
265
266

120.089
120.110
122.599
122.525
122.510
122.330
122.618
122.523
122.984
123.265
123.650
124.983
125.130
126.256
124.115
122.004
120.927
122.140
121.007
121.435
122.467
120.489
121.257
119.192
118.609
117.107
116.789
116.610
116.648
116.393
116.365
118.866
118.732
119.251
119.556
118.838
118.558
119.382
117.515
121.065
121.510
121.842
123.300
123.896
123.359
123.578
122.651
123,657
124.574
122.915
123.212
121.908
121.684
121.294
121.137
121.909
121.753
121.369
121.224
123.396
124.509
122.406
122.605
121.297
120.1602
115.267
118.140
117.562
118.016
116.528
123.211
123.137
123.819

26.573
27.006
25.596
24.883
25.106
23.678
23.150
23.871
21.876
21.230
18.770
19.588
18.214
17.861
17.490
21.298
20.906
21.815
21.%22
22.606
21.872
20.526
18.571
20.408
19.114
19.116
19.030
19.997
17.830
18.065
19.372
18.815
17.676
19.850
19.709
20.798
22.065
22.429
22.708
18.758
20.456
19.009
18.956
17.820
17.781
18.703
16.702
18.684
19.286
17.754
17.330
16.512
15.297
15.427
14.312
14.016
12.892
13.048
11.9490
18.439
18.5836
19.283
20.340
20.636
21.225
21.953
22.620
23.714
24.257
24.258
21.644
22.668
21.61¢
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8.191
10.362
7.693
8.695
6.461
6.283
4.89%6
3.903
4.832
3.562
3.782
4.46)
5.070
5.481
5.147
2.727
3.174
1.517
0.61S
-0.685
-1.325
0.304
0.31S
0.039
-0.284
0.020
1.482
2.413
2.147
3.422
3.610
~1.754
-2.203
~2.49%5
~3.913
~4.732
~3.929
~3.067
~4.17%
~4.191
-5.104
~3.406
-3.558
-2.719
-1.303
-0.511
-0.974
-5.012
-5.572
-5.601
-6.976
-7.431
-6.568
~5.234
-4.419
-7.067
-6.262
-4.938
-4.138
-7.977
-8.498
-8.245
-9.224
-9.957
~9.142
»10.110
~9.464
~-9.947
-11.071
-9.31
-8.720
-9.396
-7.543

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00

27.72
32.52
43.55
42.79
42.38
44.80
48.62
44.34
88.78
90.66
87.02
94.80
98.61
105.36
98.63
89.52
86.69
31.72
34.88
104.64
105.15
34.78
30.81
119.42
123.77
89.56
92.76
91.87
94.24
94.31
91.58
124.83
122.05
94.20
99.17
77.35
77.35
77.35
77.35
99.22
99.08
48.33
49.50
78.20
82,57
84.07
77.07
50.24
€9.04
83.05
80.90
165.37
165.37
165.37
165.37
165.37
165:37
165.37
165.37
79.855
76.68
83.26
82.16
36.62
37.07
38.90
1€.29
44.46
49.09
48.43
61.41
82.72
27.19
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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
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

950
951
952
953
954
955
956
957
9s8
959
960
961
962
963
. 964
965
966
967
968
969
970
971
972
973
974
875
976
977
978
973
880
981
982
983
984
985
3986
887
288
989
950
291
992
993
994
998
996
997
998
999
1000
1001
1002
1003
1004
1005
1006
1007
1008
1009
1010
1011
1012
1013
1014
1015
1016
1017
1018
1019
1020
1021
1022
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266
266
266
266
266
266
266
267
267
267
267
267
267
267
267
267
268
268
268
268
268
268
268
268
268
269
269
269
269
269
269
269
270
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270
270
270
270
270
270
271
271
271
27
27
271
271
271
271
272
272
272
272
272
272
272
272
273
273
273
273
273
273
274
274
274
274
274
274
274
274
274
275

124.435
124.798
125.336
124.393
125.502
125.684
126.086
126.286
127.479
127.949
129.239
130.428
131.649
132.793
127.103
127.763
126.032
125.553
124.292
124.449%
123.119%
123.059
122.041
125.221
125.678
124.410
124.007
123.088
122.650
121.872
125.198
125.28¢
126.114
127.291
128.2861
129.592
127.671
127.367
128.001
128.549
127.981
128.60S
128.434
129.267
130.744
131.244
131.45)
127.962
128.644
126.648
125.929
124.430
124.084
123.000
124.893
126.194
126.1%0
126.42¢
126.699
126.630
124.940
128.059
128.244
129.010
130.364
131.317
132.0%0
133.041
133.622
133.212
130.345
131.031
129.550
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22.815
22,601
23.820
24.999
23.466
23.084
24.226
22.007
22,088
20.673
20.583
20.277
19.894
18.452
22.842
23.810
22.389
22.999
22.2955
20.845
20.227
19.078
20.992
24.474
25.332
24.767
26.140
26.223
27.667
25.334
27.076
28.093
26.744
27.585
26.944
27.731
26.926
28.317
27.775
28.838
26.729
26.751
25.394
25.214
25.366
26.477
24.243
27.642
28.733
27.770
28.758
28.459
27.142
26.589
26.665
30.163
31.131
30.280
31.582
31.516
31.489
32.090
33.208
31.178
31.531
30.338
30.309
31.490
31.659
32.281
31.984
32.931
31.298

86

~7.003
-5.539
~4.797
-4.976
~3.320
-7.828
-8.022
-8.317
-9.149
~9.497
-10.298
-9.403
-10.230
-9.381
-10.427
-10.809
-11.074
-12.303
-12.798
-13.182
-13.576
-14.010
-13.423
-12.100
-12.851
-11.089
-10.830
-9.598
-9.374
-9.801
-10.649
-11.318
~9.746
-9.538
-8.533
-8.504
-7.135
-6.591
~10.870
=11.140
-11.696
-~13.011
~13.698
-~14.947
-14.6€65
-~14.506
~14.583
-13.860
-14.348
-14.031
-14.818
~14.786
-15.454
-15.263
~16.2786
-14.263
~15.042
-12.978
-12.387
~10.862
-20.291
-12.826
~13.008
-12.994
~13.440
-13.298

~11.989

~11.836
~10.740
-12.812
~14.893
~15.266
~15.707

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

28.76
4.24
3.45
5.79
1.87

31.58

31.46

45.65

47.96

72.30

72.30

72.30

72.30

72.30

47.45

46.97

32.65

31.62

BB.56

88,56

88,56

88.56

88.56

27.37

28.55

11.18
8.94

22.95

18.60

20.81
8.53

11.37
5.57
6.19

12.81
7.43

10.37

11.49

10.06
B8.84
7.96

10.02

84.89

86.79

89.29

89.62

90.86

12.48

15.17

33.57

34.85

74.39

76.01

78.08

82.27

35.6%

33.10

42.88

41.31

24.14

22.4

41.68

a5.99
20.07
22.87

39.18

44.30

49.41

51.28

$3.97
25.29
27.49
41.03
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ATOM 1023 CA ASP 275 129.421 31.625 -17.119 1.00 39.77 A C
ATOM 1024 CB ASP 275 128.538 30.594 -17.822 1.00 63.42 A C
ATOM 1025 CG ASP 275 129.106 29.203 ~-17.757 1.00 64 .69 A c
ATOM 1026 OD1 ASP 275 129.987 28B.959 -16.906 1.00 68.39 A 0
ATOM 1027 OD2 ASP 275 128.657 28.352 -18.551 1.00 66.35 A (o}
ATOM 1028 C ASP 275 128.789 32.996 -17.285 1.00 38.76 A Cc
ATOM 1029 O AspP 275 128.683 33.595 ~-18.367 1.00 34.31 A o
ATOM 1030 N GLU 276 128.137 33.485 -16.247 1.00 28.36 A N
ATOM 1031 CA GLU 276 127.479 34.771 -16.328 1.00 28.01 A C
ATOM 1032 CB GLU 276 126.019 34.617 -15.913 1.00 53.33 A Cc
ATOM 1033 CG GLU 276 125.310 33,520 -16.700 1..00 53.20 A c
ATOM 1034 CD GLU 276 123.807 33.493 -16.487 1.00 54.30 A Cc
ATOM 1035 OEXI GLU 276 123.150 32.629 ~-17.102 1.00 55.01 A o
ATOM 1036 OE2 GLU 276 123.280 34.330 -15.717 1.00 51.24 A o
ATOM 1037 C GLU 276 128.172 35.841 -15.504 1.00 26.84 A Cc
ATOM 1038 O GLU 276 127.621 36.819 -15.288 1.00 27.95 A o
ATOM 1039 N ASN 277 129.382 135.535 -15.050 11.00 26.50 A N
ATOM 1040 CA ASN 277 130.185 36.472 -14.268 1.00 28.47 A c
ATOM 1041 CB ASN 277 130.607 37.6S5 -15.140 1.00 86.35 A (o}
ATOM 1042 CG ASN 277 131.230 237.218 -16.43% 1.00 91.27 A o4
ATOM 1043 0Dl ASN 277 132.263 36.548 -16.451 1.00 91.09 A o]
ATOM 1044 ND2 ASN 277 130.601 37.589 -17.550 1.00 90.23 A N
ATOM 1045 C ASN 277 129.493 37.014 -13.018 1.00 24.82 A c
ATOM 1046 O ASN 277 129.476 38.226 -12.790 1.00 25.80 A o
ATOM 1047 N ILE 278 128.925 36.127 -12.207 11.00 15.37 A N
ATOM 1048 CA ILE 278 128.261 36.560 -10.989 1.00 15.82 A c
ATOM 1049 CB ILE 278 126.963 35.773 -10.747 1.00 17.43 A c
ATOM 1050 CG2 ILE 278 126.304 236.243 -9.454 1.00 18.82 A C
ATOM 1051 CGl ILE 278 126.016 35.949 -11.932 1.00 14.88 A o4
ATOM 10S2 CDl1 ILE 278 124.742 35.183 -11.796 1.00 17.16 A C
ATOM 1053 C ILE 278 129.168 36.345 -9.780 1.00 16.42 A c
ATOM 1054 O ILE 278 129.363 235.212 -9.354 1.00 16.76 A (o}
ATOM 1055 N GLN 279 128.737 37.426 -9.244 1.00 26.25 A N
ATOM 1056 CA GLN 279 130.578 37.335 -8.053 1.00 25.85 A C
ATOM 1057 CB GLN 279 131.035 38.716 -7.605 1.00 41.76 A c
ATOM 1058 CG GLN 273 131.959 39.382 -8.574 1.00 47.54 A C
ATOM 1059 CD GLN 279 133.158 38.524 -8.894 1.00 51.46 A c
ATOM 1060 OE1l GLN 279 133.992 38.255 -8.023 1.00 45.70 A (¢}
ATOM 1061 NE2 GLN 279 133.252 38.078 -10.146 1.00 51.05 A N
ATOM 1062 C GLN 278 129.716 36.736 -6.958 1.00 23.72 A C
ATOM 1063 O GLN 279 128.609 37.216 <~6.692 1.00 20.64 A o
ATOM 1064 N ARG 280 130.214 35.697 =~6.310 1.00 16.06 A N
ATOM 1065 CA ARG 280 129.440 35.054 ~5.258 1.00 17.58 A c
ATOM 1066 CB ARG 280 129.207 33.620 -5.661 1.00 19.51 A C
ATOM 1067 CG ARG 280 128.413 33.488 -6.997 1.00 18.14 A c
ATOM 1068 CD ARG 280 128.274 32.021 ~-7.371 11.00 17.81 A c
ATOM 1069 NE ARG 280 129.576 31.365 -7.441 1.00 14.86 A N
ATOM 1070 CZ ARG 280 130.427 31.489 -8.452 1.00 18.77 A C
ATOM 1071 NHY ARG 280 130.131 32,241 -9.493 1.00 21.69 A N
ATOM 1072 NH2 ARG 280 131.579 30.846 -8.422 1.00 23.1 A N
ATOM 2073 C ARG 280 130.123 35.037 -3.892 1.00 17.24 A C
ATOM 1074 O ARG 280 131.269 34.59%2 -3.750 1.00 16.97 A (o}
ATOM 1075 N PHE 281 129.406 35.539 -2.894 11.00 21.33 a N
ATOM 1076 CA PHE 281 129.889 35.538 -1.527 1.00 23.32 A c
ATOM 1077 CB PHE 281 129.848 36.933 -0.924 1.00 12.67 A c
ATOM 1078 CG PHE 281 130.754 37.%00 -1.603 1.00 15.70 A c
ATOM 1079 CD1 PHE 281 130.419 38.434 -2.837 1.00 19.55 A c
ATOM 1080 (D2 PHE 281 131.968 38.250 -1.024 1.00 17.43 A C
ATOM 1081 CEl PHE 281 131.281 39.305 -3.487 1.00 19.61 A C
ATOM 1082 CE2 PHE 281 132.842 39.120 -1.665 1.00 15.16 A c
ATOM 1083 CZ PHE 281 132.498 39.650 -2.900 1.00 16.59 A C
ATOM 1084 C PHE 201 128.925 34.646 -0.785 1.00 24.03 A c
ATOM 1085 O PHE 281 127.710 34.867 ~-0.821 1.00 26.40 A (o]
ATOM 1086 N SER 282 129.449 33.613 -0.141 1.00 13.47 A N
ATOM 1087 CA SER 282 128.594 32.705 0.602 1.00 18.32 A c
ATOM 1088 CB SER 283 128.746 31.272 0.084 1.00 11.38 A Cc
ATOM 1089 OG SER 382 130.081 30.81¢ 0.216 21.00 7.93 A o
ATOM 1090 C SER 282 128.947 32.782 2.069 11.00 17.20 A c
ATOM 1091 O SER 282 130.066 33.13% 2.435 11.00 21.06 A o
ATOM 1092 N ILE 283 127.965 32.477 2.908 1.00 24.08 A N
ATOM 1093 CA ILE 283 120.164 32.504 4.343 1.00 22.00 A [
ATOM 1054 CB ILE 283 127.817 33.733 4.968 1.00 17.91 A c
ATOM 1095 C©CG2 ILE 283 127.843 33.791 6.442 1.00 18.72 A c
Kl 19 :A-15
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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
RTOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1096
1097
1098
1099
1100
1101
1102
1102
1104
1108
1106
1107
1108
1109

CG1

ggreg=ecnrgp=on

Bagg=cngggpg=ong=enggggg=on

oQ
g8

®zoNn g!;‘;;}l O‘)t}ﬁ‘a giasgglg Z0 “‘5!3!353&!9 z200

BEEEEEEERERES

ILE

5B

PHE

283
283
283
283
284
284
284
284
284
285
288
285
285
285
285
285
285
286
286
286
286
286
286
286
286
287
287
287
287
296
296
296
296
236
296
296
297
297
297
297
297
297
291
297
297
298
298
298
298
298
298
298
298
296
299
299
299
299
298
299

128,045
127.103
127.510
126.394
128.204
127.663
128.548
127.507
128.482
126.276
125.997
124.529
124.187
124.306
124.206
126.227
125.523
127.205
127.497
128.999
129,917
131.340
129.513
126.760
127.068
125.789
125.042
124.586
125,056
131.112
130.609
130.702
132.071
129.861
131.387
130.985
132.497
133.304
134.577
134.403
135.6%0
135.709
136.682
132.550
132.581
131.865
131.125
130.281
129.695
129.117
130.167
131.379
130.228
130.032
129.700
128.839
128.100
127.256
126.319
127.400
125.54%
126.627
125.701
129.684
129.439
130.682
131.551
132.752
133.769
132.282
132.06)
132.177
132.365

34.986
36.172
31.273
30.817
30.618
29.421
28.253
29.536
29.740
29.422
29.457
29.859
29.569
31.344
31.670
28.022
27.106
27.818
26.471
26.313
26.722
26.363
26.019
26.068
25.036
26.875
26.578
25.138
24.419
19.210
20.333
21.652
21.903
21.592
20.535
21.332
19.825
20.020
19.171
17.709
17.103
15.886
17.883
19.770
20.609
18.638
18.352
17.087
16.562
15.166
14.187
14.159
19.547
15.853
20.218
21.380
21.712
22.967
23.146
23.970
24.307
25.132
25.299
22.573
23.190
22.45%6
24.010
24.068
25.076
24.451
23.893
24.089
22.679

K] 19 :A-16

88

4.281
4.303
4.912
4,536
5.823
6.412
6.070
7.920
B.641
8.389
9.817
10.107
11.555
9.791
8.318
10.296
9.872
11.169
11.649
11.876
10.727
112.108
9.441
12.823
13.517
13.3239
14.551
14.700
15.583
10.542
9.766
10.554
10.895
11.817
8.479
7.631
8.322
7.128
7.169
§.851
6.342
6.067
6.212
5$.832
4.931
5.728
4.505
4.678
3.378
3.545
4.057
3.195
4.143
2.964
5.167
4.978
6.283
6.209
5.186
7.160
5.117
7.095
6.073
4.544
3.504
$.352
5.034
5.993
5.493
7.382
3.607
2.906
3.164

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.900
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

14.38
17.594
21.07
20.93
29.93
29,95
1.87
28.08
26.74
3r.23
25.43
43.54
38.36
38.87
40.01
28.75
30.49
38,23
38.7
50,51
53.33
55.69
55.00
39.16
40.00
72.80
71.58
69.16
73.26
87.02
87.06
100.17
105.23
100,04
88.04
86.85
78.34
81.80
125.47
132.50
133.75
135.24
137.19
79.84
79.34
42.69
42.6%
102.63
111.34
113.06
116.88
121.20
40.29
41.17
38.43
36.67
55.97
48.41
44.86
46.14
44.27
40.55
39.406
37.02
32.83
13.%4
l8.0%
40.51
44.08
44.%52
17.%3
18.03
18.30
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ATOM
ATOM

1168
1170
1171
1172
1173
1174
1175
1176
1177
1178
1179
1180
1181
1182
1183
1184
1185
1186
1187
1168
1189
1190
1191
1192
1183
1194
1195
1196
1187
1198
1199
1200
1201
1202
1203
1204
1205
1206
1207
1208
1209
1210
1211
1212
1213
1214
1215
1216
1217
1218
1219
1220
1221
1222
1223
1224
1225
1226
1227
1228
1229
1230
1231
1232
1233
1234
1235
1236
1237
1238
1239
1240
1241

gaas

OEl
oB2

gage=en

BE9B=°°850808=°°888=° g8 g3gap=c gag=c"

132.866
133.407
134.058
135.049
‘135.956
134.918
131.770
132.034
130.541
129.412
128.127
126.894
125.659
125.651
124.698
129.237
129.040
129.334
123.171
128.933
128.556
127.823
126.599
130.340
130.133
131.564
132.733
134.018
134.415
135.810
136.298
137.673
122.685
133.033
132.195
132.100
131.702
130.352
131.0%4
131.137
130.281
129.180
127.990
127.190
127.118
225.993
129.812
129.361
130.874
131.584
132.444
132.441
132.622
132.953
133.796
133.489
232.299
135.264
135.625
136.103
137.542
138.224
137.811
138.181
138.103

138.544

138.009
137,580
138.882
139.395
139.483
140.703
140.182

22.513
21.094
20.854
21.543
22.267
22.469
22.832
23.458
22.420
22.667
22.084
22.274
21.594
20.349
22.302
24.158
24.580
24.953
26.405
27.019
28.480
26.245
25.926
27.129
28.036
26.740
27.363
26.713
27.051
26.502
26.803
26.262
27.210
28.118
26.054
25.785
24.329
24.088
26.709
26.917
27.258
268.176
26.319
29.565
27.069
27.029
29,544
30.333
.29.805
31.062
31.260
31.113
30.103
32.307
32.533
33.899
33.860
32.482
32,797
32.069
32.008
31.266
29.809
28.950
27.708
29.514
31.461
34.257
33.834
3s.217
33.029
33.851
3s.231
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1.808
1.605
0.243
-0.155
0.645
-1.282
0.791
-0.242
1.097
0.210
0.801
-0.071
0.501
0.584
0.872
~0.033
-1.170
1.031
0.9836
2.326
2.199
3.046
2.183
0.267
-0.553
0.612
0.003
0.501
1.918
2.190
3.599
3.857
-1.512
-2.252
-1.965
-3.386
~3.635
~3.293
~4.044
~5.263
~3.247
~3.783
~2.831
-3.167
~2.929
-1.916
-4.008
-4.0851
-3.251
-3.349
-2.118
-4.611
-§.302
-4.906
~6.072
-6.700
-7.460
-5.690
-4.555
~-6.640
-6.418
-7.569
-7.737
-6.541
-6.651
-5.487
-6.396
-7.230
-5.442
-5.381
-4.37M
-3.982
-4.065

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00

18.96
40.16
42.43
48.24
47.79
50.51
17.53
15.61
32.12
31.93
76.04
75.79
72.72
72.70
77.14
35.00
34.26
23.69
23.74
28.42
23.60
26.02
22.48
25.77
28.26
28.18
28.98
31.12
37.78
39.31
42.04
44.22
25.07
29.15
30.32
27.48
18.09
14.77
28.00
30.57
37.08
33.e3
15.00
15.73
17.63
15.34
31.59
32.12
20.26
22.45
5.65
22.11
21.10
24.29
27.22
15.61
19.00
30.87
28.21
26.43
29.92
73.14
78.51
81.27
83.60
85.42
30.67
32.32
19.51
49.07
19.70
50.90
§0.46

vvrvrv’vvvv7>vv>vv>>>y>vv>v>vvvyvv>u>u»>wv»vvs»»»»vvrwy>>>w»»v»yyr>a>wyvv

nnanzonoonnnnzononnzonanzoonnnnnzonOGOZOGznnnnnzonnnnnnzonoonnnozoooonnnn



CN 1561345 B

i

R B

4

33/127 1T

ATOM
ATOM
ATOM
ATOM
ATOM

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

ATOM
ATOM
ATOM
ATOM
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
ATOM

1242
1243
1244
1245
1246
1247
1248
1249
1250
1251
1252
1253
1254
1255
1256
1257
1258
1259
1260
1261
1262
1263
1264
1265
1266
1267
1268
1262
1270
1271
1272
1273
1274
1278
1276
1277
1278
1279
1280
1282
1282
1283
1284
1285
1286
1287
1288
1289
1290
1291
1292
1293
1294
1295
1296
1297
1298
1299
1300
1301
1302
1303
1304
1308
1306
1307
1308
1309
1310
1311
1312
1313
1314

BB8=°°¥R8888=°"ggagag=cnggap=cn

gggase=°cr
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GLU

GLYU
GLU
GLU
GLU
LYS
LYS
LYS
LYs
LYS
LYs
LYS

310
310
311
311
311
a1
311
311
311
312
312
312
312
312
312
312
312
312
313
313
313
313
313
313
313
313
313
314
314
314
314
314
314
314
314
314
314
315
315
318
318
318
315
31s
31s
315
318
315
316
316
316
316
316
316
316
316
316
316

138.569
138.229
136.197
137.352
137.618
137.053
139.118
137.521
136.535
138.759
139.007
140.506
141.354
142.621
143.491
142.742
138.453
137.997
138.490
137.990
138.787
140.172
140.081
139.966
138.804
136.511
135.973
135.849
134.437
134.274
134.872
136.073
134.220
134.992
136.122
133.587
132.366
134.230
133.519
134.045
133.476
132.123
134.298
131.592
133.783
132.421
133.640
134.706
132.539
132.513
131.707
132.343
132.128
133.182
132.737
133.799
133.577
131.909
130.901
132.533
132.093
133.288
133.085
131.954
134.088
131.487
132.001
130.398
129.763
128.531
127.0896
128.942
129.331

32.751
33.654
31.483
31.013
29.521
29.145
29.244
31.781
32.173
32.009
32.713
32.751
33.411
34.031
34.431
34.130
34.134
34.576
34.856
36.226
37.091
37.508
38.565
39.982
40.159
36.307
37.397
35.159
35.137
34.652
35.574
35.552
36.697
37.326
36.652
34.277
34.238
33.531
32.723
31.294
30.338
30.026
29.749
29.144
28.866
28.560
33.198
33.643
33.104
33.516
34.803
36.008
36.312
36.827
37.420
37.931
38.230
32.438
31.e31
32.220
31.214
30.385
28.919
20.433
20.190
31.893
33.902
31.348
31.924
32.778
33.349
33.899
30.808
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-3.178
-2.394
-3.043
-1.957
-1.695
-0.434
-1.696
-0.643
-0.025
-0.223
1.029
1.340
0.268
0.825
0.024
2.065
1.092
2,147
-0.021
-0.024
~1.000
-0.486
0.620
0.066
-0.842
-0.374
-0.580
-0.427
~0.778
-2.212
-3.224
-3.845%
-3.683
-4.551
-4.669
0.141
-0.008
1.082
2.013
1.878
2.884
2.877
3.839
3.800
4.769
4.749
3.466
3.896
4.210
5.610
5.780
5.155
3.822
5.903
3.237
$.334
3.998
6.497
6.153
7.647
8.599
9.047
8.888
$.138
8.478
9.817
20.285
20.336
11.5321
11.144
12.366
10.223
12.482

l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

20.18
16.98
25.93
26.80
73.61
77.77
76.69
28.67
29.84
47.89
46.51
98.24
100.00
99.11
102.46
99.98
45.13
45.08
49.11
48.31
91.02
90.90
87.20
89.24
93.72
49.46
51.78
27.67
28.52
32.51
25.37
28.84
28.95
28.24
28.63
28.65
32.05
32.98
32.78
35.38
30.36
32.20
28.44
27.15
29.14
30.81
33.5
34.591
26.09
23.14
27.51
31.13
26.72
27.98
29.29
31.09
31.32
21.07
20.31
37.16
38.38
74.28
77.27
79.20
75.53
39.34
40.20

30.64

29.27
70.89%
71.02
70.87
24.42
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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
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATON
ATOM
ATOM
ATOM
ATOM
ATOM
ATON
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

1315
1316
1317
1318
1319
1320
1321
1322
1323
1324
1325
1326
1327
1328
1329
1330
1331
1332
1333
1334
1335
1336
1337
1338
1339
1340
1341
1342
1343
1344
1345
1346
1347
1348
1349
1350
1381
1382
1353
1354
1385
1356
1357
1358
1359
1360
1361
1362
1363
1364
136S
1366
1367
1368
1369
1370
137
1372
1373
1374
1375
1376
37m
1378
1378
1380
138
1382
1383
1384
1385
1386
1387
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QP

N =

d93dedgsEsses
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ILE
1LE
ILE
ILe
ILE
ILE
ILE
ILE

gEgdee

318

128.872
129.482
129.108
129.669
125.289
127.600
127.132
126.839
125.382
124.934
125.369
126.586
124.486
124.698
125.367
123.371
122.614
121.126
120.285
120.602
120.595
120.849
123.101
123.278
123.323
123.769
123.925
122.646
121.935
121.745
125.052
125.106
126.080
127.358
128.420
127.368
128.363
126.280
126.231
124.807
124.398
122.900
125.197
126.734
127.545
126.257
126.657
126.111
124.613
126.453
128.168
128.706
128.844
130.289
130.768
130.648
129.911
130.996
132.105
130.358
130.922
130.407
129.867
131.539
131.100
130.572
131.284
129.478
129.040
127.851
126.752
128.301
2130.159

Kl 19

29.744
31.045
30.035
30.384
31.687
29.840
28.716
30.926
30.846
30.632
31.760
31.992
32.412
32.088
33.072
32.042
33.173
33.029
32.398
30.938
30.164
30.568
34.500
35.475
34.519
35.717
35.407
35.281
36.625
34.194
36.368
37.580
35.558
36.071
34.994
36.631
37.227
36.451
36.961
36.875
35.546
35.547
35.331
38.400
38.735
39.244
40.645
41.328
41.517
40.503
40.840
41.663
40.088
40.164
39.218
37.863
39.398
39.790
39.268
40.065
39.739
38.343
38.372
37.335
35.928
40.816
41.008
41.527
42.565
43.363
42.408
44.197
43.539

:A-19
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12.083
13.779
14.752
16.134
16.538
14.831
14.963
14.741
14.816
16.275
17.209
17.364
17.801
14.237
13.905
14.110
13.569
13.889
12.796
12.569
13.549%
11.404
14.134
13.397
15.447
16.155
17.648
1B8.477
18.486
17.917
15.644
15.459
15.424
14.965
15.112
13.539
13.120
12.794
11.427
10.867
10.215
9.935
8.938
11.346
10.484
12.252
12.297
13.549
13.428
14.773
12.304
11.560
13.161
13.286
14.391
13.944
15.643
11.98%
12.00S
10.854
9.552
9.098
7.679
9.199
8.903
8.520
7.830
8.766
7.851
8.436
8.8238
9.626
7.485

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

25.09
32.47
31.73
29.19
41.14
30.33
28.40
32.33
32.31
63.91
62.36
61.04
62.91
30.68
30.46
35.58
36.56
84.00
77.84
77.59
79.02
81.63
40.55
37.31
25.97
28.66
49.06
47.69
49.43
52.74
30.25
33.60
27.12
27.55
20.92
27.96
27.98
44 .60
43.08
12.96
11.69
10.83
9.62
46.61
43.15
37.14
40.67
15.02
15.13
18.4)
43.49
45.55
37.74
39.15
28.63
30.54
31.00
39.16
37.98
29.50
29.69
36.77
37.54
37.13
36.80
30.20
30.45
25.26
27.40
56.37
58.32
$7.64
27.32
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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

1388
1389
1390
1391
1392
1393
1394
1395
1396
1397
1398
1399
1400
1401
1402
1403
1404
1405
1406
1407
1408
1409
1410
1411
1412
1413
1424
1415
1416
1417
1418
1419
1420
1421
1422
1423
1424
1425
1426
1427
1428
1429
1430
1431
1432
1433
1434
1435
1436
1437
1438
1439
1440
1441
1442
1443
1444
1445
1446
1447
1448
1449
1450
1451
2452
1453
1454
1455
1456
1457
1458
1459
1460
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EEEEEREEREERERS
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GLU

GLU
GLU

GLU
GLU

130.220
131.047
132.a21
132,949
133.861
134.737
135.540
134.660
133.014
133.205
133.551
134.425
134.997
133.681
134.207
132.457
131.661
130.284
129.567
128.110
129.658
131.483
131.741
131.045
130.824
132.024
131.911
133.185
134.369
135.472
136.139
137.281
137.983
137.421
134.888
135.370
134.781
135.2785
135.064
136.000
136.564
137.441
137.888
137.5837
138.686
134.556
135.170
133.253
132.473
130.940
130.524
130.09%4
128.612
132.742
132.421
133.392
133.744
135.092
135.114
134.135
136.178
134.219
136.272
135.292
132.662
131.623
132.864
119.537
118.650
119.3%%
120.127
119.252
118.366

44.017
43.837
44.773
45.076
46.291
46.454
47.746
48.952
44.194
44.802
43.008
42.365
41.091
42.056
42.269
41.551
41.206
40.667
39.761
39.600
40.343
42.467
42.468
43.535
44.811
45.308
45.651
45.347
45.831
46.165
44.968
45.363
44.459
46.575
44.841
45.236
43.552
42.563
41.152
40.123
39.198
39.901
39.383
38.148
40.097
42.757
42.716
42.988
43.214
42.967
43.522
43.611
43.520
44.663
45.092
45.377
46.789
46.989
46.540
46.941
45.7719
46.589
45.426
45.832
47.670
47.121
48.902
12.185
11.220
10.237
10.777

8.99%8
14.360
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6.355
8.426
8.124
9.378
9.242
10.474
10.437
10.496
7.036
5.978
7.293
6.331
6.922
5.043
3.955
5.168
3.994
4.403
3.389
3.787
1.996
3.162
1.961
3.830
3.179
2.402
1.224
3.045
2.362
3.371
4.005
4.959
5.456
5.215
1.322
0.261
1.610
0.669
1.218
0.607
1.677
2.612
3.753
4.108
4.539
-0.654
-1.716
-0.591
-1.803
-1.539
-0.203
-2.630
-2.368
-2.218
23.326
-1.299
-1.419
-2.157
-3.601
-4.508
-4.073
-5.868
-5.422
-6.319
-2.020
-2.453
-2.024
27.786
28.419
29.409
30.273
29.324
28.176

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

26.60
32.39
31.60
67.11
68.66
70.98
74 .02
77.70
29.77
30.98
29.12
29.15
30.19
30.30
30.20
22.22
19.86
36.97
33.39
35.02
29.08
19.89
19.24
15.82
l6.92
17.18
21.05
34.74
32.80
75.29
73.66
73.68
75.73
67.80
31.78
31.40
$0.02
53.40
83.27
82.56
81.32
76.87
80.96
77.70
87.10
$4.70
51.62
36.48
36.41
33.09
35.87
34.32
37.10
34.70
37.30
108.43
108.06
$7.00
53.32
52.74
51.27
43.07
45.63
46.08
108.09
87.711
40.49
88.08
88.08
86.08
a8.08
88.08
62.78
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ATOM 1461 O GLU 1 117.763 15.033 29.012 1.00 62.78 H o
ATOM 1462 N GLU 1 119.687 13.262 30.016 121.00 62.78 H N
ATOM 1463 CA GLU 1 119.580 13.515 28.553 1.00 62.78 H c
ATOM 1464 N VAL 2 118.019 14.312 26.896 1.00 44.26 R N
ATOM 1465 CA VAL 2 116.896 15.064 26.359 1.00 44.26 H c
ATOM 1466 CB VAL 2 117.154 15.460 24.909 1.00 15.14 H c
ATOM 1467 CGl VAL 2 118.610 15.840 24.732 1.00 15.14 H c
ATOM 1468 ©G2 VAL 2 116.807 14.309 23.997 1.00 15.14 H c
ATOM 1469 C VAL 2 115.677 14.174 26.353 1.00 44.26 H c
ATOM 1470 O VAL 2 115.803 12.951 26.347 1.00 44.26 H o)
ATOM 1471 N GLN 3 114.497 14.780 26.340 1.00 25.45 H N
ATOM 1472 CA GIN 3 113.280 13.984 26.288 1.00 25.45 H c
ATOM 1473 CB GIN 3 113.191 13.046 27.494 1.00 105.15 H c
ATOM 1474 CG GLN 3 113.307 13.707 28.841 1.00 105.15 H c
ATOM 1475 CD GLN 3 113.015 12.733 29.961 1.00 105.15 H c
ATOM 1476 OEl GLN 3 113.554 11.623 29.990 21.00 105.1S H o
ATOM 1477 NE2 GLN 3 112.157 13.139 30.892 1.00 10S.1S H N
ATOM 1478 C GIN 3 211.961 14.708 26.119 1.00 25.45 H c
ATOM 1479 O GLN 3 111.809 15.887 26.438 1.00 25.45 H o
ATOM 1480 N LEU 4 111.009 13.959 25.588 1.00 27.88 H N
ATOM 1481 CA LEU 4 109.668 14.446 25.339 1.00 27.88 H c
ATOM 1482 CB LEU 4 109.347 14.369 23.842 1.00 33.14 H c
ATOM 1483 CG LEU 4 110.367 14.924 22.847 1.00 33.14 R c
ATOM 1484 CD1 LEU 4 109.821 214.772 21.438 1.00 33.14 H c
ATOM 1485 CD2 LEU 4 110.646 16.385 23.155 1.00 33.14 H c
ATOM 1486 C LEU 4 108.755 13.507 26.085 1.00 27.88 H c
ATOM 1487 O LEU 4 108.871 12.282 25.960 1.00 27.88 H o]
ATOM 1488 N VAL 5 107.858 14.061 26.901 1.00 26.47 H N
ATOM 1489 CA VAL 5 106.942 13.215 27.656 1.00 26.47 R c
ATOM 1450 CB VAL 5 107.176 13.329 29.197 1.00 25.39 H c
ATOM 1491 CGl VAL 5 107.201 14.772 29.606 1.00 25.39 H c
ATOM 1492 (G2 VAL 5 106.046 12.654 29.947 1.00 25.39 H c
ATOM 1493 C VAL 5 105.520 13.578 27.297 1.00 26.47 H c
ATOM 1494 O VAL 5 105.031 14.664 27.635 1.00 26.47 H o)
ATOM 1495 N GLU 6 104.868 12.650 26.601 1.00 23.78 H N
ATOM 1496 CA GLU 6 103.495 12.835 26.133 1.00 23.78 H c
ATOM 1497 CB GLU 6 103.256 11.995 24.885 1.00 29.58 H c
ATOM 1498 CG GLU 6 104.409 12.017 23.933 1.00 29.58 H c
ATOM 1498 CD GLU 6 104.188 21.109 22.756 1.00 29.58 B c
ATOM 1500 OE1l GLU 6 2105.194 10.664 22.168 1.00 29.58 H o
ATOM 1501 OE2 GLU 6 103.013 10.846 22.413 1.00 29.58 H o
ATOM 1502 C GLU 6 102.429 12.485 27.155 1,00 23.78 H C
ATOM 1503 O GLU 6 102.680 11.740 28,101 1.00 23.78 H o
ATOM 1504 N  SER 7 101.242 13.047 26.937 1,00 26.30 H N
ATOM 1505 CA SER 7 100.061 12.823 27.766 1.00 26.30 H c
ATOM 1506 CB SER 7 100.177 13.535 29.102 1.00 32.56 H c
ATOM 1507 OG SER 7 100.574 14.871 28.906 1.00 32.56 H [}
ATOM 1508 C SER 7 98.886 13.3B1 26.998 1.00 26.30 H c
ATOM 1509 O SER 7 99,060 14.248 26.136 1.00 26.30 H o)
ATOM 1510 N GLY 8 97.693 12.872 27.287 1.00 41.74 H N
ATOM 1511 CA GLY 8 96.514 13.360 26.558 1.00 41.74 H c
ATOM 1512 € GLY 8 95.807 12.321 25.752 1.00 41.74 H c
ATOM 1513 O GLY 8 94.745 12.603 25,201 1.00 41.74 R [+
ATOM 1514 N GLY 9 96.383 11.127 25.637 1.00 47.50 H N
ATOM 1515 CA GLY 9 95.751 10.079 23.851 1.00 47.50 H c
ATOM 1516 C GLY 9 94.431 9.601 25.446 1.00 47.50 H c
ATOM 1517 O GLY 9 94.038 10.020 26.536 1.00 47.50 H ]
ATOM 1518 N GLY 10 93.732 8.723 24.735 1.00 16.50 H N
ATOM 1519 CA GLY 10 92.469 8.225 25.244 1.00 16.50 H c
ATOM 1520 € GLY 10 91.485 7.806 24.169 1.00 16.50 H c
ATOM 1523 O GLY 10 91.830 7.701 22.990 1.00 16.50 B o
ATOM 1522 N LEU 11 90,251 7.559 24.595 1.00 37.61 H N
ATOM 1523 CA LEU 11 89.175 7.137 23.710 1.00 37.61 K c
ATOM 1524 CB LBU 11 88.388 6.003 24.365 1.00 18.32 H c
ATOM 1525 ©G LEU 11 86.959 5.715 23.885 1.00 18.32 H c
ATOM 1526 CD1 LEU 11 86.962 5.148 22.463 1.00 18.32 H c
ATOM 1527 CD2 LEU 11 86.313 4.729 24.856 1.00 18.32 1 c
ATON 1528 C LEU 11 88.235 $.292 23.436 1.00 37.61 H c
ATOM 1529 O LEU 11 87.769 ©8.943 24.365 1.00 37.61 H ]
ATOM 1530 N VAL 12 87.961 8.550 22.165 1.00 31.23 H N
ATOM 1531 CA VAL 12 87.048 9.624 21.792 1.00 31.23 ] c
ATOM 1532 CB VAL 12 87.794 10.800 21.144 1.00 52.64 H c
ATOM 1533 CGl1 VAL 12 86.609 11.532 22.192 1.00 $2.64 H c
K 19 :A-21
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ATOM 1534 CG2 VAL 12 88.699 10.290 20.039 1.00 52.64 H c
ATOM 1535 C VAL 12 86.062 9.045 20.754 1.00 31.23 R c
ATOM 1536 O VAL 12 86.365 8.057 20.138 1.00 31.23 H o
ATOM 1537 N GLN 13 84.882 9.640 20.681 21.00 27.32 H N
ATOM 1538 CA GLN 13 83.894 9.126 15.74) 1.00 27.32 B o4
ATOM 1539 CB GIN 13 82.493 5.3%1 20.270 1.00 52.40 H c
ATOM 1540 CG GIN a3 82.206 8.652 21.553 1.00 92.40 H Cc
ATOM 1541 CD GIN 13 80.808 8.906 22.056 1.00 92.40 H c
ATOM 1542 OEl GIN 13 79.836 8.766 21.310 1.00 92.40 H o
ATOM 1543 NE2 GLN 13 80.693 9.276¢ 23.329 11.00 92.40 B N
ATOM 1544 C GLN 13 84.063 9.747 1B.356 1.00 27.32 R C
ATOM 1545 O GIN i3 84.400 10.924 18.227 1.00 27.32 H (o]
ATOM 1546 N PRO 14 83.834 8.955 17.298 1.00 39.48 H N
ATOM 1547 CD PRO 14 83.418 7.539 17.302 1.00 31.44 H C
ATOM 1548 CA PRO 14 83.971 9.452 15.528 1.00 35.48 H c
ATOM 1545 CB PRO 14 83.219 8.406 15.118 1.00 31.44 H C
ATOM 1550 CG PRO 14 83.584 7.145 15.837 1.00 31.44 H ad
ATOM 155% C PRO 14 83.401 10.849 15.766 1.00 39.48 H c
ATOM 1552 O PRO 14 82.235 11.076 16.053 1.00 39.48 R (o]
ATOM 1553 N GLY 15 84.233 11.784 15.319 1.00 28.44 H N
ATOM 1554 CA GLY 15 83.788 13.154 15.130 1.00 28.44 H c
ATOM 1555 C GLY is 84.048 14.065 16.323 1.00 28.44 H Cc
ATOM 1556 O GLY 15 83.759 15.265 116.26%9 1.00 28.44 H o
ATOM 1557 N GLY 16 84.586 13.456 17.401 1.00 22.09 H N
ATOM 1558 CA GLY 16 84.880 14.266 18.601 1.00 22.09 H c
ATOM 1559 C GLY 16 86.286 14.826 118.571 1.00 22.09 H c
ATOM 1560 O GLY 16 86.900 14.%12 17.507 1.00 22.09 H o
ATOM 1561 N SER 17 86.819 15.202 19.726 1.00 31.69 H N
ATOM 1562 CA SER 17 88.161 15.762 19.749 1.00 31.69 H c
ATOM 1563 CB SER 17 88.085 17.272 19.5%2 1.00 54.23 H c
ATOM 1564 OG SER 17 87.308 17.829 20.625 1.00 54.23 H o
ATOM 1565 C SER 17 88.953 15.416 21.000 1.00 31.68 H Cc
ATOM 1566 O SER 17 88.427 14.824 21.944 1.00 31.69 H [e]
ATOM 1567 N LEU 18 90.227 15.794 20.995 1.00 31.76 H N
ATOM 1568 CA LEU 18 91.132 15.515 22.105 1.00 31.76 B c
ATOM 1569 CB LEU 18 91.452 14.019 22.124 11.00 63.56 H C
ATOM 1570 CG LEU is 92.462 13.465 23.124 1.00 63.56 H c
ATOM 1571 CD1 LEU 18 $2.121 13.932 24.536 1.00 63.56 H C
ATOM 1572 D2 LEU 18 92.462 11.942 23.017 1.00 63.56 H C
ATOM 1573 C LEU 18 92.407 16.334 21.899 1.00 31.76 H C
ATOM 1574 O LEU 18 92.622 16.884 20.815 11.00 31.76 H o]
ATOM 1575 N ARG 1e 93.243 16.443 22.928 1.00 39.26 R N
ATOM 1576 CA ARG 19 94.475 17.207 22.781 1.00 39.26 H (o]
ATOM 1577 CB ARG 13 94.303 18.650 23.258 1.00 32.50 H C
ATOM 1578 CG ARG 19 95.571 19.474 23.063 11.00 32.50 H [+
ATOM 1579 CD ARG 19 95.481 20.862 23.667 1.00 32.50 R [+
ATOM 15860 NE ARG 18 95.387 20.846 25.125 1.00 32.50 H N
ATOM 1581 CZ ARG 1s 95.262 21.936 25.879% 11.00 32,50 H C
ATOM 1582 NH1 ARG 19 95.220 23.138 25.322 1.00 32.50 H N
ATOM 1583 NH2 ARG 19 95.162 21.824 27.193 1.00 32.80 B N
ATOM 1584 C ARG 18 95.668 16.606 23.500 1.00 39.26 H Cc
ATOM 1585 O ARG 19 95.687 16.469 24.732 1.00 39.26 H (4]
ATOM 1586 N LEU 20 96.677 16.266 22.709 1.00 36.74 H N
ATOM 1587 CA LEU 20 97.896 15.695 23.241 1.00 36.74 H c
ATOM 1588 CB LEU 20 98.534 14.737 22,222 11.00 31.69 R [+
ATOM 1589 CG LEU 20 97.601 13.846 21.3%0 1.00 31.69 H c
ATOM 1590 CD1 LEU 20 98.426 12.870 20.555 1.00 31.69 H C
ATOM 1581 (D2 LEU 20 96.659 13.093 22.292 1.00 31.69 H c
ATOM 1592 C LEBU 20 98.854 16.838 23.533 1.00 36.74 R c
ATOM 1553 O LEU 20 98.866 17.856 22.840 1.00 36.74 H o
ATOM 1594 N  SER 21 99.638 16.664 24.584 1.00 25.68 H N
ATOM 1595 CA SER 21 100.635 17.640 24.974 1.00 25.68 H <
ATOM 1596 CB S8ER 21 100.273 18.278 26.307 1.00 13.03 R c
ATOM 1597 0OG SER 22 99,718 17.320 27.175% 1.00 13.03 H o
ATOM 1558 C SER 21 101.501 16.838 25.099 1.00 25.68 H c
ATOM 1599 O  SER 21 101.851 15.635 25.336 1.00 25.68 B o
ATOM 1600 N CYS 22 103.036 17.498 24.931 1.00 22.18 R N
ATOM 1601 CA CY¥s 22 104.322 16.822 35.008 1.00 22.18 H c
ATOM 1602 C C¥s 22 105.255 17.765 25.713 1.00 22.18 H c
ATOM 1603 O CYs 22 105.491 16.863 25.229 11.00 22.18 H o
ATOM 1604 CB CYS 22 104.804 16.543 23.603 1.00 $7.35 H c
ATOM 1605 SG Cy¥s 22 106.473 15.867 23.383 1.00 $7.38 H 8
ATON 1606 W ALA 23 105.769 17.349 26.867 1.00 26.97 H N
Kl 19 :A-22
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

1607
1608
1609
1610
1611
1612
1613
1614
1615
1616
1617
1618
1619
1620
1621
1622
1623
1624
1625
1626
1627
1628
1628
1630
1631
1632
1632
1634
1635
1636
1637
le38
1639
1640
1641
1642
1643
1644
1645
1646
1647
1648
1649
1650
1651

1652

1683
1654
1655
1656
1657
1658
1659
1660
1661
1662
1663
1664
1665
1666
1667
1668
1669
1670
1671
1672
1673
1674
1675
1676
1677
1678
1679

REABABAB=°NEERE0R88=°°888%°0 ggg=cng=onggg=ongg=ongg

EEEEEEEH L

106.669
106.470
108.128
108.683
108.738
110.124
110.357
111.023
110.664
112.154
113.168
112.732
112.401
114.526
114.614
115.582
116.914
117.553
118.728
116.794
117.325
117.241
115.842
115.089
115.269
113.770
113.958
113.203
116.582
115.566
117.139
116.544

117.575
118.841
117.168

115.369

115.484

114.239

113.004

111.855

110.503

110.208

109.504

108.939

108.234

107.953

112.611
112.390
112.539
112.139
112,335
113.644

112.799
112.19
114.037
114.801
116.292
117.217
118.650
119.135
120.228
120.950
120.604
114.463
114.5820
114.095
113.791
113.949
115.367
115.934
117.249
116.153
117.467

18.191
17.937
17.989
16.899
19.058
18.988
19.851
19.432
20.304
18.8219
19.152
18.582
17.214
18.591
17.539
19.306
18.844
19.585
19.367
20.458
21.207

20.373

19.974
19.140
20.448
18.782
20.101
19.268
22.528
22.780
23.377
24.672
25.604

25.399
27.056

24.463

24.666

24.051

23.772

23.614

23.347

22.102

24.336
21.852
24.052

22.860
24.771

24.389
26.058
27.105
28.473
28.591
27.107
27.504
26.649
26.636
26.604
25.955
26.425
26.203
26.777
27.608
26.524
25.523
25.723
24.353
23.200
21.922
21.6S53
22.336
22.097
20.722
20.477
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27.654
29.141
27.284
27.437
26.800
26.409
25.183
27.552
28.356
27.617
28.634
29.582
29.862
28.232
27.590
28.591
28.263
27.107
26.802
26.448
25.318
24.031
23.651
24.476
22.476
24.137
22.125
22.954
25.138
25.763
24.276
24.017
23.381
24.018
23.561
23.074
21.0868
23.644
22.902
23.906
23.276
22.696
23,283
22.139
22.727
22.160
21.797
20.647
22.144
21.199
21.852
22.372
19.812
18.816
19.751
18.515
18.886
17.887
18.112
19.476
19.980
19.238
21.226
17.521
16.313
18.027
17.179
17.996
18.426
19.500
19.889
17.747
18.122

1.00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

26.87
9.84
26.87
26.87
13.29
13.29
45.62
13.29
13.29
22.11
22.11
51.20
51.20
22.11
22.11
10.76
10.76
10.76
10.76
18.08
18.08
16.53
16.53
16.53
16.53
16.53
16.53
16.53
18.08
18.08
42.88
42.88
53.65
53.65
53.65
42.88
42.88
29.92
29.92
3.95
3.95
3.95
3.95
3.95
3.95
3.95
29.92
29.92
32.50
32.50
67.50
67.50
32.50
32.50
18.89
18.89
48.17
48.17
48.17
48.17
48.17
48.17
48.17
18.89
18.89
15.47
15.47
6.03
6.03
6.03
6.03
6.03
€.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
ATOM
ATOM
ATOM
ATON
ATOM
ATOM
ATOM
ATOM

1680
1681
1682
1683
1684
1685
1686
1687
1688
1688
1650
1691
1692
1693
1694
1695
1696
1697
1698
1699
1700
1701
1702
1703
1704
1705
1706
1707
1708
1709
1710
i71
1712
1713
1714
1718
1716
1727
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

N &
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B3EEEEE

g

116.013 21.165
2115.317 20.907
112.426 23.184
111.480 23.748
112.309 22.545
110.988 22.451
111.032 22.5856
111.079 21.259
112.251 23.338
110.501 21.082
111.188 20.061
109.348 21.070
108.815 19.835
108.188 20.094
109.035 20.899
110.603 20.131
110.155 18.770
107.760 19.218
107.160 19.905
107.51% 17.925
106.533 17.232
107.205 16.581
107.895 17.550
105.767 16.168
106.058 15.867
104.765 15.617
103.948 14.556
102.510 15.023
102.337 15.903
102.259 15.489
102.112 16.654
102.301 14.248
102.236 17.255
102.200 17.716
102.004 16.622
102.192 14.211
102.044 15.396
203.978 13.470
103.879 13.769
104.138 12.221
104.179 11.054
105.622 10.464
105.591  9.017
106.461 11.253
103.229 10.042
103.144 9.940
102.508 9.294
201.562 8.309
100.133 8.697
100.106 9.210
98.899 8.817
97.664 9.434
96.652 9.707
96.744  9.432
95.533 10.224
101.856 6.925
102.468 6.785
101.386 5.509
101.560 4.521
102.659 3.866
102.976 2.424
104.396 2.025
104.811 2.262
105.143 1.414
100.206 3.847
99.712 3.770
99.590 3.399
98.300 2.737
97.605 2.754
98.536 1.302
99.626 0.762
97.517 0.670
96.189 1.237
K 19 :A-24
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19.198
19.597
16.534
17.058
15.382
14.792
13.230
12.639
12.786
15.303
15.157
15.960
16.518
17.888
18.847
19.122
20.240
15.614
14.781
15.802
14.997
13.79%4
13.034
15.763
16.926
15.087
15.626
15.845
17.039
18.406
18.186
19.046
17.045
18.329
20.576
20.442
21.190
14.565
13.373
15.006
14.125
14.053
13.642
13.057
14.748
15.963
13.929
14.454
14.058
12.633
11.839
12.289
11.470
10.171
11.960
13.895
12.840
14.604
14.200
15.051
14.712
15.134
16.272
14.212
14.429
15.562
13.344
13.436
12.088
13.881
13.687
14.492
14.782

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

6.03
6.03
15.47
15.47
10.91
10.91
11.96
11.96
11.96
10.91
10.91
21.14
21.14
16.88
16.88
16.88
16.88
21.14
21.14
15.88
15.88
13.83
13.83
15.88
15.88
13.73
13.73
20.04
20.04
20.04
20.04
20.04
20.04
20.04
20.04
20.04
20.04
13.72
13.73
21.09
21.09
6.36
6.36
6.36
21.09
21.09
17.98
17.98
13.99
13.99
13.99
13.99
13.99
13.99
13.99
17.88
17.98
17.63
17.63
12.21
12.11
12.11
12.11
12.11
17.63
17.63
$5.11
§5.11
43.12
$5.11
§8.11
$5.83
86.02
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ATOM
ATOM

1753
1754
17SS
1756
1757
1758
1758
1760
1761
1762
1763
1764
1765
1766
1767
1768
1769
1770
177
1772
1773
1774
1775
1776
1777
1778
1779
1780
1781
1782
1783
1784
178S
1786
1787
1788
1768
17%0
1791
1792
1793
1754
179s
1796
1797
1798
1799
1800
1801
1802
1803
1804
1805
1806
1807
1808
1809
1810
1811
1812
1813
1814
1815
1816
1817
1818
18198
1820
1821
1822
1823
1824
1825

8R8=°°EEREE=CNg=CNE0QEREE=C"E=°"8Q8

OEl

N
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193RdRdEsEEEsEEs RN

c
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N

PRO
PRO
PRO
PRO
PRO
GLY
GLY
GLY
GLY
LYS
LYS
LYsS
nYS
LYS
LYS
LYS
LYS
LYS
GLY

3

97.600
96.169
95.681
98.057
97.423
99.160
935.684
100.227
100.480
100.415
100.922
99.896
98.800
98.003
97.230
98.125
102.278
102.889
102.742
104.016
103.916
103.001
104.862

:104.933

106.387
107.011
108.520
106.481
204.394
104.613
103.698
103.111
101.617
100.977

99.555

98.711

99.283
103.304
102.942
103.887
104.132
105.055
105.068
104.446
104.681
103.709
105.644
105.418
104.201
103.233
103.480
102.791
102.083
102.443
101.165
100.576

99.137
100.624
101.246
100.563
102.078
102.198
101.052
103.542
104.295
103.816
105.067
106.142
106.350
107.422
104.897
104.313
105.649

-0.712
-1.009
0.315
~1.624
-1.670
-2.335
-3.227
-2.529
-3.175
-1.212
~0.446
0.612
0.082
-1.023
-1.831
-2.590
0.215
0.060
0.942
1.631
3.004
3.281
3.870
5.229
5.544
4.4680
4.578
4.638
6.259
6.142
7.268
8.308
8.045
8.902
8.471
8.399
8.214
9.698
9.9%62
10.579
11.944
12.618
14.095
15.035
16.323
14.919
14.024
16.161
17.490
16.074
17.344
12.673
12.752
13.215
13.0895
13.639
14.2148
12.187
15.393
15.932
16.068
17.508
16.193
17.994
17.244
18.271
19.906
19.637
18.232
20.357
21.416
22.03%
21.99%4
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14.969
15.400
15.859
13.838
12.782
14.061
13.042
11.800
10.775
11.882
10.750
10.334
9.421
10.078
9.047
8.124
10.994
12.063
9.976
10.054
10.651
11.462
10.347
10.883
11.224
12.118
12.054
13.541
9.893
8.684
10.411
9.569
9.370
8.304
7.972
8.5903
6.776
10.152
11.301
9.347
9.758
8.757
8.904
8.036
8.578
6.852
9.914
9.723
7.969
6.248
6.808
9.802
8.796
10.962
21.114
12.523
12.623
12.812
10.884
10.018
11.665
11.533
12.288
12.041
12.645
11.79%
12.184
11.127
11.065
11.460
12.327
11.616
13.258

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1,00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

55.83
86.02
86.02
55.83
55.83
43.01
43.01
43.01
43.01
46.16
46.16
85.60
59.60
59.60
59.60
59.60
46.16
46.16
50.42
50.42
50.42
50.42
25.59
25.59
B.94
8.94
8.94
B.94
25.59
25.59
28.67
28.67
21.38
21.38
21.38
21.38
21.38
28.67
28.67
2.61
2.61
14.19
14.19
14.19
14.19
14.19
14.19
14.19
14.19
14.19
14.19
2.6
2.61
34.26
34.26
16.29
l16.29
16.29
34.26
34.26
19.79
19.79
1.87
19.79
19.79
29.76
29.76
20.69
20.69
20.69
29.76
29.76
20.54
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1826
1827
1828
1829
1830
1831
1832
1833
1834
1835
1836
1837
1838
1839
1840
1841
1842
1843
1844
1845
1846
1847
1848
1849
1850
1851
1852
1853
1854
1855
1856
18587
i858
1859
1860
1861
1862
1863
1864
1865
1866
1867
1868
1869
1870
1871
1872
1873
1874
1875
1876
1877
16878
1879
1880
1881
1882
1883
1884
1885
1886
1887
1888
1889
ieso
1891
1892
1893
1894
1895
1896
1857
1898

CG2
CG1
cDl

ocn

8 9 g ZonNn g zZo0on0n g Z0on g 200 8 8 g 2
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105.626
104.824
105.430
104.805
104.073
207.090
107.781
107.565
108.962
109.356
108,819
109.236
108.316
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97.329
87.962
86.659
96.639
97.718
98.919
97.374
95.436
94.515
95.432
94 .317
94.630
95.820
93.862
92.732
94.779
94.439
95.478
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96.812
94.374
94.112
94.611
94.611
94.983
95.736
96.417
97.432
98.011
93.262
92.240
93.263
92.019
91.277
90.271
91.751
91.098
90.783
89.845
89.484
90.654
21.133
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92.203
92.018
91.584
93.296
94.304
95.372
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83.763
95.748
93.400
95.400
94.222
94.989
95.054
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96.233
95,344
94.400
96.196
97.466
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102.188
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16.083
16.981
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16.254
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12.085
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14.216
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14.949
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15.202
13.698
15.873
17.063
17.812
17.556
18.985
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20.528
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21.219
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15.608
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13.877
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18.312
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18.854
17.802
16.394
15.907
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13.706
20,209
20.699
20.587
21.851
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23,434
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21.680
21.393
21.847
21.718
21.084
22.022
20.736
19.848
23.096
24.065
23.188
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ATOM 1972 CA SER 70 101.032 24.460 18.183 1.00 15.22 H Cc
ATOM 1973 CB SER 70 99.834 25.147 18.851 1.00 3.12 H c
ATOM 1974 OG SER 70 99.588 24.606 20.244 11.00 3.az H [}
ATOM 1975 C  SER 70 102.088 24.203 19.235 1.00 15.22 H (o4
ATOM 1976 O  SER 70 102.392 23,053 19.557 1.00 15.22 H o
ATOM 1977 N ARG 71 102.636 25.281 19.780 1.00 42.13 H N
ATOM 1978 CA ARG 71 103,640 25.158 20.813 1.00 42.13 H C
ATOM 1979 CB ARG 71 105.039 25.089 20.210 31.00 12.52 H c
ATOM 1980 CG ARG 71 105.417 26.296 19.388 1.00 12.52 H c
ATOM 1981 CD ARG 71 106.906 26.507 19.436 11.00 12.52 R C
ATOM 1982 NE ARG 71 107.644 25.627 18.540 1.00 12.52 H N
ATOM 1983 CZ ARG 71 108.844 25.1124 18.816 1.00 12.52 H Cc
ATOM 1984 NH1 ARG 71 109.444 25.380 19.970 11.00 12.52 H N
ATOM 1985 NH2 ARG 71 109.456 24.354 17.924 1.00 12.52 H N
ATOM 1986 C ARG 71 103.568 26.341 21.739 1.00 42.13 H [
ATOM 1987 O ARG 71 103.115 27.416 21.352 1.00 42.13 H o
ATOM 1988- N  AsSP 72 104.003 26.131 22.973 1.00 26.38 H N
ATOM 1989 CA ASP 72 104.034 27.197 23.954 1.00 26.38 H [
ATOM 1990 CB ASP 72 102.949 27.026 25.007 1.00 47.03 H Cc
ATOM 1951 CG ASP 72 103.003 28.108 26.050 1.00 47.03 H C
ATOM 1992 0Dl ASP 72 102.157 28.112 26.964 1.00 47.03 H o
ATOM 1993 OD2 ASP 72 103.907 28.959 25.553 1.00 47.03 H L]
ATOM 1994 C  ASP 72 105.402 27.159 24.607 1.00 26.38 H C
ATOM 1995 O ASP 72 105.618 26.508 25.633 11.00 26.38 H (o]
ATOM 1996 N ASN 73 106.325 27.868 23.979 1.00 50.64 H N
ATOM 1957 CA ASN 73 107.692 27.939 24.441 1.00 50.64 R C
ATOM 1998 CB ASN 73 108.522 28.747 23.446 11.00 30.24 R Cc
ATOM 1999 CG ASR 73 108.584 28.091 22.086 1.00 30.24 H c
ATOM 2000 OD1l ASN 73 105.170 28.625 21.143 1.00 30.24 H L]
ATOM 2001 ND2 ASN 73 107.984 26.917 21.974 1.00 30.24 H N
ATCM 2002 C ASN 73 107.827 28.516 25.841 1.00 50.64 H C
ATOM 2003 O ASN 73 108.898 28.436 26.438 1.00 50.64 H o
ATOM 2004 N SER 74 106.758 29.097 26.376 1.00 33.75 H N
ATOM 2005 CA SER 74 106.848 29.644 27.723 1.00 33.75 H Cc
ATOM 2006 CB SER 74 105.593 30.429% 28.093 1.00 48.57 H c
ATOM 2007 OG SER 74 104.534 29.556 28.444 1.00 48.57 B o]
ATOM 2008 C SER 74 106.979 28.456 28.653 1.00 33.75 H Lo
ATOM 2009 O SER 74 107.681 28.530 29.660 1.00 33.7% H o
ATOM 2016 N LYS 75 106.312 27.354 28.302 1.00 39.57 R N
ATOM 2011 CA LYS 75 106.352 26.142 29.119 1.00 39.57 H C
ATOM 2012 CB LYS kb 104.973 25.885% 29.732 1.00 42.48 H c
ATOM 2013 CG LYS 75 103.842 25.924 28.731 11.00 42.48 H c
ATOM 2014 CD LYS 75 102.482 25.985 29.418 1.00 42.48 H C
ATOM 2015 CE LYE 75 102.156 27.393 29.918 1.00 42.48 H C
ATOM 2016 NZ LYS 75 103.090 27.928 30.963 1.00 42.48 H N
ATOM 2017 C LYS 15 106.843 24.89%4 28.380 1.00 39.57 H C
ATOM 2018 O LYS 75 106.497 23.767 28.744 1.00 39.57 H o
ATOM 2019 N  ASN 76 107.660 25.110 27.353 1.00 44.84 H N
ATOM 2020 CA ASN 76 108.245 24.043 26.539 1.00 44.84 H C
ATOM 2021 CB ASN 76 109.572 23.608 27.13%9 1.00 31.30 H Cc
ATOM 2022 CG ASN 16 110.528 24.766 27.312 1.00 31.30 H c
ATOM 2023 ODl1 ASN 76 111.666 24.5%93 27.739 1.00 3l.30 H 0
ATOM 2024 ND2 ASN 76 110.067 25.965 26.979 1.00 31.30 B N
ATOM 2025 C ASN 76 107.362 22.827 26.322 1.00 44.84 H c
ATOM 2026 O ASN 76 107.793 21.€81 26.479 1.00 44.84 H o
ATOM 2027 N THR 77 106.121 23.090 25.941 1.00 30.42 H N
ATOM 2028 CA THR 77 105.181 22.032 25.686 1.00 30.42 H C
ATOM 2029 CB THR 7 103.989 22.131 26.628 1.00 46.49 H C
ATOM 2030 0Gl THR 7 104.446 21.977 27.974 1.00 46.45 H o
ATOM 2031 CG2 THR 77 102.975 21.045 26.318 1.00 46.49 H C
ATOM 2032 C THR 77 104.708 22.182 24.25¢ 1.00 30.42 H c
ATOM 2033 0 THR 7? 104.488 23.291 23.786 1.00 30.42 H o
ATOM 2034 N LEU 78 104.583 21.0S6 23.563 1.00 20.66 H N
ATOM 2035 CA LEU 78 104.135 21.017 22.185 1.00 20.66 H C
ATOM 2036 CB LEU 78 104.978 20.024 21.394 1.00 19.59 H c
ATOM 2037 CG LBU 78 104.550 19.758 19.953 1.00 19.59 H (o]
ATOM 2038 CD1 LEU 78 104.575 21.055 19.166 1.00 19.59 H c
ATOM 2039 CD2 LEU 78 105.470 18.731 19.320 1.00 19.59 H [
ATOM 2040 C LEU 78 102.716 20.520 22.2%8 1.00 20.66 R [~
ATOM 2041 O LEU 78 102.368 19.921 23.312 1.00 20.66 H 2}
ATOM 2042 N TYR 9 101.902 - 20.753 21.271 1.00 30.75 H N
ATOM 2043 CA TYR 79 100.498 20.333 21.294 1.00 30.75 H c
ATOM 204¢ CB TYR 79 99.591 21.49¢ 21.728 1.00 47.55 H (o4
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ATOM 2045 CG TYR 79 99.809 22.008 23.11%9 1.00 47.95 H c
ATOM 2046 CD1 TYR 79 99.166 21.430 24.205 1.00 47.95 H c
ATOM 2047 CEl1 TYR 79 99.357 21.516 25.491 1.00 47.95 H c
ATOM 2048 CD2 TYR 19 100.655 23.085 23.349 1.00 47.95 H c
ATOM 2049 CE2 TYR 79 100.857 23.579 24.628 1.00 47.95 H c
ATOM 2050 C2 TYR 79 100.204 22.991 25.695 1.00 47.95 H c
ATOM 2051 OH TYR 79 100.404 23.493 26.958 1.00 47.95 H o
ATOM 2052 C TYR 79 99.966 19.863 19.950 1.00 30.75 H c
ATOM 2053 O T¥R 79 100.418 20.316 18.898 1.00 30.75 H o
ATOM 2054 N LEU 80 98.981 18.969 20.003 1.00 19.83 H N
ATOM 2055 CA LEU 80 98.308 18.472 18.811 1.00 19.83 H c
ATOM 2056 CB LEU 80 98.776 17.070 18.397 1.00 5.08 H c
ATOM 2057 CG LEU 80 98.132 16.598 17.076 1.00 5.08 H c
ATOM 2058 CDY LEU 80 98.706 17.386 15.914 1.00 5.08 H c
ATOM 2059 CD2 LEU 80 98.352 15.111 16.874 1.00 5.08 H c
ATOM 2060 C 1EU 80 96.838 18.411 19.182 1.00 19.83 H C
ATOM 2061 O LEU 80 96.398 17.503 19.879 1.00 19.83 H o}
ATOM 2062 N GIN 81 96.091 19.412 18.742 1.00 24.43 H N
ATOM 2063 CA GIN 81 94.671 19.463 19.004 1.00 24.43 H c
ATOM 2064 CB GIN 81 94.169 20.911 18.966 1.00 60.73 H c
ATOM 2065 CG GIN Bl 92.710 21.093 19.399 1.00 60.73 H c
ATOM 2066 CD GIN 81 92.505 20.974 20.511 1.00 60.73 H c
ATOM 2067 OEl GIN 81 92,981 21.810 21.691 1.00 60.73 H o
ATOM 2068 NE2 GLN 81 91.787 19.935 21.328 1.00 60.73 B N
ATOM 2069 C GLN 81 94.064 18.672 17.867 1.00 24.43 H C
ATOM 2070 O GLN 81 94,376 18.921 16.698 1.00 24.43 H o
ATOM 2071 N  MET 82 93.205 17.718 18.210 1.00 35.69 H N
ATOM 2072 CA MET 82 92.559 16.878 17.211 1.00 35.69 H c
ATOM 2073 CB MET B2 92.989 15.424 17.383 1.00 24.95 H c
ATOM 2074 CG MET 82 94.481 15.209 17.363 1.00 24.95 H c
ATOM 2075 SD MET 82 94.896 13.4%1 17.609 1.00 24.95 14 s
ATOM 2076 CE MET 82 94.985 13.427 19.373 1.00 24.95 H c
ATOM 2077 C  MET 82 91.051 16.957 17.316 1.00 35.69 H c
ATOM 2078 O  MET 82 90.479 16.599 18.338 1.00 35.69 H ]
ATOM 2079 N  ASN 83 90.414 17.416 16.247 1.00 28.29 H N
ATOM 2080 CA RSN 83 88.968 17.536 16.204 1.00 28.29 H c
ATOM 2081 CB ASN 83 88.550 18.985 15.985 1.00 66.28 H c
ATOM 2082 CG ASN 83 89.274 19.943 16.899 1.00 66.28 H c
ATOM 2083 OD1 ASN 83 89.213 19.819 18.121 .00 66.28 H o
ATOM 2084 ND2 ASN 83 89.970 20.910 16.30%3 1.00 66.28 H N
ATOM 2085 C ASN 83 88.502 16.720 15.025 1.00 28.29 H c
ATOM 2086 O ASN 83 89.306 16.348 14.185 1.00 28.29 H [+)
ATOM 2087 N  SER 84 87.199 16.486 14.954 1.00 57.41 H N
ATOM 2088 CA SER 84 86.618 15.739 13.847 1.00 57.41 H c
ATOM 2089 CB SER 84 86.648 16.584 12.574 1.00 29.12 H c
ATOM 2090 OG SER 84 86.027 17.836 12.786 1.00 29.12 H 0
ATOM 2091 C SBR 84 87.374 14.450 13.603 1.00 57.41 H c
ATOM 2092 O SER 84 87.642 14.085 12.456 1.00 57.41 H 4]
ATOM 2093 N LEU 85 87.725 13.769 14.687 1.00 32.34 R N
ATOM 2094 CA LEU 8s 88.452 12.513 14.595 1.00 32.34 H c
ATOM 2095 CB LEU 85 88.818 12.009 15.990 1.00 15.22 H c
ATOM 2096 CG LEU 85 89.913 12.880 16.600 .00 15.22 H c
ATOM 2097 CD1 LEU 85 90.082 12.594 18.078 1.00 15.22 H c
ATOM 2098 CD2 LEU 85 91.204 12.636 15.828 1.00 15.22 H c
ATOM 2099 C LEU 8s 87.641 11.460 13.877 1.00 32.34 R c
ATOM 2100 O 1LEU 8s 86.434 11.369 14.0S0 1.00 32.34 4 o
ATOM 2101 N ARG 86 88.319 10.680 13.049 1.00 24.27 H N
ATOM 2102 CA ARG 86 87.686 9.604 12.316 1.00 24.27 B c
ATOM 2103 CB ARG 86 87.858 9.801 10.815 1.00 51.87 H c
ATOM 2104 CG ARG 86 87.146 11.026 10.286 1.00 $1.87 H c
ATOM 2105 CD ARG 86 86.864 10.887 8.808 1.00 51.87 ;4 c
ATOM 2106 NE ARG 86 87.237 12.088 8.076 1.00 51.87 H -N
ATOM 2107 CZ ARG 86 88.470 12.581 8.043 1.00 S1.87 H c
ATOM 2108 NH1 ARG 86 89.444 11.967 8.707 1.00 S1.87 H R
ATOM 2109 NH2 ARG 86 88.733 13.676 7.334 1.00 51.87 H N
ATOM 2110 C ARG 86 88.387 8.343 12.769 1.00 24.27 H c
ATOM 2111 O ARG 86 89.367 8.416 13.514 1.00 24.27 H o
ATOM 2112 N ALA 87 87.89¢ 7.191 12.335 1.00 40.98 B N
ATOM 2113 CA ALRA 87 88.499 S5.928 12.733 1.00 40.98 R c
ATOM 2114 CB ALA 87 87.678 4.763 12.19% 1.00 28.01 H <
ATOM 2115 C ALA a7 89.937 5.833 12.242 1.00 40.98 H c
ATOM 2116 O AIA 87 90.824 S5.425 132.969 1.00 40.98 B (]
ATOM 2117 RN GLU 88 90.169 6.3222 10.9%3 1.00 32.24 B ]
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€.890
6.614
7.623
8.792
7.246
6.780
6.370
7.772
8.497
9.764

10.775

11.732

10.622
7.724
8.149
6.588
5.845
4.668
3.537
5.072
5.311
4.727
5.553
5.094
5.690
5.536
6.044
5.312
5.755
4.665

3.966
5.284
6.913
6.771
8.066
9.261

10.470

10.385
9.399

9.287

11.264

11.165

10.173

10.043
9.577
9.401

10.049

10.409
9.576
8.101
7.237
5.876
7.563
6.204
5.363
4.007

11.853

12.244

12.654

14.000

13.669

12.584

14.9%42

14.206

14.657

14.331

13.445

12.862

14.260

15.591

16.548

15.610

:A=30
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10.433
9.094
B.169
8.336
7.937
B.874

11.372

11.417

12.128

13.054

13.507

12.392

12.553

11.355

14.268

14.922

14.875

15.749

16.113-

15.293
15.903
15.527
14.492
16.499
16.451
15.259
17.728
18.646
17.797
18.947
19.465
18,258
20.346
18.363
17.310
19.019
18.538
18.585
17.624
17.759
16.836
16.553
15.634
15.773
14.827
19.312
20.531
18.579
19,151
18.533
le8.432
19.454
19.345
17.298
17.177
18.202
18.071
18.805
17.642
19.791
19.466
19.096
19.342
20.647
22.267
18.549
18.115
16.861
16.49%4
15.708
17.830
17.260
18.270

1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

32.24
72.38
72.38
72.38
72.38
72.38
32.24
32.24
18.63
18.63
29.25
29,25
29.25
29.25
18.63
18.63
29.66
29.66
30.61
30.61
30.61
29.66
29.66
11.25
11.25
1.87
21.25
11.25
22.44
22.44
21.44
21.44
21.44
22.44
22.44
21.58
21.58
12.38
12.38
12.38
12.38
12.38
12.38
12.38
12.38
21.58
21.58
19.04
19,04
29.80
29.80
29.00
29.80
29.80
29.80
29.80
29.80
15.04
19.04
25.07
25.07
25.07
25.07
46.53
46.53
31.61
31.61
32.18
32.18
32.1%
31.61
3.6
26.02
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ATOM 2191 CA ARG 97 112.135 16.759 17.996 1.00 26.02 H c
ATOM 2192 CB ARG 97 113.220 16.959 19.053 1.00 22.53 H c
ATOM 2193 CG ARG 97 114.076 18.1B4 18.766 1.00 22.53 H Cc
ATOM 2154 CD ARG 97 115.204 18.345 19.764 1.00 22.53 H c
ATOM 2195 NE ARG 97 116.357 17.532 19.411 1.00 22.53 H N
ATOM 2196 CZ ARG 97 117.494 17.S09 20.099 1.00 22.53 H [
ATOM 2197 NHl ARG 97 117.635 18.257 21.183 1.00 22.53 H N
ATOM 2198 NH2 ARG 97 118.494 16.739 19.704 1.00 22.53 H N
ATOM 2199 C ARG 97 122.799 16.473 16.665 1.00 26.02 H c
ATOM 2200 O ARG 97 113.145 15.322 16.357 1.00 26.02 H o
ATOM 2201 N GLY 98 112.980 17.528 15.882 1.00 13.43 H N
ATOM 2202 CA GLY 98 113.586 17.367 14.582 1.00 13.43 H c
ATOM 2203 C GLY 98 114.947 17.995 14.496 1.00 13.43 H c
ATOM 2204 O GLY 98 115.308 18.850 15.281 1.00 13.43 H (o}
ATOM 2205 N PHE 99 115.719 17.537 13.534 1.00 20.13 H N
ATOM 2206 CA PHE 99 117.038 18.065 13.315 1.00 20.13 H C
ATOM 2207 CB PHE 99 118.018 16.902 13.211 1.00 25.23 H c
ATOM 2208 CG PHE 99 119.338 17.271 12.628 1.00 25.23 H c
ATOM 2209 CD1 PHE 99 119.587 17.079 11.278 1.00 25.23 R c
ATOM 2210 CD2 PHE 99 120.326 17.828 13.420 1.00 25.23 H c
ATOM 2213 CEl PHE 99 120.804 17.437 10.721 1.00 25.23 H c
ATOM 2212 CE2 PHE 99 121.543 18.191 12.875 1.00 25.23 H o]
ATOM 2213 C2 PHE 99 121.784 17.954 11.517 1.00 25.23 H c
ATOM 2214 C PHE 99 116.887 18.819 11.996 1.00 20.13 H c
ATOM 2215 © PHE 99 115.950 18.551 111.241 1.00 20.13 H (o]
ATOM 2216 N GLY 100 117.768 19.774 11.719 1.00 15.08 H N
ATOM 2217 CA GLY 100 117.655 20.513 10.469 1.00 15.08 H c
ATOM 2218 C GLY 100 116.285 21.139 10.274 1.00 15.08 H c
ATOM 2219 O GLY 100 115.682 21.636 11.216 1.00 15.08 H )
ATOM 2220 N ASP 101 115.779 21.128 5.050 1.00 7.89 H N
ATOM 2221 CA ASP 101 114.462 21.692 8.812 1.00 7.89 H (o4
ATOM 2222 CB ASP 101 114.195 21.848 7.302 1.00 13.13 H (o
ATOM 2223 CG ASP 101 115.328 22.587 6.564 1.00 13.13 B c
ATOM 2224 OD1 ASP 101 115.921 23.5S8 7.105 1.00 13.13 H o]
ATOM 2225 OD2 ASP 101 115.616 22.190 5.417 1.00 13.13 H [s]
ATOM 2226 C ASP 101 123.406 20.78BS 9.460 1.00 7.89 H C
ATOM 2227 O RSP 101 112.222 20.844 9.124 1.00 7.89 H o
ATOM 2228 N GLY 102 113.854 19.924 10.374 1.00 22.31 H N
ATOM 2229 CA GLY 102 112.552 15.043 11.100 21.00 22.31 H c
ATOM 2230 C GLY 102 112.588 17.674 10.562 1.00 22.31 H c
ATOM 2231 O GLY 102 111.927 16.915 11.263 1.00 22.31 H o
ATOM 2232 N GLY 103 113.001 17.347 9.343 1.00 25.09 H N
ATOM 2233 CA GLY 103 112.662 16.054 8.772 1.00 25,09 H (o4
ATOM 2234 C GLY 103 113.342 14.844 9.403 11.00 25.09 H [o4
ATOM 2235 0 GLY 103 112.948 13.703 9.156 1.00 25.08 H o
ATOM 2236 N TYR 104 114.376 15.071 10.202 1.00 22.52 H N
ATOM 2237 CA TYR 104 115.070 13.961 10.844 1.00 22.52 H (]
ATOM 2238 CB TYR 104 116.576 14.114 10,715 1.00 15.87 H c
ATOM 2239 CG TYR 104 117.342 13.175 11.599 1,00 15.87 H c
ATOM 2240 CD1 TYR 104 118.507 13.600 12.233 1.00 15.87 H c
ATOM 2241 CE1 TYR 104 119.198 12.776 13.100 1.00 15.87 H c
ATOM 2242 CD2 TYR 104 116.884 11.880 11.844 1.00 15.87 H c
ATOM 2243 CE2 TYR 104 117.575 11.034 12.713 1.00 15.87 H c
ATOM 2244 CZ TYR 104 118.734 11.498 13.343 1.00 15.87 H c
ATOM 2245 OH TYR 104 119.417 10.713 14.239 1.00 15.87 H o
ATOM 2246 C TYR 104 114.665 13.991 12.296 1.00 22.52 H c
ATOM 2247 O TYR 104 114.933 14.956 13.001 1.00 22.52 H o
ATOM 2248 N PHE 105 114.036 12.909 12.733 1.00 16.00 H N
ATOM 2249 CA PHE 105 113.501 12.806 14.073 1.00 16.00 H c
ATOM 2250 CB PHE 105 112.292 11.890 14.031 1.00 16.01 H c
ATOM 2251 OG PHE 105 111.269 12.327 13.020 1.00 16.01 H c
ATOM 2252 CD1 PHE 105 210.782 13.627 13.038 1.00 16.01 H c
ATOM 2253 CD2 PHE 105 110.827 11.459 12.023 1.00 16.01 H c
ATOM 2254 CEL PHE 105 109.860 14.059 12.051 1.00 16.01 H c
ATOM 2255 CE2 PHE 105 109.918 11.885 11.067 1.00 16.01 H c
ATOM 2256 CZ PHE 105 109.443 13.190 11.101 1.00 16.01 H c
ATOM 2257 C PHE 105 114.442 12.433 15.179 1.00 16.00 H c
ATOM 2258 O PHE 105 114.543 11.283 15.595 1.00 16.00 H o
ATOM 2259 N ASP 106 115.105 13.481 15.642 1.00 29.40 : N
ATOM 2260 CA ASP 106 116.089 13.519 16.714 1.00 29.40 H c
ATOM 2261 CB ASP 106 116.251 14.976 17.117 1.00 39.43 -] c
ATOM 2262 CG ASP 106 117.656 15.400 17.133 1.00 39.43 H c
ATOM 2263 OD1 ASP 106 118.492 14.528 17.433 1.00 39.43 ] o
K 19 :A-31
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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2264
2265
2266
2267
2268
2269
2270
2271
2272
2273
2274
2275
2276
2277
2278
2279
2280
2281
2282
2283
2284
2285
2286
2287
2288
2289
2290
2291
2292
2293
2294
2298
2296
2297
2298
2299
2300
2301
2302
2303
2304
2305
2306
2307
2308
2309
2310
2311
2312
2313
2314
2315
2316
2317
2318
2319
2320
2321
2322
2323
2324
2325
2326
2327
2328
2329
2330
2331
2332
2333
2334
2338
2336
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106
106
106
107
107
107
107
107
107
107
108
108
108
108
108
108
108
108
108
108
108

108
108
109
109
109
108
110
110
110
110
110
110
110
110
110
111
111
111
111
112
112
112
112
112
112
112
113
113
113
113
113
113
113
113
114
114
114
114
114
114

115
118
118

118
115
118
116
116
116

117.922 16.591
115.797 12.728
116.567 11.861
114,687 213.094
114.248 12.533
124.402 213.600
113.985 13.045
115.838 14.116
112.778 12.199
112.107 12.835
112.285 11.224
110.871 10.79S5
110.729 9.405
111.201 9.329
110.431  8.950
111.287 9.020
1059.202 8.557
112.460 9.606
112.520 9.422
110.854 8.710
108.667 B8.244
109.547 8.325
110.204 10.723
110.859 10.503
108.889 10.907
108.134 10.811
107.896 9.331
108.170 8.502
107.393 8.%97
107.161  7.554
106.800 7.338
105.404 7.798
105.321  9.283
105.573 10.102
104.967 9.642
106.051 6.979
106.054 5.798
105.114 7.824
104.024  7.361
102.758  7.463
102.834 7.414
101.611 7.619
100.333  7.740
100.058  9.211
98.958 9.261

99.734 10.055

99.228 7.203

99,133 7.559

98.396 6.340

97.318 5.668

96.953 4.374

95.842 3.421

94.455 4.057

96.055 3.115

96.073 6.498

95.448 6.964

95.708 6.671

94.506 7.419

94.809 8.658

93.518 9.420

95.798 9.575

93.557 6.404

93.859 6.003

92.411 6.216

91.414 5.356

91.081 4.125

92.292 3.453

90.180 3.151

90.133 6.164

89.700 6.905

89.543 6.056

88.289 6.747

88.395 7.B22
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16.859
17.993
18.396
18.635
19.906
21.026
22.374

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

39.43
29.40
29.40
7.69
7.69
10.62
10.61
10.61
7.69
7.69
26.84
26.84
1.87
1.87
1.87
1.87
1.87
1.87
1.87
1.87
1.87
1.87
26.84
26.84
1s.55
15.55
15.55
15.55
21.92
21.92
44.26
44.26
44.26
44.26
44.26
21.92
21.92
22.63
22.63
22.63
22.63
17.52
17.52
34.98
34.98
34.98
17.52
17.52
32.82
32.82
26.98
26.98
26.98
26.98
32.82
32.82
38.48
38.48
53.69
53.69
53.69
38.48
38.48
29.76
29.76
30.84
30.84
30.84
29.76
29.76
38.29
38.29
10.28
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ATOM
ATOM
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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
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATON
ATOM
ATOM
ATOM

2380
2391
2392
2393
2354
2395
2396
2397
2398
2399
2400
2401
2402
2403
2404
2405
2406
2407
2408
2409

oG
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116
116
116
116
117
117
117

117
117
1i8
118
118
118
118
118
119
119
118
119
119
120
120
120
120
120
120
121
121
121
121
121
121
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122
122
122
122
122
122
122
122
122
123
123
123
123
124
124
124
124
124
124
124
125
125
128
125
128
128
126
126
126
126
126
126
126
127
127
127
127
127
127

89.861 6.088
87.575 7.415
87.303 5.656
87.545 4.888
86.207 5.579
85.193 4.565
85.768 3.182
84.788 2.165
83.959 4.815
84.049 5.336
82.808 4.431
81.538 4.581
80.401 4.226
80.598 2.919
81.510 3.649
80.753 3.853
82.339 2.6186
82.412 1.679
B3.569 0.707
82.611 2.461
83.31¢9 3.477
81.988 1.97%
82.074 2.621
80.721 2.597
79.720 3.179
83.086 1.938
83.194 0.715
83.837 2.734
84.813 2.188
85.274 3.267
85.860 4.353
86.273 2.691
84.108 1.078
82.919 1.189
84.828 0.007
84.243 -1.102
83.333 -1.930
83.009 -3.347
82.469 -3.373
82.216 -4.805
81.986 -4.880
85.301 -1.991
86.154 -2.548
85.240 -2.114
86.188 -2.952
86.213 =-4.396
85.222 -4.907
87.346 -5.090
868.680 -4.832
87.397 -6.472
86.868 -6.668
89.504 -5.9%05
86.899 ~7.461
86.854 -~7.170
86.507 <~8.631
86.053 +-9.678
84.858 -10.416
83.756 -9.544
87.262 -10.576
87.738 -10.972
87.787 -10.873
88.962 -11.727
$0.135 -11.003
89.894 -9.504
$0.331 -11.507
88.666 -13.091
86.382 -13.227
88.713 -14.105
88.443 -15.464
87.628 -16.167
86.392 -15.419
85.380 -15.167
86.255 -14.922
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16.922
15.994

17.996
17.063
18.746
18.517
18.851
18.751
19.366
20.482
18.828
19.52§
18.579
18.069
20.740
21.685

20.707
21.815
21.617
23.100
23.124

24.166

25.462

26.151

25,329

26.353

26.362

27.100

28.023

29.002

28.268

30.007

2B.801

29.098

29.116

25.864

28.947

29.437
30.864

31.337
32.809
30.496
29.809
31.817
32.530
32.035
31.503

32.198
32.633
31.731
31.439
32.561
32.764
33.961
32.287
33.176
32.579
32.402
33.200
32.139
34.386
34.452
35.174
35.113
36.597
35.065
36.256
34.213
34.625
33.544
33.142

"34.07

31.840

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

10.28
10.28
38.29
38.29
41.53
41.53
61.62
61.62
41.53
41.53
36.79
36.79
49.30
49.30
36.79
35.84
26.31
26.31
20.55
26.31
26.31
39.08
39.08
57.76
57.76
39.08
39.08
26.62
25.63
27.79
32.58
25.52
26.35
29.95
53.26
50.64
42.70
44 .07
47.16
51.36
50.23
52.40
54.02
42.56
42.89
44.35
40.33
44.81
21.78
46.19
22.93
22.69
45.69
46.94
43.49
38.23
23.34
25.34
33.52
32.91
23.96
20.86
22.19
17.46
22.90
20.51
24.79
27.15
29.56
16.06
12.42
11.21
10.06
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2426
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2430
2431
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2433
2434
2435
2436
2437
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2439
2440
2441
2442
2443
2444
2445
2446
2447
2448
2449
2450
2481
2452
2453
2454
2458
2456
2457
2458
2458
2460
2461
2462
2463
2464
2465
2466
2467
2468
2469
2470
2471
2472
2473
2474
247S
2476
2477
2478
2479
2480
2481
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127
127

84.254
85.126
84.125
89.763
20.806
89.743
88.681
90.896
90.823
89.358
91.198
90.235
92.457
92.811
93.683
93.086
94.115
91.886
93.601
54.824
92.870
93.455
92.363
94.280
93.928
95.401
95.929
96.301
97.453
96.815
95.534
94.666
$5.838
95.138
93.745
93.824
95.918
97.107
95.247
95.894
95.007
93.668
96.121
97.091
95.220
95.288
93.951
92.703
92.058
90.686
89.988
96.364
96.932
96.619
97.611
97.069
95.726
98.911
99.733
99.075
100.262
99.897
99.491
101.096
100.977
100.334
102.309
103.164
103.113
101.863
104.600
105.321
105.016

-14.428
-14.174
-13.925
~16.183
-15.733
-~17.310
~-17.812
-18.039
-18.577
-18.983
~19.176
-19.770
-19.457
-20.557
~20.061
-18.872
-18.254
-19.341
~21.457
~21.481
-22.179
-23.046
~23.561
~24.219
~24.876
-24.490
-23.703
~25.595
-25.424
~24.691
-26.897
-26.978
~27.912
-29.187
-29.078§
-28.747
-30.284
-30.13%9
-31.391
-32.483
~33.738
-33.456
~32.017
~32.413
~31.156
~30.605
-29,962
-30.7684
~30.452
-31.127
-30.792
~29.531
-29.284
-28.88S
~-27.818
~26.698
-26.390
~28.358
-27.601
~-29.676
~30.351
-31.391
~30.718
-32.281
-31.072
-31.615
-31.059
-31.700
~30.542
~31.097
-31.75
-30.722
~32.845
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33.721
31.470
32.413
34.825
34.351
35.540
36.434
35,752
37.161
37.130
34.739
34.244
34.432
33.545
32.396
31.635
30.696
30.870
34.497
34.499
35.332
36.341
37.256
35.846
34.869
36.534
37.665
36.198
37.196
38.354
36.405
37.274
35.607
35.720
35.086
33.704
35.020
34.757
34.732
34.024
34.068
33.684
32.576
31.927
32.095
30.739
30.341
30.609
31.959
32.082
33.367
30.655
29.589
31.791
31.896
32.784

132.443

32,488
33.006
32.418
32.932
34.036
35.237
34.354
31.788
30.885
31.836
30.834
29.495
28.841
31.352
31.244
.81

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

12.93
6.89
6.94

31.37

34.05

21.35

32.37

22.25

34.03

33.18

21.65

21.29

17.17

19.61

18.81

18.17

16.12

11.94

23.45

25.82

16.93

18.97

49.82

18.88

20.62

29.98

16.68

27.20

12.88

15.86

26.68

27.16

64.88

67.56

44.77

46.53

69.15

69.80

$8.75

61.13

91.14

100.88
60.76
61.01

101.65

102.79

44.82

52.94

55.86

53.72

52.28

102.96

104.03

77.03

76.76

81.66

81.07

71.98

72.29

86.02

86.44

47.16

47.25

50.70

86.90

85.61

82.54

82.34

6S.40

66.87

82.68
84.22
62.73
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ATOM
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2483
2484
2485
2486
2487
2488
2489
2490
2491
2492
2483
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
28526
2527
2528
2529
2530
2531
2532
2533
2534
2535
2538
2537
2538
2539
2540
2541
2542
2543
2544
2545
2546
2547
2548
2549
2550
2551
2552
2553
2554
2558 C
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EEEECEEEEEIdddedEe
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138
138
138
139
138
139
139
140
140
140
1490
140
140
140
141
141
141
141
141

106.361 -32.541
106.394 -32.371
105.392 -32.410
107.537 -31.827
107.645 -31.267
107.037 -29.884
107.020 -29.297
106.527 -29.365
105.941 -28.030
106.626 ~27.108
105.886 -27.138
108.052 -27.574
104.434 ~27.993
103.884 -28.820
103.777 -27.013
102.350 -26.817
101.647 -26.986
102.121 -25.408
102.930 ~24.498
101.022 -25.239
100.685 -23.948
100.507 -24.062
99.389 -23.51%
98.565 -24.359
99.233 -22.211
98.054 -21.611
98.154 -21.670
99.269 -20.865
98.702 -19.526
99.817 -21.596
98.068 -20.169
99.068 -19.700
96.970 -19.458
96.922 -18.074
95.578 -17.425
94.693 -17.985
95.420 -16.235
94.177 -15.501
93.665 -15.071
94.437 -14.868
94.385 -14.273
94.354 -14.658
92.351 -14.940
91.712 -14.8512
90.715 -15.580
89.754 -15.245
90.519 ~14.669
88.989 -16.489
90.997 -13.188
89.943 -13.160
91.609 -12.098
91.069 -10.732
92,231 -9.696
91.703 -8.291
93.212 -5.947
90.102 -10.563
90.532 -10.460
88.798 -10.519
87.835 -10.467
87.140 -11.827
86.353 -12.032
85.731 -13.405
84.795 ~-13.570
85.514 -13.308
86.777 -9.372
86.332 -8.844
86.387 ~-9.069
85.381 -8.070
83.953 -8.59S
83.635 ~9.853
83.7%7? -9.882
83.181 -10.8217
85.585 <-6.6%0
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32.438
33.840
34.555
34.237
35.570
35.680
36.762
34.568
34.571
33.533
32.311
33.250
34.299
33.560
34.914
34.752
36.087
34.206
34.415
33.487
32.924

31.419
33.588
33.962
33.751
34.372
35.900

36.582
36.991

37.808%

33.913

33.364

34.128

33.694

33.896

34.543

33.335

33.471

32.122

31.188

34.363

36.141

32.024

30.792

30.314
29.164

27.982

28.755
31.055
31.690
30.593
30.726
30.638
30.722
31.778
29.532
28.381
29.806
28.708
28.60%9
27.348
27.355
26.190
24.928
28,646
29.664
27.409
27.078
27.429
26.661
25.421
27.305
27.698

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

62.79
65.01
65.52
45.62
45.97
46.52
50.66
41.37
35.80
32.97
30.01
33.92
32.68
31.27
23.19
23.90
31.87
24.06
28.34
36.28
31.12

1.87
29.11
33.50
27.06
31.22
26.24
30.55
23.14
37.29
34.46
32.14
25.78
28.57
31.81
35.57
24.76
23.67
21.65
22.23
28.67
36.96
43.52
43.76
38.89
28.77
25.69
35.84
45.61
45.79
12.91
12.94
24.22
25.32

‘13.52

18.31
18.59
25.16
29.22
15.56
22.92
22.16
24.54
22.92
32.79
33.18
$5.13
§3.92
38.49
42.52
46.52
41.08
56.06
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM

ATOM

2556
2557
2558
2558
2560
2561
2562
2563
2564
2565
2566
2567
2568
2569
2570
2571
2572
2573
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
2620
2621
2622
2623
2624
2625
2626
2627
2628

CE2

N = © e

N

ngEP=ongRER=o"gRaR%onggaR=C 3E88=°0g88809%°0°8080%00g
SRR EEEFEEEREEEE

REEEE

149
150
150
150
150
150
150
150
150
150
150
150
150
151
181
151
151
151
151
151
is1l
151
1s1
151
152
152
152
152
152
152
152
153

153

183

153

153

153

153

183

153

154

154

154

154

154
154
155
155
155
155
155
158
158
156
156
156
156
156
156
156
157
187
157
157
157
157
157
158
1s8
158
158
158

84.720 -6.175
86.734 -6.091
87.072 -4.770
88.306 -4.8B44
89.622 -~5.1S8
90.405 -4.137
91.653 -4.401
90.121 -6.457
91.369 -6.730
92.130 -5.694
93.376 -5.942
87.331 -3.838
87.420 -4.275
87.450 -2.549
87.686 -1.522
86.520 -1.506
86.663 -0.500
86.509 0.86S
86.89% -0.923
86.576 1.789
86.968 -0.003
86.805 1.351
87.819 -0.175
87.161 0.084
88.712 0.685
88.959 2.058%
89.554 0.388
89.773 1.765
90.017 2.594
90.835 -0.199
50.826 +-0.716
91.933 -0.128
93.200 -0.620
94.232 -0.788
93.983 -1.9%51
94.465 -3.279
94,329 -4.276
94.5%79 -3.337
93.667 0.487
93.160 1.611
94 .626 0.193
95.605 1.250
95.266 <~1.107
96.707 -0.803
96.899 0.447
95.327 -1.577
94.929 -0.788
95,270 -2.874
95.171 -3.468
94.167 -4.647
94.624 -5.699
94.030 -5.243
96.561 -3.969
97.319 ~4.427
96.898 -3.864
98.195 -~4.322
98.855 -3.316
98.554 -3.699
58.346 ~1.895
97.956 -5.589
96.915 -5.736
98.914 -6.501
98.784 -7.731
98.263 -8.918
98.307 -10.191
96.817 -8.649
100.122 -8.142
101.130 -8.220
100.127 -8.401
101.333 -8.840
101.852 -7.738
101.008 -7.59%91
100.947 -10.064
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28.415
27.399
27.897
28.797
28.097
27.556
26.994
28.046
27.483
26.963
26.431
26.723
25.569
27.034
26.034
25.038
23.923
24.164
22.616
23,117
21.558
21.809
26.734
27.737
26.232
26.730
25.065
24.464
25.730
25.636
26.748
24.894
25.422
24.308
23.370
23.920
23.191
25.062
26.355
26.288
27.242
27.562
27.404
27.072
27.855
28.846
25.770
29.029
30.339
30.309
29.306
31.690
30.715
29.856
31.995
32.482
33.458
34.810
33.213
33.276
33.906
33.250
34.014
33.149
33.970
32.662
34.618
33.918
35.918
36.606
37.522
38.648
37.439

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

5§7.30
33.00
33.34
39.19
44.75
44.06
46.40
44.23
43.19
45.07
42.66
34.19
36.79
§3.36
51.06
22.52
22.34
21.58
24.08
22.62
25.39
25.56
48.17
47.45
46.09
7.14
47.66
12.38
9.55
47.42
49.63
48.37
45.01
35.76
41.71
49.73
53.96
49.06
40.62
43.09
31.67
24.24
32.01
23.56
23.31
37.33
40.93
27.89
28.93
32.63
39.44
38.08
29.75
34.58
30.47
30.67
37.06
41.96
35.30
28.26
24.33
20.40
23.86
6.55
2.70
8.40
25.91
28.24
37.92
38.42
26.79
29.78
37.35
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ATOM 2629 0O SER 158 99.765 -10.366 37.583 1.00 35.45 H [s]
ATOM 2830 N TRP 159 101.926 ~-10.772 37.989 1.00 38.23 H N
ATOM 2631 CA TRP 159 101.604 -11.5945 38.790 1.00 38.96 H C
ATOM 2632 CB TRP 159 102.060 -13.224 38.074 11.00 33.06 B [od
ATOM 2633 CG TRP 159 101.197 -13.558 36.899 1.00 30.80 H Cc
ATOM 2634 CD2 TRP 159 100.089 -14.463 36.879 1.00 31.04 H (o4
ATOM 2635 CE2 TRP 159 99.540 -14.423 35.577 1.00 29.21 H C
ATOM 2636 CB3 TRP 159 99.507 -15.307 37.836 11.00 31.84 H (o]
ATOM 2637 CD1 TRP 159 101.271 -13.015 35.64%9 1.00 26.46 H [of
ATOM 2638 NEYL TRP 159 100.280 -13.531 34.B48 1.00 30.17 H N
ATOM 2639 CZ2 TRP 18% 98.439 -15.19% 35.204 1l1.00 33.73 H [o]
ATOM 2640 CzZ3 TRP 159 98.407 -16.079 37.465 1.00 33.56 H Cc
ATOM 2641 CH2 TRP 159 97.887 -16.018 36.158 1.00 34.95 B Cc
ATOM 2642 C TRP 159 102.166 -11.508 40.203 1.00 41.53 H c
ATOM 2643 O TRP 159 103.355 -11.670 40.412 1.00 40.45 R [+
ATOM 2644 N ASN 160 101.295 -12.163 41.170 1.00 50.63 B N
ATOM 2645 CA ASN 160 101.699 -12.153 42.557 1.00 51.18 H [od
ATOM 2646 CB ASN 160 102.753 -13.230 42.814 1.00 31.23 H C
ATOM 2647 CG ASN 160 102.145 -14.619 42.%6 1.00 28.65 H Cc
ATOM 2648 OD1 ASN 160 100.924 -14.784 42.911 1.00 22.55 H (o]
ATOM 2649 ND2 ASN 160 103.000 -315.630 43.107 1.00 28.71 H N
ATOM 2650 C ASN 160 102.245 -10.777 42.891 1.00 53.56 H c
ATOM 2651 © ASN 160 103.277 -10.637 43.554 1.00 51.84 H o
ATOM 2652 N SER 161 101.548 -9.758 42.397 1.00 57.36 H N
ATOM 2653 CA SER 161 101.91S -8.372 42.651 1.00 58.07 R C
ATOM 2654 CB SER 161 101.833 -8.106 44.161 11.00 44.49 H [ o4
ATOM 2655 0OG SER 161 100.611 -8.586 44.713 1.00 48.26 H (¢]
ATOM 2656 C SER 161 103.305 ~-7.997 42.118 1.00 57.98 H C
ATOM 2687 O SER 161 103.779 -6.883 42.329 1.00 58.91 H (o]
ATOM 2658 N GLY 162 103.957 -8.927 41.431 1.00 43.40 H N
ATOM 2659 CA GLY 162 105.271 -8.641 40.886 1.00 41.61 H C
ATOM 2660 C GLY 162 106.343 -9.670 41.195 1.00 41.13 H C
ATOM 2661 O GLY 162 107.340 -9.756 40.475 1.00 41.89 H o
ATOM 2662 N ALA 163 106.144 -10.460 42.248 1.00 32.79 H N
ATOM 2663 CA RALA 163 107.135 -11.462 42.644 1.00 33.15 H C
ATOM 2664 CB ALA 163 106.845 -11.956 44.065 11.00 7.75 H [od
ATOM 26865 C ALA 163 107.265 -12.651 41.702 1.00 33.69 H C
ATOM 2666 DO ALA 163 10B.154 -13.473 41.868 1.00 36.52 B [o]
ATOM 2667 N LEU 164 106.378 -12.750 40.722 1.00 33.04 H N
ATOM 2668 CA LEU 164 106.412 -13.847 39.755 1l1l.00 28.08 H C
ATOM 2669 CB LEU 164 105.146 -14.701 39.869 1.00 29.67 H (o4
ATOM 2670 CG LEU 164 105.008 -15.851 38.870 1.00 27.43 H C
ATOM 2671 (D1 LEU 164 105.976 -16.963 39.215 1.00 24.01 H (o4
ATOM 2672 CD2 LEUL 164 103.605 -16.370 38.903 1.00 22.28 11 C
ATOM 2673 C LEU 164 106.483 -13.227 38.370 1.00 26.00 H [od
ATOM 2674 0 LEU 164 105.492 ~12.663 37.893 1.00 20.06 H [»]
ATOM 2675 N THR 165 107.656 -13.326 37.740 11.00 28.49 H N
ATOM 2676 CA THR 165 107.893 -12.758 36.410 1.00 32.54 B (o]
ATOM 2677 CB THR 168 108.927 -11.613 36.462 1.00 18.33 H C
ATOM 2678 0Gl THR 168 110.114 -12.057 37.139 1.00 21.15 H [e]
ATOM 2679 CG2 THR 165 108.348 -10.419 37.184 1.00 20.86 H C
ATOM 2680 C THR 165 108.394 -13.770 35.397 1.00 33.42 R Cc
ATOM 2681 O THR 165 108.028 -13.717 34.227 1.00 34.44 H o]
ATOM 2682 N SER 166 109.244 -14.683 35.849 1.00 63.46 H N
ATOM 2683 CA SER 166 109.804 -15.702 34.973 1.00 62.93 H o4
ATOM 2684 CB SER 166 110.901 -16.472 35.710 1.00 37.10 H Cc
ATOM 2685 OG SER 166 311.503 -17.442 34.870 1.00 42.11 B []
ATOM 2686 C SER 166 108.748 -16.678 34.458 1.00 60.85 R c
ATOM 2687 O SER 166 107.955 «17.226 35.227 1.00 60.31 H [¢]
ATOM 2688 N GLY 167 108.744 -16.895 33.148 1.00 58.61 H N
ATOM 2689 CA GLY 167 107.784 -17.812 32.566 1.00 55.44 B Cc
ATOM 2690 C GLY 167 106.425 -17.181 32.332 1.00 49.55 ) c
ATOM 2691 © GLY 167 105.462 -17.878 32.010 1.00 51.52 B ]
ATOM 2692 N VAL 168 106.340 -15.864 32.491 1.00 12.32 H 1
ATOM 2693 CA VAL 168 105.081 -15.183 32.280 1.00 12.04 ] C
ATOM 2694 CB VAL 168 104.933 -13.970 33.1%0 1.00 2.74 H (o
ATOM 2695 CGl VAL 168 103.590 -13.273 32.906 1.00 2.74 R [ o4
ATOM 2696 CG2 VAL 168 3105.070 -14.398 34.630 1.00 2.83 R C
ATOM 2697 C VAL 168 104.965 -14.687 30.852 1.00 11.82 H [ o4
ATOM 2698 O VAL 168 105.894 -14.087 30.31% 1.00 11.28 " [}
ATOM 2699 N HIS 169 103.807 -14.931 30.253 1.00 168.2¢ H |
ATOM 2700 CA HIS 169 103.518 -~14.512 28.891 1.00 24.96 H (o4
ATOM 2701 CB HIS 169 103.566 -15.695 27.92¢ 1.00 1.87 H [ o]
K 19 :A-37
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ATOM 2702 CG HIS 169 104.935 -16.205 27.634 1.00 1.87 H (o
ATOM 2703 CD2 HIS 169 105.456 -17.452 27.73% 11.00 10.72 H C
ATOM 2704 NDl HIS 169 105.935 -15.41% 27.114 11.00 4.04 H N
ATOM 2705 CE1 HIS 169 107.015 -16.147 26.912 1.00 11.56 H c
ATOM 2706 NE2 HIS 169 106.750 -17.387 27.282 1.00 3.03 H N
ATOM 2707 ¢C HIS 169 102.106 ~13.934 28.818 1.00 26 .88 H c
ATOM 2708 O HIS 169 101.243 -14.679 -28.610 1.00 27.44 H (¢]
ATOM 2709 N THR 170 101.960 ~12.628 28.%95 1.00 15.52 H N
ATOM 2710 CA THR 170 100.637 -12.030 28.885 1.00 14.61 H (o]
ATOM 2711 CB THR 170 100.472 -10.872 29.894 1.00 20.19 H (o]
ATOM 2712 OGl1 THR 170 99.403 ~-10.021 29.470 1.00 314.32 H (o]
ATOM 2713 CG2 THR 170 101.760 -10.096 30.042 1.00 25.14 H (o]
ATOM 2714 C THR 170 100.487 -11.553 27.433 1.00 15.32 H C
ATOM 2715 © THR 170 101.023 -10.532 27.053 1.00 11.65 H (o]
ATOM 2716 N PHE 171 99.762 -12.324 26.630 1.00 23.28 H N
ATOM 2717 CA PHE 171 99.587 -12.046 25.206 1.00 17.85% H (o]
ATOM 2718 CB PHE 171 98.695 ~-13.110 24.554 1.00 15.23 H (o
ATOM 2719 CG PHE 171 99.138 -14.521 24.806 1.00 7.97 H C
ATOM 2720 CD1 PHE 171 98.73) ~«15.195 25.955 1.00 8.65 H C
ATOM 2721 CD2 PHE 171 99.978 ~15.174 23.803 1.00 7 .84 H Cc
2ATOM 2722 CEl1 PHE 171 99.153 -16.492 26.202 1.00 17.36 H C
ATOM 2723 CE2 PHE i71 100.407 -16.473 24.144 1.00 15.22 H C
ATOM 2724 CZ PHE 171 99.993 -17.133 25.29% 11.00 16.34 H (o]
ATOM 2728 C PHE 171 99.032 -10.692 24.793 1.00 18.20 H (o]
ATOM 2726 ©O PHE 171 98.344 -10.01S 25.5582 1.00 23.73 H o]
ATOM 2727 R PRO 172 99.341 -10.278 23.557 1.00 21.77 H N
ATOM 2728 CD PRO 172 100.227 -10.890 22.550 11.00 20.32 B c
ATOM 2729 CA PRO 172 99.827 -B.999 23.083 1.00 23.20 H C
ATOM 2730 CB PRO 172 89.595 -8.775 21.782 1l.00 20.71 H C
ATOM 2731 CG PRO 172 99.834 -10.148 21.287 1.00 18.82 H c
ATOM 2732 C PRO 172 97.339 -9.235 22.876 1.00 25.11 H [od
ATOM 2733 O PRO 172 96.916 -10.364 22.645 1.00 23.46 H (o]
ATOM 2734 N ALA 173 96.551 +~8.172 22.960 1.00 24.67 H N
ATOM 2735 CA ALA 173 95.104 -8.267 22.815 1.00 27.18 H C
ATOM 2736 CB ALA 173 94.439 -7.075 23.498 1.00 1.87 H C
ATOM 2737 C ALA 173 94.604 -8.379 21.391 1.00 30.18 H C
ATOM 2738 O ALA 173 95.304 -8.08B0 20.426 1.00 32.13 H e}
ATOM 2739 N VAL 174 93.365 +8.820 21.277 1.00 21.72 H N
ATOM 2740 CA VAL 174 92.753 -8.964 19.5984 1.00 23.16 B C
ATOM 2741 CB VAL 174 92.841 -10.406 19.511 1.00 28.95 H C
ATOM 2742 CGl VAL 174 92.103 -10.566 18.201 1.00 32.21 H C
ATOM 2743 CG2 VAL 174 94.305 -10.797 19.356 1.00 26.32 H (o]
ATOM 2744 C VAL 174 91.302 -8.508 20.058 1.00 25.36 R (o4
ATOM 2748 O VAL 174 90.611 -8.718 21.068% 11.00 25.35 H (o]
ATOM 2746 N LEU 178 90.860 -7.856 1B.987 1.00 41.55 H N
ATOM 2747 €CA LEU 178 89.504 -7.338 18.890 1.00 40.23 R C
ATOM 2748 CB LEU 175 89.443 -6.276 17.787 1.00 23.29 H C
ATOM 2749 CG LEU 17s 88.728 -4.928 17.990 11.00 20.94 H . [o]
ATOM 2750 CD1 LEU 175 88.634 -4.51)2 19.463 1.00 21.45 H c
ATOM 2751 CD2 LEU 178 89.518 -3,900 17.186 1.00 22.78 H [od
ATOM 2752 C LEU 175 886.539 -68.474 18.588 1.00 42.8S H [od
ATOM 2783 © LEU 178 88.738 -9.233 17.638 1.00 45.50 H [o]
ATOM 2754 N GLN 176 87.500 -8.592 19.407 1.00 41.11 H N
ATOM 2788 CA GLN 176 86.514 -9.645 15.228 1.00 42.33 H [od
ATOM 2756 CB GIN 176 85.852 -9.950 20.564 11.00 38.15 B [ o4
ATOM 2257 CG GLN 176 86.817 -10.276 21.703 1.00 37.93 H [o4
ATOM 2758 CD CIN 176 86.109 -10.801 22.939 1.00 36.82 H [od
ATOM 2759 OBl GLN 176 85.562 -11.899 22.923 1.00 36.67 H [o]
ATOM 2760 NE2 GLN 176 86.108 ~10.014 24.011 11,00 33.13 H N
ATOM 2761 C GLN 176 85.439 «9.207 18.24%5 1.00 44.39 H [o4
ATOM 2762 © GLN 176 85.274 -8.018 17.969 1.00 34.09 H 0
ATOM 2763 N 8ER 177 84.708 ~10.182 17.718 11.00 £9.83 H N
ATOM 2764 CA SER 177 83.624 -9.902 16.790 1.00 58.61 b4 C
ATOM 2765 CB SER 177 82.804 -11.177 16.558 1.00 104.21 R c
ATOM 2766 0OG SBR 177 81.708 -10.945 15.68% 1.00 104.02 -] (o]
ATOM 2767 C SER 177 82.759 -8.832 17.448 1.00 60,09 ) : § c
ATOM 2768 ©O SER 177 82.169 -7.985 16.778 1.00 62.26 H o
ATOM 2765 N SER 178 82.722 -8.877 18.778 1.00 34.2¢ H N
ATOM 2770 CA SER 178 81.942 -7.952 19.59% 1.00 32.97 H [
ATOM 2771 CB SER 178 81.798 -~8.510 21.019 1.00 67.89 B [
ATOM 2772 08 S8SER 178 83.057 -8.636 21.663 1.00 66.22 H o
ATOM 27713 C SER 178 $82.538 -6.554 19.671 1.00 32.95 H C
ATOM 2774 © 8ER 178 81.921 -5.640 20.210 1.00 3s5.08 : 4 [+
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83.738
84.357
84.972
85.380
85.020
85.620
84,706
83.485
82.513
83.943
86.974
87.135
87.952
89.293
90.297
90.773
91.591
92.063
90.430
50.899
91.717
92.202
B89.361
88.581
90.287
90.446
89.439
89.612
91.860
92.494
92.351
93.689
94.753
94.913
95.47S
95.842
93.898
93.179
94.894
95.205
95.000
93.638
96.660
97.546
96.896
98.251
98.389
99.760
98.460
97.652
99.533
99.830
99.717
100.305
98.253
101.204
102.097
101.35%
102.645
102.739
102.681
104.134
102.842
101.882
104.098
104.441
105.280
106.425
104.453
105.270
106.154
104.92)
105.613
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~-6.382
-5.072
-4.821
~3.707
~-5.862
~5.749
~6.380
-5.524
~§.292
-4.278
-6.442
-7.408
-5.843
-6.409
-5.323
-4.445
-4.961
-4.155
-3.092
-2.273
-2.816
-2.033
-7.573
-7.638
-8.49%
-9.642
-10.741
-11.868
-10.209
-10.187
-10.713
-11.29%0
-10.179
~9.263
-10.014
-8.148
~12.209
-12.138
-13.077
-13.967
-15.445
-15.750
-~13.752
-13.511
-13.786
-13.670
-12.634
~12.516
-15.060
-15.551
~15.699
~17.060
~17.966
-19.306
-18.121
-17.193
-16.416
-18.179%
-18.457
-17.797
-18.385
-17.994
-19.975
~20.743
-20.397
-21.807
-~22.327
-21.487
~22.337
-21.870
-221.077
~22.799
~22.963
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19.135
19.191
20.552
20.869
21.369
22.686
23.730
24.054
24.902
24,781
22.672
22.054
23.336
23.387
23.792
22.651
21.647
20.605
22.585
21.543
20.559
19.533
24.375
25.324
24.149
25.045
24.700
25.543
24.970
23.906
26.101
26.152
26.189
27.414
28.625
27.036
27.342
28.326
27.250
28.357
27.968
27.710
28.764
27.953
30.087
30.575
31.676
32.031
31.123
31.912
30.679
31.064
29.831
30.112
29.446
31.664
31.357
32.540
33.178
34.586
35.507
35,180
33.309
33.316
33.377
33.539
32.366
32.194
31.078
34.202
34.975
35.688
36,965

1.00
1.00
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1.00
1.00
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1.00
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43 .45
46.81
50.21
50.30
30.24
32.27
33.41
32.78
27.00
32.58
32.86
36.18
31.41
32.68
57.58
56.39
57.58
57.08
56.67
57.48
58.33
62.35
31.73
32.08
35.13
32.04
65.40
59.63
33.65
37.13
28.98
24.91
31.36
23.12
27.02
19.84
24.58
18.76
26.13
26.65
16.60
22.49
22.47
21.27
27.49
25.55
27.24
25.68
23.97
25,28
29.81
29.286
20.56
20.80
19.74
30.42
31.20
29.47
26.42
27.93
26.86
26.29
20.75
22.47

S.29

7.86
35.20
33.26
39.96
13.86
18.45
28.00
25.42
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104.755
104.399
103.478
105.875
105.386
106.671
107.545
106.962
107.911
108.651
105.650
104.899
105.357
104.222
104.111
104.076
104.009
102.986
105.084
105.177
106.602
107.475
104.795
104.403
104.923
104.601
105.396
104.973
103.097
102.697
102.268
100.827
100.172
100.533
99.975
99.973
100.177
99.209
100.718
100.160
100.625
100.051
101.659
102.175
103.575
104 .489
103.488
102.251
102.179
102.389
102.478
103.480
104.561
104.051
103.257
104.500
101.108
100.314
100.829
99.559
$8.922
97.546
99.643
99.811
100.722
99.008
99.19
99.402
100.677
101.911
103.107
200.662
101.850

-22.412
-20.951
-23.234
-24.439
-25.3089
-24.738
-23.823
~26.133
-26.001
-24.746
~26.801
-26.267
-27.953
~28.638
-30.036
-29.980
-28.730
-28.362
-29.201
-29.374
~29.776
-28.675
~28.150
-28.286
-26.960
-25.733
-24.567
-24.284
-25.380
-24.363
~-26.218
-25.974
-26.850
-26.605
-27.739
-25.246
-26.276
~-25.623
-27.272
~27.676
~26.877
-26.992
-26.067
-25.265
-25.763
-25.676
-27.213
-23.786
~22.933
-23.488
-22.110
-22.031
~20.975
~19.587
~19.032
~19.013
-21.617
~22.382
-20.338
-19.719
-18.970
-18.682
-17.644
-18.718
-17.892
-18.789
-17.874
-18.681
-19.496
-18.901
-19.626
-20.847
-21.5%0
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38.137
37.904
38.270
37.242
36.523
38.280
39.036
38.624
39.814
39.514
39.018
39.834
38.436
38.774
38.157
36.740
40.297
40.882
40.924
42.376
42.739
42.565
43.220
44.381
42.645
43.368
42.771
41.447
43.392
43.963
42.776
42.741
41.677
40.216
39.377
39,757
44.080
44.478
44.770
46.043
47.235
48.314
47.053
48.155
48.885
47.478
49.071
47.813
48.695
46.527
46.060
44.906
45.045
44.765
45.528
43.656
45.604
45.050
45.847
45.470
46.677
46.404
46.929
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44.413
43.285
42.168
40.880
40.504
40.630
40.735
41.282
41.392

1.00
1.00
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1.00
1.00
1.00
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24.28
17:23
17.84
32.15
35.18
50.39
32.03
50.40
29.50
29.72
50.46
48.43
54.29
60.79
30.49
31.07
63.91
66.82
39.50
40.99
41.75
41.65
42.26
48.17
20.64
22.36
39.90
36.65
22.92
25.84
41.78
45.87
23.80
21.31
19.27
15.31
49.01
48.38
65.65
€8.76
66.22
68.30
33.26
32.73
30.77
28.63
27.23
35.97
36.72
53.90
54.25
42.12
45.66
49.49
50.05
49.01
52.98
$5.53
30.38
29.29
45.77
43.55
47.95
27.94
31.22
40.04
31.26
39.46
33.83
31.63
31.20
32.94¢
33.9
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206
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206
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207
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207
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208
208
200
208
208
208

103.069 -20.972
104.244 -21.685
98.029 -16.897

56.876 -17.302

98.342 ~15.605

97.329 -14.566

97.265 -13.574

96.185 ~12.540

96.978 -14.301

98.119 -15.164

97.730 ~13.736

98.916 -13.517

96.758 -13.283

97.092 -12.434

56.476 -11.075

95.307 ~10.967

96.577 -12.997

94.784 -12.909

97.282 -10.035

96.819 -8.683

97.884 -7.902

98.507 -8.720

99.570 -9.314

97.837 -8.776

96.530 -8.025

97.419 -7.867

95.273 -7.668

94.868 -7.017

93.691 -7.781

93.321 -7.134

94.067 -9.236

94.443 -5.580

93.808 -5.320

94.799 -4.648

94.442 -3.266

95.568 -2.570

95.186 -1.176

94.801 -0.347

95.287 -0.906

94.109 -2.486

94.985 -2.164

92.828 -2.176

92.338 -1.431

90.994 -1.998
90.444 -1.371

89.209 -0.889

91.165 -1.282

90.396 -0.780
89.203 -0.534

92.157 0.022

91.057 0.429
93.228 0.805

93.138 2.209

94.486 2.906

95.536 2.476
96.809 3.325
97.793  2.906

89.049 3.718
92.017 2.949
91.318 3.765
91.810 2.650
92.613 1.722
90.770 3.285
90.831 2.501
92.286 2.156
89.366 3.280
88.452 3.527
89.190 2.545
87.893 2.461
87.085 1.320
87.724 0.096
88.120 2.314
87.266 1.789
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41.118
41.223
42.014
41.9813
42.026
41.858
43.051
42.793
44.363
44.842
40.649
40.415
39.867
38.738
39.011
39.386
37.394
37.090
38.849
39.080
39.846
40.954
40.779
42.097
37.743
36.911
37.533
36.295
35.624
33.27%4
35.450
36.615
37.643
35.741
35.979
36.738
37.164
36.338
38.459
34.708
33.905
34.550
33.396
32.957
31.718
31.437
30.548
29.597
30.110
33.793
34.273
33.714
34.004
33.867
34 .895
34.857
35.959
35.560
33.353
33.955
32.087
31.239
31.241
29.936
2%.831
31.846
31.311
32.944
33.628
33.0584
33.315
35.126
35.846

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

33.40
37.29
31.50
32.18
38.61
39.11
27.10
26.36
30.59
36.15
41.59
45.01
30.01
27.23
24.60
22.36
42.80
39.16
26.40
32.39
36.85
39.80
38.11
41.02
36.08
40.34
28.99
29.18
21.70
17.35
25.16
32.31
27.84
45.86
50.50
$5.79
65.34
69.10
65.59
51.54
51.77
30.40
28.10
20.87
25.68
28.69
23.44
25.19
28.16
30.12
28.02
50.94
49.11
50.82
57.82
61.64
€3.00
66.30
47.68
46.73
33.42
21.582
34.06
21.18
24 .69
34.36
2.1
25.18
a8.11
29.27
27.44
31.08
34.78
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ATOM

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
3022
3022
3023
3024
3025
3026
3027
3028
3029
3030
3031
3032
3033
3034
3035
3036
3037
3038
3039
3040
3041
3042
3043
3044
3045
3046
3047
3048
3049
3050
3051
3052
3053
3054
3055
3056
3057
3058
3059
3060
3061
3062
3063
3064
3065
3066

FEEER

M H

gg@g=cngREABLE=2"ggRL=""

H

gagg=en

8
N

©NegB8R868=°"2300=° K388 ° ER0AAE=""

GLU

8

GLU
GLU
GLU

888

209
209
209
209
209
208
209
209
210
210
210
210
210
210
210
211
211
211
211
211
211
211
211
211
212
212
212
212
212
212
212
213
213
213
213
213
213
213
213
214
214
214
214
214
214
214
214
214
215
218
215
215
21S
215
215
215
215
216
216
216
216
216
216

217
217
217
217
217
317
217
217
217

85.284
89.678
89.073
89.673
90.885
88.824
89.267
88.708
89.555
89.246
88.640
87.416
88.367
50.538
91.613
90.426
91.588
92.366
93.360
84.338
95.636
95.432
91.147
90.611
91.357
90.972
89.728
88.671
90.125
92.086
92.832
92.184
93.177
93.800
94.548
95.420
94.182
92.433
91.537
92.796
92.124
91.732
90.422
90.398
89.852
868.452
93.027
94.160
92.533
93.289
92.788
92.812
92.403
93.458
53.695
93.042
91.901
94.113
93.996
94.801
94.435
94.482
94.504
95.696
93.586
93.871
93.065
93.114
91.872
90.757
92.013
93.426
92.500

2.777
2.701
3.879
4.044
3.963
4.290
1.360
1.304
0.282
~1.061
-1.883
-1.273
-3.303
-1.719
~1.388
-2.655
-3.352
-2.422
-3.095
-4.040
-4.228
-4.548
-4.609
-4,525
-5.772
-7.017
-7.685
-6.639
-8.431
-8.042
-8.224
-8.709
-9.743
-9.493
-8.128
-7.852
-7.329
-11.067
~-11.248
-11.993
-13.282
-13.602
-14.370
-15.699
-15.541
-15.037
~-14.377
-14.549
-15.103
-16.207
-16.531
-15.343
-15.737
-16.597
-17.895
~17.391
-17.770
-17.939
-19.081
-18.850
-19.912
-17.480
-20.334
-20.441
~21.269
-22.508
-22.532
-21.248
-21.00S8
-21.353
-20.475
-23.720
-23.643

35.573
36.970
37.741
39.125
3%.301
40.114
37.593
38.690
36.871
37.322
36.201
35.787
36.668
37.762
37.266
38.692
39.207
40.154
41.217
40.416
41.216
42.660
39.93S5
41.036
39.322
39.973
39.308
39.021
38.059
40.020
39.057
41.162
41.376
42.692
42.740
41.887
43.626
41.423
42.236
40.5486
40.502
39.05S
38.875
39.614
41.024
41.021
41.047
40.585
42.045
42.617
44.032
44.987
46.401
47.089
46.397
41.675
41.413
41.122
40.224
38.923
37.880
38.378
40.948
41.248
41.219
41.949
43.250
44.065
44.502
44.453
46.029
41.109
40.332

K 19 :A-42
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1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
0.00
0.00
0.00
0.00
0.00
1.00
1.00
1.00
1.00
0.00
0.00
0.00
0.00
0.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

68.02
70.18
49.77
56.50
62.08
§2.03
68.80
68.05
35.45
37.08
55.80
56.14
5§7.05
36.35
34.79
33.96
34.09
$2.60
§7.40
62.07
64.56
65.70
32.22
32.03
43.02
37.80
28.95
26.33
26.83
39.84
39.92
§2.39
49.02
46.86
52.80
56.11
57.38
46.03
45.16
33.42
29.46
52.86
47.62
43.68
41.24
39.27
29.68
27.06
38.49
34.59
48.10
42.43
38.17
35.48
33.32
36.50
38.63
32.15
32.08
21.03
20.14
18.92
33.22
33.32
45.06
48.19
S1.11
85.99
101.9¢
105.02
105.37
48.96
$1.24
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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
ATOM
ATOM
ATOM
ATOM
ATOM
- ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

132
3133
13
3138
3136
3137
3138
3138

°nERB8R8B8=°"H8ESH

23803

geagp=g=eon

»

“’§§S;g 200N g g 8 8 g Zon E

28888=°"8

]
N

g ®zon 8 Q g g zZOoN 8 B g Zon ﬁ

218
218

NRONNNONNNNNONONNN
i R i e R i g i
WoLwuLLVLLVLVLLOOD®®®

COUEBOOODOEASSIINIIdOAAANOTAONT LN U Ud o shddddBWWERWWWHBWNLDMNONMODON

94.078 -24.6870
95.339 -25.074
93.711 -26.079
94.962 -26.924
95.482 -26.557
92.544.-26.782
92.513 -26.844
91.638 -27.354
90.475 ~28.045
89.635 -28.618
'89.522 -27.658
88.205 -27.801
88.174 -26.793
B6.847 -26.5989
90.867 -29.169
90.330 -29.223
91.705 -30.007
109.298 10.543
110.285 9.382
109.803 11.664
111.143 12.240
107.518 8.858
107.15% 9.019
106.898 11.133
107.922 10.043
107.597 7.665
107.244 6.433
106.206 5.677
105.708 4.412
104.579 3.778
104.124 2.681
104.116 4.469
108.482 5.587
109.297 5.322
108.615 5.088
109.744 4.260
110.377 4.820
111.546 5.7%2
111.407 6.643
111.614 6.640
109.323 2.823
108.470 2.548
109.935 1.903
109.634 0.485
108.945 -0.038
109.307 -1.402
109.324 0.802
110.908 -0.312
111.849 -0.382
110.919 -~0.880
112.040 -1.661
112.078 -1.544
111.898 -0.138
112.007 -0.060
111.626 0.944
112.541 -1.115
111.962 -3.143
110.882 -3.675
113.107 -3.814
113.148 -5.238
113.109 ~-5.470
114.1%4 -~4.813
114.394 -5.898
115.480 -5.328
114.246 -7.107
115.292 -7.921
112.945 -7.771
113.303 ~5.161
114.48)1 -8.882
112.068 -7.023
112.517 -6.069
110.822 -7.460
109.6885 +~6.8S1

K 19 :A-43
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41.265
41.993
40.509
40.609
41.957
41.183
42.403
40.396
40.934
39.794
38.654
37.948
36.845
36.249
41.892
43.021
41.503
-2.157
-2.130
-3.069
~2.656
-1.778
-0.613
-2.646
-2.648
-2.361
-1.669
-2.484
-1.837
-2.622
-2.298
-3.661
-1.428
-2.327
-0.195
0.198
1.469
1.348
0.092
2.617
0.445
1.289
~0.289
-0.152
-1.437
-1.651
~2.641
0.186
-0.601
1.391
1,933
3.468
4.014
5.538
6.139
6.158
1.588
1.352
1.585
1.293
-0.214
-0.837
1.858
1.821
2.415
3.063
2.494
3.004
3.905
3.479
4.128%
3.589
4.516

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
0.00
0.00
0.00
0.00
0.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

42.53
48.02
40.69
42.70
44.19
41.85
45.36
112.06
111.92
52.93
47.21
42.71
39.84
37.57
116.73
116.18
36.39
31.85
31.85
31.88
31.85
41.66
41.66
41.66
41.66
28.81
28.81
56.92
56.92
56.92
56.92
56.92
28.81
28.81
39.62
39.62
19.64
18.64
19.64
19.64
39.62
39.62
16.92
16.92
21.458
21.45
21.45
16.92
16.92
17.63
17.69
15.96
15.96
15.96
15.96
15.96

17.69 |

17.69
44.56
44.56
33.18
33.18
44.56
44.56
19.10
16.76
19.10
16.76
16.76
19.10
19.10
2.1
12.41
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ATOM

ATOM

ATOM

ATOM
ATOM
ATOMN

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM

3140
3141
3142
3143
3144
3145
3146
3147
3148
3149
3150
3151
3152
3183
3154
3155
31586
3157
3158
3159
3160
3161
3162
3163
3164
3165
3166
3167
3168
3169
3170
3171
3172
3173
3174
3175
3176
3177
3178
3178
3180
318l
3182
3183
3184
3188
3186
3187
3188
3189
3190
3181
3192
3193
3194
3195
3196
3197
3198
3199
3200
3201
3202
3203
3204
3205
3206
3207
3208
3209
3210 C
3211 ©
3212 N

BERAB=°"88B=°"88

N

gRA8=CNQRQEY=ECPR=ECZPR=C"

N

ZE050888=°"gg88g=onp=cn

ggag=ce
EEEEEEER H L

(R

LEU

EEEEE

108.466
108.345
110.083
109.904
110.452
110.720
109.480
109.614
111.942
112.226
112.677
113.867
115.020
115.721
116.757
116.401
114.319
114.365
114.661
115.128
114.334
114.474
116.611
117.031
117.407
118.836
119,556
119.390
118.82%
120.493
121.111
121.594
122.348
122.269
122.893
122.545
123.637
123.996
123.121
123.808
124.858
125,164
125.537
126.728
126.506
127.467
125.255
124.959
123.533
123.344
122.211
124.331
125.108
125.041
125.324
125.447
126.587
126.790
128.223
128.413
127.841
127.042
128.064
124.116
123.690
123.455
122.157
121.154
119.768
121.204
122.200
122.902
121.443

Kl 19

-7.059
-6.555
-7.558
-6.983
-8.817
-9.645

-10.517

-11.248

-10.504
-10.814

-10.880

-11.708

-10.880
-9.849

-10.532
-8.807

-12.335

-11.672

-13.616

-14.320

-15.612

-16.092

-14.628

-15.118

-14.320

-14.578

-13.340

-14.952

-14.571

-15.701

~16.132

-17.569

-17.721

-15.231

-14.595

-15.166

-14.336

-14.657

-13.847

-16.148

-14.575

-15.712

-13.495

-13.615

-13.463

-13.306

-13.524

-13.367

-13.814

-15.291

-15.77

-15.965

-11.905

-10.997

-11.680

~10.325

-10.231
-8.842
-8.662
-7.408
-7.131
-8.021
-5.960
~9.986

-10.656
~8.948
-8.549
~8.426
-8.214
-9.678
-7.235
-6.306
-7.160

:A-44

116

4.023
2.707
5.837
6.504
5.745
6.910.
7.144
8.338
6.624
5.470
7.666
7.484
6.894
7.793
B8.667
6.927
8.792
9.829
8.736
9.916
10.103
11426
9.738
8.697
10.749
10.667
10.124
12.037
13.067
12.04S
13.2%
13.160
11.975
13.691
12.841
14.988
15.470
16.937
17.881
17.198
14.606
14.250
14.247
13.431
11.945
11.191
11.510
10.092
9.788
9.961
9.739
10.320
9.677
10.527
8.385
7.975
6.865
€.293
5.812
5..087
3.918
3.336
3.334
7.220
6.284
7.721
7.193
8.335
7.783
9.194
6.420
6.798
5.333

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00

25.43
25.43
12.41
12.41
33.63
33.63
43.13
43.13
33.63
33.63
38.19
38.19
33.64
33.64
33.64
33.64
38.19
38.19
42.98
42.98
€7.78
€67.78
42.98
42.98
25.03
25.03
41.64
25.03
25.03
32.48
32.48
77.12
77.12
32.48
32.48
47.29
47.29
53.16
53.16
53.16
47.29
47.29
32.44
32.44
32.44
32.44
32.03
32.03
$5.01
§5.01
55.01
55.01
32.03
32.03
40.86
40.86
78.37
78.37
78.37
78.37
78.37
78.37
78.37
40.86
40.86
26.42
26.42
32.94
32.54
32.94
26.42
26.42
42.24
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ATOM

ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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BEEEEEEEEEEEEEEES

121.408
122.310
123.680
122.099
120.008
119.477
115.418
118.077
117.349
115.892
117.390
116.709
118.180
119.036
117.308
117.304
117.335
118.613
117.084
116.067
114.951
116.281
115.203
115.259
116.250
115.424
114.216
114.199
114.110
113.696
114.642
113.096
111.971
113.496
112,617
113.312
112.139
112.918
110.839
110.179
108.717
108.617
110.866
110.814
111.496
112.210
111.439
110.105
113.547
113.666
114.555
115.6874
116.890
116.486
115.846
115.043
116.726
116.807
116.002
114.521
116.506
118.277
119.076
118.641
120.033
120.252
119.176
118.006
119.561
120.510
121.708
119.586
119.947

Kl 19

-5.950
-6.097
-6.127
-4.944
-5.582
-6.202
-4.568
-4.114
-3.486
-3.176
-4.457
-3.936
-3.081
-2.208
-3.190
-2.266
-3.022
-3.642
-2.084
-1.38%
-1.871
-0.089
0.896
1.546
2.187
1.947
3.310
1.355
1.924
0.853
-0.180
3.058
2.910
4.186
5.343
6.567
5.633
5.619
5.901
6.204
6.572
7.713
7.338
7.404
8.234
9.363
10.661
10.552
9.438
8.982
10.004
20.121
10.583
11.818
11.106
12.038
10.890
11.753
11,154
11.097
9.755
11.895
11.001
13.007
13.236
14.722
15,292
15.359
15.694
12.386
12.099
11.985
11.172
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4.519
3,289
3.714
2.326
4.050
3.127
4.603
4.326
5.541
5.186
€.720
7.960
3.217
3.251
2.230
1.107

-0.239

-0.404

-1.391
1.123
1.313
0.916
0.882

-0.489

-0.837
1.973
2.141

-1.268

-2.612

-3.614

-3,632

-2.641

~2.154

-3.217

-3.286

-2.707

-4.699

-5.658

-4.803

-6.070

-5.814

-4.984

-6.813

-8.032

-6.066

-6.644

-6.406

-6.862

-5.934

-4.0805

-6.586

-5.972

-7.010

-7.573

-4.804

-4.775

-3.838

-2.669

-1.484

-1.842

-1.147

-2.289

~2.571

-1.658

-1.278

~0.974

-0.071

-0.453
1.138

-0.095
0.033
0.770
1.923
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120.290
121.623
122.763
121.879
123.118
123.676
118.811
117.736
119.070
118.082
118.189
116.961
115.381
115.727
118.316
119.454
117.244
117.391
116.693
117.205
116.501
118.017
117.399
118.519
118.207
116.617
115.959
117.301
116.815
117.859
116.217
117.67
118.315
116.702
119.137
119.208
118.024
116.469
117.069
116.459
117.149
115.370
114.939
113.591
113.623
113.255
113.310
114.052
114.110
113.737
113,776
114.821
114.508
115.100
114.967
116.292
116.109
117.154
118.296
116.770
113.902
113.986
112.877
111.811
110.467
109.335
108.003
107.573
107.328
111,729
111.571
111.861
112.776
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12.534
13.763
14.186
13.457
10.241
10.267
9.418
8.489
7.126
6.226
6.922
7.028
8.340
8.377
8.180
8.029
9.172
10.533
11.078
11.259
12.325
12.501
13.035
6.702
6.150
6.186
4.912
3.818
3.590
2.592
2.732
1.596
4.278
3.767
1.914
6.780
0.945
4.960
5.593
4.288
4.229
4.922
6.381
6.790
8.124
7.353
8.685
9.064
10.384
2.781
1.937
2.491
1.136
0.659
-0.62S
-0.806
-1.161
-0.550
1.124
1.852
0.311
0.209
0.599
0.494
0.979
0.597
1.819
=-1.201
-2.189
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3.132
3.042
3.744
2.172
2.345
3.294
2.316
1.707
3.332
3.864
3.187
3.394
2.757
1.012
5.360
5.831
6.118
7.554
8.285
7.801
6.652
8.776
6.275
8.407
7.149
7.994
7.320
9.118
9.618
9.414
7.992
7.123
5.872
7.279
7.259
5.984
4.782
6.194
4.960
11.086
11.882
11.437
12.820
13.007
12.621
11.344
10.980
13.827
13.173
11.899
11.540
13.207
12.373
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14.964
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ATOM 3359 CB LYS 38 112.784 -2.618 20.51% 1.00 38.31 L C
ATOM 3360 CG LY¥YS 38 114.209 -2.306 20.094 1.00 38.31 L C
ATOM 3361 CD LYS 38 115.224 -2.552 21.207 1.00 38.31 L (o4
ATOM 3362 CE LYS 38 115.494 -4.034 21.402 1.00 38.31 L C
ATOM 3363 NZ L¥S 38 115.954 -4.720 20.154 1.00 38.31 L N
ATOM 3364 C LYS 38 110.346 -2.671 19.889 1.00 33.78 L c
ATOM 3365 O LYS 38 109.770 -1.690 20.354 1.00 33.78 L o
ATOM 3366 N PRO 39 109.757 -3.873 19.818 1.00 36.52 L N
ATOM 3367 CD PRO 39 110.419 -5.128 19.422 1.00 $6.09 L C
ATOM 3368 CA PRO 39 108.389 -4.139 20.271 1.00 36.51 L c
ATOM 3369 CB PRO 38 108.376 -5.652 20.409 1.00 56.09 L C
ATOM 3370 CG PRO 39 109.254 -6.072 19.283 1.00 56.09 L C
ATOM 337F C PRO 39 107.976 -3.434 21.559 1.00 36.51 L c
ATOM 3372 O PRO 39 108.664 -3.523 22.573 1.00 36.51 L (]
ATOM 3373 N GLY 40 106.846 -2.735 21.503 1.00 29.94 L N
ATOM 3374 CA GLY 40 106.330 -2.036 22.667 11.00 29.94 L [+
ATOM 3375 C GLY 40 107.025 -0.738 23.034 1.00 29.94 L [
ATOM 3376 © GLY 40 106.669 -0.119 24.037 1.00 29.94 L 0
ATOM 3377 N 1L¥YS 41 108.019 -0.332 22.243 1.00 32.57 L N
ATOM 3378 CA LY¥S 41 108.754 0.903 22.503 1.00 32.57 L [
ATOM 3379 CB LYS 41 110.231 0.611 22.804 1.00 82.45 L c
ATOM 3380 CG LYS 41 110.466 -0.251 24.040 1.00 82.45 L c
ATOM 3381 CD LY¥YS 41 111.905 -0.157 24.579 1.00 82.45 L c
ATOM 3382 CE LYS 41 112.977 -0.603 23.575 1.00 82.45 L (o
ATOM 3383 NZ LYS 41 113.257 0.396 22.4% 1.00 82.45 L N
ATOM 3384 C LY¥S 41 108.656 1.860 21.319 1.00 32.57 L c
ATOM 3385 O LY¥s 41 108.243 1.480 20.227 1.00 32.57 L o]
ATOM 3386 N  ALA 42 109.029 3.112 21.547 1.00 30.66 L R
ATOM 3387 CA ALA 42 108.990 4.126 20.502 1.00 30.66 L c
ATOM 3388 CB ALA 42 108.980 S.513 21.12% 1.00 32.87 L c
ATOM 3388 C ALA 42 110.209 3.973 19.606 1.00 30.66 L c
ATOM 3390 O ALA 42 111.235 3.436 20.028 1.00 30.66 L (]
ATOM 3392 N PRO 43 110.112 4.435 18.351 1.00 23.79 L N
ATOM 3392 CD PRO 43 108.939 4.976 17.647 1.00 7.10 L c
ATOM 3393 CA PRO 43 111.248 4.323 17.440 1.00 23.79 L [
ATOM 3394 CB PRO 43 110.727 4.580 16.170 1.00 7.10 L c
ATOM 3395 CG PRO 43 109.275 4.677 16.212 1.00 7.10 L (o
ATOM 3396 C PRO 43 112.476 S5.042 18.007 1.00 23.79 b c
ATOM 3397 O PRO 43 112.359 5.903 18.877 1.00 23.79 L 0
ATOM 3358 N LYS 44 113.652 4.678 17.514 1.00 26.42 L N
ATOM 3399 CA LYS 44 114.888 5.283 17.972 1.00 26.42 L c
ATOM 3400 CB LYS 44 115.656 4.289 18.843 1.00 45.11 L c
ATOM 3402 CG LYS 44 115.840 4.724 20.288 1.00 45.11 L c
ATOM 3402 CD LYS 44 116.535 3.651 21.131 1.00 45.11 L [+
ATOM 3403 CE LYS a4 115.656 2.400 21.338 1.00 45.11 L [
ATOM 3404 NZ LYS 44 115.359 1.613 20.087 1.00 45.11 L N
ATOM 3405 C LXS 44 115.741 5.673 16.767 1.00 26.42 L Cc
ATOM 3406 O LYS 44 115.898 4.888 15.829 1.00 26.42 L ]
ATOM 3407 N  PRO 45 116.2867 6.902 16.764 1.00 19.50 L N
ATOM 3408 CD PRO 45 116.146 7.943 17.794 1.00 7.61 L Cc
ATOM 3409 CA PRO 45 117.132 7.362 15.64% 1.00 19.50 L Cc
ATOM 3410 CB PRO 45 117.638 8.720 16.120 1.00 7.61 L [+
ATOM 3412 CG PRO 45 116.547 9.180 17.041 1.00 7?7.61 L [
ATOM 3412 C PRO 45 118.273 6.367 15.542 1.00 19.50 L c
ATON 3413 O PRO 4S 118.925 6.082 16.549 1.00 19.50 L o
ATOM 3414 N TRP 46 118.521 S.848 14.342 1.00 23.41 L N
ATOM 3415 CA TRP 46 119.581 4.861 14.158 1,00 23.41 L Cc
ATOM 3416 CB TRP 46 118.980 3.559 13.643 1.00 20.77 L [~
ATOM 3417 CG TRP 46 119.662 2.382 14.178 1.00 20.77 L c
ATOM 3418 CD2 TRP 46 119.738  2.007 15.554 1.00 20.77 L- >4
ATOM 3419 CE2 TRP 46 120.509 0.829 15.624 1.00 20.77 L c
ATOM 3420 CE3 TRP 46 119.229 2.554 16.737 1.00 20.77 L c
ATOM 3421 CDl TRP 46 120.365 1.446 13.481 1.00 20.77 L o4
ATOM 3422 NEl TRP 46 120.879 0.504 14.345 1.00 20.77 L N
ATOM 3423 C22 TRP 46 120.786 0.181 16.634 1.00 20.77 L c
ATOM 3424 C23 TRP 46 115.505 1.%18 17.938 1.00 20.77 L c
ATOM 3425 CH2 TRP 46 120.276¢ 0.750 17.977 1.00 20.77 L c
ATOM 3826 C TRP 46 120.691 S$.302 13.209 1.00 23.41 L c
ATOM 34827 O TRP 46 121.871 5.174 13.507 1.00 23.41 L [+]
ATON 3628 N ILR 47 120.306 5.806 12.048 1.00 21.62 L N
ATOM 3429 CA ILE 47 121,275 6.248 11.073 1.00 2).62 L [~
ATOM 3430 CB 1ILE 47 121.515 5.160 10.008 1.00 12.16 L Cc
ATOM 3431 CG2 ILE 47 122.473 S5.668 8.92% 11.00 12.16 L c

Kl 19 :A-47

119



CN 1561345 B "Lﬁ. AR :Fg Bﬁ 63/127 W

ATOM 3432 CGl ILE 47 122.067 3.902 10.670 1.00 12.16 L c
ATOM 3433 CDl1 ILE 47 122.301 2.746 9.686 1.00 12.16 L c
ATOM 3434 C ILE 47 120.694 7.482 10.408 1.00 21.62 L C
ATOM 3435 O ILE 47 119.600 7.424 9.840 1.00 21.62 L o
ATOM 3436 N TYR 48 121.408 8.603 10.510 1.00 27.63 L N
ATOM 3437. CA TIR 48 120.961 9.842 9.887 1.00 27.63 L c
ATOM 3438 CB TYR 48 120.899 10.992 10.892 1.00 47.89 L c
ATOM 3439 CG TYR 48 122.206 11.318 11.564 1.00 47.89 L c
ATOM 3440 CD1 TYR 48 122,762 10.454 12.502 1.00 47.89 L C
ATOM 3441 CEl1 TYR 48 123.961 10.766 13.143 1.00 47.89 L c
ATOM 3442 CD2 TYR 48 122.881 12.503 11.277 1.00 47.89 L c
ATOM 3443 (CE2 TYR 48 124.078 12.827 11.907 11.00 47.88 L C
ATOM 3444 CZ TYR 48 124.617 11.957 12.843 1.00 47.8S L c
ATOM 3445 OH TYR 48 125.803 12.269 13.483 1.00 47.89 b o}
ATOM 3446 C TYR 48 121.922 10.181 8.766 1.00 27.63 L (o
ATOM 3447 O T¥R 48 122.992 9.5875 8.646 1.00 27.63 L o
ATOM 3448 N LEU 49 121.535 11.150 7.948 1.00 28.95 L N
ATOM 3449 CA LEU 49 122.344 11.550 6.811 1.00 28.95 L C
ATOM 3450 CB LEU 49 123.421 12.568 7.232 1.00 11.18 L c
ATOM 3451 CG LEU 49 123.051 14.040 7.473 1.00 11.18 L C
ATOM 3452 CD1 LEU 49 122.174 14.552 6.344 1.00 11.18 L c
ATOM 3453 CD2 LEU 49 122.333 14.178 8.780 1.00 1l1.18 L (o4
ATOM 3454 C LEU 49 122.997 10.350 6.117 1.00 28.95 L o
ATOM 3455 O LEU 49 124.204 10.323 5.920 1.00 28.95 L o]
ATOM 3456 N THR S0 122.192 8.351 5.777 1.00 29.56 L N
ATOM 3457 CA THR 50 122.666 8.165 5.072 1.00 29.56 L C
ATOM 3458 CB THR 50 123.352 8.566 3.770 1.00 23.08 L c
ATOM 3459 0Gl THR SO0 122.490 9.434 3.040 1.00 23.08 L (o]
ATOM 3460 CG2 THR S0 123.647 7.335 2.923 1.00 23.05 L c
ATOM 3461 C THR 50 123.582 7.152 5.767 .00 29.56 L C
ATOM 3462 O THR 50 123.229 5.976 §.888 11.00 29.56 L o
ATOM 3463 N  SER 51 124.757 7.586 6.203 1.00 25.90 L N
ATOM 3464 CA SER 51 125.697 6.670 6.839 1.00 25.90 L c
ATOM 3465 CB SER 51 126.976 6.594 6.003 1.00 41.07 L c
ATOM 3466 OG SER 51 127.467 7.893 5.715 1.00 41.07 L o
ATOM 3467 C  SER Sl 126.049 6.998 8.287 1.00 25.%0 L Cc
ATOM 3468 O SER 51 126.578 6.160 9.015 1.00 25.90 L o}
ATOM 3469 N ASN 52 125.749 8.211 8.712 1.00 36.32 L N
ATOM 3470 CA ASN 52 126.050 8.615 10.075 1.00 36.32 L C
ATOM 3471 CB ASN 52 125.741 10.092 10.247 11.00 35.00 L C
ATOM 3472 CG ASN 52 126.708 10.954 9.4%9 1.00 35.00 L c
ATOM 3473 OD1 ASN 52 127.881 11.022 9.857 1.00 35.00 L [}
ATOM 3474 ND2 ASN ¥ 126.236 11.608 8.439 1.00 35.00 L N
ATOM 3475 C ASN 52 125.288 7.815 11.109 1.00 36.32 L [
ATOM 3476 O ASN 52 124.059 7.766 311.078 1.00 36.32 L o
ATOM 3477 N LEU 53 126.018 7.190 12.027 1.00 27.25 L N
ATOM 3478 CA LEU 53 125..387 6.408 13.080 11.00 27.285 L C
ATOM 3479 CB LEU 53 126.355 5.366 13.631 1.00 36.82 L [
ATOM 3480 CG LEU s3 126.949 4.324 12.682 1.00 36.82 L [
ATOM 3481 CD1 LEU s3 127.640 3.266 13.531 1.00 36.82 L C
ATOM 3482 CD2 LEU 3 125.876 3.674 11.822 1.00 36.82 L [
ATOM 3483 C LEU s3 124.938 7.312 14.219 1.00 27.25 L Cc
ATOM 3484 0 LEU S3 125.643 8.241 14.581 1.00 27.25 L (]
ATOM 3485 N ALA S4 123.763 7.043 14.779 1.00 46.43 L N
ATOM 3486 CA ALA 54 123.251 7.827 15.897 1.00 46.43 L 4
ATOM 3487 CB ALA 54 121.938 7.272 16.373 1.00 9.586 L [+
ATOM 3488 C ALA 54 124.267 7.7286 17.008 1.00 46.43 L o4
ATOM 3489 O ALA 54 125.380 7.254 16.794 1.00 46.43 L o}
ATOM 3490 N SER 55 123.891 8.140 18.208 1.00 82.41 L N
ATOM 3491 CA SER §S 124.847 8.081 19.290 1.00 82.42 L (o4
ATOM 3452 CB SER 55 124.433 9.036 20.406 1.00 85.12 L c
ATOM 3493 0G SER 55 125.561 9.342 21.215 1.00 85.12 L o
ATOM 3494 C SER 55 125.049 6.675 19.850 1.00 82.41 L c
ATOM 3495 O SER 55 126.187 6.226 20.004¢ .00 82.41 L o
ATOM 3496 N GLY 56 123.957 §.970 20,137 11.00 57.94 L N
ATOM 3497 CA GLY S6 124.074 4.632 20.701 1.00 $7.9%4 L c
ATOM 3498 C GLY 56 124.408 3.486 19.758 1.00 57.94 L c
ATOM 3499 O GLY -1 125.101 2.545 20.136 1.00 57.94 L o
ATOM 3500 ¥ VAL 57 123.914 3.562 18.530 1.00 69.56 L N
ATOM 3501 CA VAL 57 124.13) 2,519 17.530 1.00 69.56 L c
ATOM 3502 CB VAL 57 123.809 3.053 16.108 1.00 49.85 L c
ATOM 3503 CGl VAL 57 123.682 1.898 15.128 1.00 49.85 L c
ATOM 3504 CG2 VAL 57 122.529 3.875 16.139 1.00 49.85 L C
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125.544 ‘1,929
126.515 2.637
125.674 0.618
124.609 -0.342
126.978 -0.046
126.638 .-1.472
125.244 -1.653
127.609 0.017
126.903 ~0.083
128,935 0.174
129.69) 0.295
131.184 0.489%
131.729% -0.615
129.528 -0.815
130.015 -0.672
128.861 -1.914
128.659 +-2.983
128.247 -4.29)
127.210 -4.165
126.572 -5.533
125.638 -5.453
125.978 -5.050
127.230 -4.696
125.070 -5.002
127.596 -2.5588
127.471 -3.146
126.839 <-1.517
125.799 -0.979
124.718 -0.270
123.650 -1.177
123.613 -1.519
122.656 -~1.662
122.593 -~2.330
121.627 ~2.476
121.594 -2.809
126.385 0.019
127.300 0.773
125.851 0.030
126.317 0.941
127.530 0.355
127.212 -0.890
125.211 1.216
124.402 0.340
125.177 2.443
124.168 2.802
124.870 3.245
126.032 3.634
124.177 3.202
124.789 3.605
125.824 2.565
126.422 2.920
123.772 3.783
122.614 3.371
124.209 4.401
123.318 4.594
123.334 5.963
124.127 6.837
122.439 6.137
122.305 7.389
123.623 7.7%0
124.127 6.657
121.171 7.264
120.609 6,164
120.812 8.378
119.751 8.349
118.469 7.70€
117.757 8.262
118.182 8.521
116.954 5.828
116.176 %.455
117.003 4.636
115.772 6.704
117.132 4.559
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17.513
17.244
17.798
18.141
17.802
18.237
17.772

- 16.4185

15.400
l6.381
15.134
15.438
16.139
14.096
12,970
14.449
13.473
14.159%
15.136
15.506
16.621
17.840
18.093
18.807
12.459
11.382
12.824
11.943
12.752
13.278
14.628
12.428
15.133
12.914
14.270
10.964
11.300

9.754

8.722

8.001

7.412

7.714

7.385

7.216

6.244

4.988

5.044

3.860

2.610

2.193

0.964

1.495

1.622

0.401
-0.727
-1.370
-1.024
-2.329
-3.052
-3.741
-4.482
-4.076
-4.284
-4.690
-5.673
-5.194
-4.361
~5.715
-5.366
-6.633
-7.471
-7.395
-4.539

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

69.56
69.56
24.22
44.23
24.22
44.23
44.23
24.22
24,22
54.17
54.17
118.98
118.98
54.17
54.17
62.94
62.94
67.90
67.90
67.90
67.90
67.90
67.90
67.90
62.94
§2.94
65.80
65.80
20.54
20.54
20.54
20.54
20.54
20.54
20.54
65.80
65.80
31.43
31.43
48.53
48.53
31.43
31.43
26.27
26.27
26.27
26.27
35.51
35.51
33.46
33.46
35.51
35.51
29.14
29.14
29.14
29.24
15.93
15.93
32.28
32.28
15.93
15.93
33.97
33.97
33.97
33.97
25.46
25.46
47.05
47.05
47.0%
25.46
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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
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3578
3579
3580
3581
3582
3583
3584
3585
3586
3587
3588
3589
3590
3591
3592
3593
3594
3595
3596
3597
3598
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3600
3601
3602
3603
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3606
3607
3608
3609
3610
3611
3612
3613
3614
3615
3616
3617
3618
3619
3620
3621
3622
3623
3624
3625
3626
3627
2628
3629
3630
3632
3632
3633
3634
3635
3636
3637
3638
3639
3640
3641
3642
3643
3644
3645
3646
3647
3648
3649
3650
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5EE

EEEEEEEEE
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116.144 3.963
118.374  4.134
118.614 2.921
119.15¢ 1.822
118.129 1.354
117.087 0.791
118.356 1.565
119.544 3.146
120.684 3.567
119.030 2.866
119.778 3.037
119.130 4.151
119.424 5.544
120.547 6.255
120.865 7.511
118.620 6.129
118.531 7.384
120.053 8.062
120.371 9.275
119.812 1.727
118.997 0.828
120,751 1.603
120.837 0.366
121.754 -0.661
123.107 +0.192
121.329 -0.863
121.333 0.483
122.160 1.335
120.800 -0.385
121.204 -0.467
119.987 -0.412
120.183 -0.827
121.539 -0.387
119.097 -0.207
121.875 -1.837
121.386 -2.803
123.000 -31.930
123.695 -3.204
124.907 -3.217
124.556 -2.566
125.328 -4.649
124.189 -3.542
124.719 -2.690
123.997 -4.791
124.467 -5.246
123.342 -5.884
123.734 -5.878
122.041 <-5.099
120.870 -5.663
125.504 -6.313
125.146 =-7.434
126.782 -5.951
127.888 -6.857
129.209 -6.106
129.306 <-5.48S
127.940 -B8.129
128.346 -9.184
127.544 -8.021
127.530 -9.165
128.773 -9.166
128.707 -10.224
126.288 -9.102
126.306 -8.533
125.211 -5.704
123.946 -9.691
122.955 -10.639
1231.514 -10.154
120.623 -11.329
121.080 -9.548
124.096 -10.080
124.714 -11,086
123.527 -9.279
123.589 -9.577
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-4.103
-4.327
-3.554
-4.463
~5.490
-5.083
-6.703
-2.372
~2.535
-1.177
0.061
0.895
0.369
0.809
0.281
-0.616
-1.183
-0.700
~1.247
0.840
0.599
1.772
2.535
1.828
1.860
0.376
3.977
4.306
4.829
6.222
7.150
8.614
9.105
9.470
6.296
5.707
6.990
7.066
6.110
4.885
5.787
8.467
9.177
8.866
10.158
10.988
12.461
10.821
11.635
9.814
9.440
9.921
9.605
9.727
10.99%4
10.456
9.970
11.722
12.635
13.521
14.463
13.518
14.604
13.036
13.756
13.085
12.998
12.638
14.317
15.215
15.53)
16.105
17.527

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00

1.00
.00

25.46
17.04
17.04
63.22
63.22
63.22
63.22
17.04
17.04
19.76
19.76
24.73
24.73
24.73
24.73
24.73
24.73
24.73
24.73
19.76
19.76
26.87
26.87
34.85
34.85
34.85
26.87
26.87
24.40
24.40
25.91
25.81
25.91
25.951
24.40
24.40
38.15
38.15
35.83
35.63
35.63
38.18
38.15
31.55
31.55
39.02
39.02
39.02
39.02
31.58
31.85
48.74
48.74
24.70
44.70
48.74
48.74
53.77
53.77
79.21
79.21
53.77
53.77
35.38
35.38
37.68
37.68
37.68
37.68
35.38
35.38
50.91
S0.:
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

3651
3652
3653
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3676
3677
3678
3679
3680
3681
3682
3683
3684
3685
3686
3687
3688
3683
3690
3691
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3654
3695
3696
3697
3698
3699
3700
3701
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3707
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124.201 -8.408
125.653 -8.1S9
126.525 <+9.385
126.509 -10.007
127.299 -9.736
122.192 -9.880
121.197 -9.411
122.104 -10.680
123.228 -11.171
120,821 -11.049
121.243 -11,963
122.577 -11.373
120.033 -9.B30
118.855 -9.922
120.697 -B.685
120.080 -7.451
121.085 -6.697
122.485 -6.700
123.424 -5.786
123.013 -4.648
124.572 -6.197
119.602 -6.575
2118.723 -5.726
120.189 -6.787
119.835 =-6.037
120.867 -6.254
122.262 -5.914
122.422 -5.003
123.205 -6.549
118.495 -6.488
118.086 <-6.063
117.820 -7.351
116.544 -7.856
116.337 -9.265
117.320 -10.260
117.227 -10.676
118.369 -10.741
118.164 -11.554
119.311 -11.622
119.207 -12.027
115.359 -6.953
114.857 -6.863
114.939 -6.271
113.813 -5.350
114.217 -4.051
113.398 -5.090
113.816 -5.808
112.565 -4.075
112.124 -3.733
110.572 -3.79%
110.327 -3.002
109.922 -3.332
112.664 -2.346
112.505 -1.373
113.316 -2.282
113.935 -1.058
115.367 -1.338
116.240 -1.976
115.988 ~3.279
116.718 -3.834
117.255 -1.259
117.990 -1.807
117.711 -3.087
118.405 -3.592
113.173 -0.365
112.768 -0.996
113.015 0.948
112.321  1.806
111.242 2.632
110.130 1.846
109.020 1.459
107.971  0.756
110.177 1.508
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18.290
17.938
18.135
19.200
17.109
18.062
17.519
19.135
19.952
19.743
20.887
21.284
20.224
20.577
20.221
20.659
21.527
20.958
21.726
22.033
22.009
19.489
19.656
18.312
17.108
16.005
16.441
17.281
15.924
16.564
15.488
27.299
16.822
17.368
16.820
15.48S
17.587
14.940
17.048
15.725
17,094
18.216
16.032
16.052
16.723
14.605
13,693
14.395
13.045
12.928
11.822
14.207
12.659
13.400
21.496
11.000
10.517
11.566
12.021
13.061
12.174
13.217
13.655
14.722
9.882
8.900
10.046
9.090
9.790
10.421
9.679
10.278
11.773

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00
1.00
1.00

82.93
82.83
82.93
82.93
82.93
50.91
50.91
74.65
43.98
74.65
43.98
43.98
74.65
74.65
42.25
42.25
40.93
40.93
40.93
40.93
10.93
42.25
42.25
42.48
42 .48
43.12
43.12
43.12
43.12
42.48
42.48
48.53
4B.53
189.91
189.91
189.91
189.91
189.91
189.92
189.91
48.53
48.53
31.52
31.52
63.37
31.52
31.52
28.09
28.09
15.50
15.50
15.50
28.09
28.08
21.31
21.31
19.63
19.63
19.63
19.63
19.63
19.63
19.683
19.63
21.31
21.31
18.01
l18.01
24.73
24.73
24.73
24.73
24.73
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3737
3738
3739
3740
3741
3742
3743
3744
3745
3746
3747
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3750
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3752
3753
3754
3755
3756
3787
3758
3759
3760
3761
3762
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3765
3766
3767
3768
3769
3770
3
3772
3773
3774
3775
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109.140
108.042
107.002
113.280
114.110
113.170
113.989
113.021
111.806
114.509
113.306
113.545
112.696
112.393
111.509
112.2S6
112.946
112.106
113.390
114.626
112.600
113.171
112.877
111.407
110.786
111.373
108.59
112.606
111.498
113.375
112.948
113.773
115.220
116.174
117.373
116.132
115.869
117.156
118.522
117.284
118.462
113.074
112.783
113.494
113.662
114.504
115.762
112.344
112.284
111.2397
110.008
108.867
108.931
107.811
106.663
106.307
107.400
107.7%0
107.905
105.478
105.227
104.724
103.575
104.950
103.651
103.336
106.131
106.516
106.711
107.810
108.425
105.201
109.284

0.804

0.438
~0.204

2.798

3.378

2.99¢

3.999

5.156

4.954

3.527

2.900

6.363

7.534

8.083

9.303
10.547
10.539
11.627

8.583

8.680

9.357
10.386
10.073
10.008
11.377
12.247
11.572
11.732
11.802
12.794
14.144
14.667
15.018
15.611
15.797
16.005
14.867
15.334
16.363
16.570
16.741
15.093
16.289
14.552
15.359
14.587
14.248
15.800
16.860
14.986
15.310
15.347
14.718
16.078
16.206
17.670
18.448
19.525
17.90S
15.454
15.478
14.779
13.939
14.713
14.113
13.137
13.823
12.987
14.011
13.155
13.629
14.906
15.950

K 19 :A-52

124

12.378
11.628
12.238
8.465
9.158
7.158
6.494
6.335
6.351
5.133
3.921
6.212
6.083
7.482
7.525
7.971
8.987
7.219
5.219
5.198
4.483
a.62s
2.152
1.776
1.579
0.935
2.119
4.022
4.552
3.792
4.245
5.336
5.023
5.918
5.189
7.267
3.823
3.918
5.759
7.839
7.080
2.947
3.048
1.807
0.600
-0.414
0.137
~0.054
-0.680
0.096
-0.493
0.509
1.567
0.169
1.048
1.203
1.896
1.445
3.006
0.507
-0.692
1.386
1.00%
2.830
3.340
2.269
3.167
2.361
4.349
4.772
6.054
5.979
6.954

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.060
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

24.73
24.73
24.73
18.01
18.01
20.83
20.53
20.53
20.53
17.33
17.33
10.63
10.63
18.09
18.09
18.09
18.09
18.09
10.63
10.63
11.94
11.94
25.02
25.01
25.01
25.01
25.01
11.54
11.94
19.62
19.62
17.27
17.27
17.27
17.27
17.27
17.27
17.27
17.27
17.27
17.27
19.62
19.62
2.2
12.71
23.55
23.55
2.1
2.1
23.24
23.24
23.24
23.24
31.94
31.94
23.71
23.71
23.71
23.71
31.94
31.94
29.10
1.87
29.10
1.87
1.87
38.10
25.10
16.42
16.41
13.3?
13.37
13.37
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ATOM 3797 CE2 TRP 95 110.104 16.960 6.412 1.00 13.37 L c
ATOM 3798 CE3 TRP 95 208.743 16.132 8.229 1.00 13.37 L c
ATOM 3799 CD1 TRP 95 109.963 15.312 4.917 1.00 13.37 L c
ATOM 3800 NEl TRP 95 110.504 16.543 5.168 1.900 13.37 L N
ATOM 3801 CZ2 TRP 95 110.394 18.144 7.207 1.00 13.37 L c
ATOM 3802 CzZ3 TRP 95 109.030 17.305 8.919 1.00 13.37 L c
ATOM 3803 CH2 TRP 95 109.845 18.297 8.358 1.00 13.37 L c
ATOM 3804 C TRP 95 107.226 11.751 4.942 1.00 16.42 L c
ATOM 3805 O TRP 95 106.136 11.575 5.484 1.00 16.41 L (e}
ATOM 3806 N THR 96 107.956 10.748 4.481 1.00 6§.71 L N
ATOM 3807 CA THR 96 107.465 9.388 4.563 1.00 6.71 L Cc
ATOM 3808 CB THR 96 106.963 8.932 3.172 1.00 11.59 L o4
ATOM 3809 OGl THR 96 108.045 8.991 2.235 1.00 11.59 L (o]
ATOM 3810 CG2 THR 96 105.859 9.852 2,674 1.00 11.53 L (84
ATOM 3811 C THR 96 108.489 8.369 §.087 1.00 6.71 L Cc
ATOM 3812 O THR 96 109.703 8.621 5.121 1.00 6.71 L o}
ATOM 3813 N PHE 97 107.966 7.222 §.513 1.00 24.36 L N
ATOM 3814 CA PHE 97 108.777 6.119 6.013 1.00 24.36 L C
ATOM 3815 CB PHE 97 108.327 5.689 7.418 1.00 21.20 L Cc
ATOM 3816 CG PHE 97 108.422 6.762 8.461 1.00 11.10 L c
ATOM 3817 CDl1 PHE 97 107.541 7.831 8.460 1.00 11.10 L Cc
ATOM 3818 CD2 PHE 97 109.391 6.685 9.470 1.00 11.10 L C
ATOM 3819 CE1 PHE 97 107.612 8.821 9.452 1.00 11.10 L c
ATOM 3820 CE2 PHE 97 109.475 7.665 10.468 1.00 11.10 L c
ATOM 3821 CZ PHE 87 108.577 8.738 10.456 1.00 l1.10 L c
ATOM 3822 C  PHE 97 10B.532 4.950 5.062 1.00 24.36 L Cc
ATOM 3823 O PHE 97 107.613 4.990 4.241 1.00 24.36 L o
ATOM 3824 N GLY 98 109.362 3.919 5.168 1.00 21.54 L N
ATOM 3825 CA GLY 98 109.183 2.727 4.350 1.00 21.54 L c
ATOM 3826 C GLY 98 108.266 1.849 §.184 1.00 21.54 L c
ATOM 3827 O GLY 98 107.977 2.196 6.33% 1.00 21.54 L o
ATOM 3828 N GIN 99 107.796 0.728 4.645 1.00 11.59 L N
ATOM 3829 CA GLN 99 106.894 -0.114 5.442 1.00 11.59 L c
ATOM 3830 CB GLN 29 106.211 -1.197 4.593 1.00 37.88 L c
ATOM 3831 CG GLN 89 106.810 -1.403 3.238 1.00 37.88 L c
ATOM 3832 CD GIN 98 108.266 -1.748 3.31% 1.00 37.88 L c
ATOM 3833 OEl GILN 99 108.638 -2.821 3.796 1.00 37.88 L o
ATOM 3834 NE2 GIN 99 109.110 -0.832 2.866 1.00 37.88 L N
ATOM 3835 C GILN 99 107.586 -0.758 6.634 1.00 11.58 L C
ATOM 3836 O GLN 99 106.943 -1.317 7.508 1.00 11.59 L o
ATOM 3837 N GLY 100 108.902 -0.640 6.684 1.00 24.72 L N
ATOM 3838 CA GLY 100 109.633 -1.225 7.785 1.00 24.72 L C
ATOM 3839 C GLY 100 110.055 -2.630 7.425 1.00 24.72 L C
ATOM 3840 O GLY 100 109.402 -~3.279 6.606 1.00 24.72. L Q
ATOM 3841 N THR 102 111.157 -~3.084 8.017 1.00 23.77 L N
ATOM 3842 CA THR 101 111.685 -4.424 7.780 1.00 23.77 L C
ATOM 3843 CB THR 101 113.019 -4.382 7.040 .00 10.18 L (o
ATOM 3844 OGl1 THR 101 112.790 -4.076 5.659 1.00 10.18 L (o]
ATOM 3845 <CG2 THR 101 133.735 -5.716 7.373 1.00 10.18 L [«
ATOM 3846 C THR 101 111.908 -5.076 9.129 1.00 23.77 L c
ATOM 3847 O THR 101 112.689 -~4.582 2.942 1.00 23.1 L (o]
ATOM 3848 N LYS 102 111,223 -6.188 9.365 1l.00 19.34 L N
ATOM 3849 CA L¥YS 102 111.347 -6.858 10.641 1.00 19.34 L ¢4
ATOM 3850 CB LY¥S 102 110.009 ~7.496 11.027 1.00 36.70 L [
ATOM 3851 CG LYS 102 109.872 -7.774 12.521 1.00 36.70 L [
ATOM 3852 CD LYS 102 108.464 -8.244 12.876 1.00 36.70 L [
ATOM 3853 CE LYS 102 108.313 -B.467 14.372 1.00 36.70 L [+
ATOM 3854 NZ 11¥S 102 108.632 -~7.218 15.120 1.00 36.70 L N
ATOM 3855 C LYS 102 112.449 -7.907 10.608 1.00 19.34 L c
ATOM 3856 © LYS 102 112,530 -8.703 9.661 1.00 19.34 L (]
ATOM 3857 N VAL 103 113,304 ~-7.894 11.634 1.00 20.01 L N
ATOM 3858 CA VAL 103 114.378 -8.868 11.714 1.00 20.01 L c
ATOM 3859 CB VAL 103 115.793 -8.188 1:1.567 1.09 24.69 L c
ATOM 3860 CGl1 VAL 103 115.696 -6.991 10.636 11.00 24.69 L c
ATOM 3861 CG2 VAL 103 116.362 -7.780 112.%08 1.00 24.69 L c
ATOM 3862 C VAL 103 114.280 -9.654 13.031 1.00 20.01 L c
ATOM 3863 O VAL 103 114.380 =-9.075 114.117 1.00 20.01 L o
ATOM 3864 N GLU 104 114.047 -10.969% 12.927 1.00 235.78 L N
ATOM 3865 CA GLU 104 113.948 -11.831 14.106 1.00 25.78 L c
ATOM 3866 CB GLU 104 112.662 -12.666 14.098 1.00 117.28 L c
ATOM 3867 CG GLU 104 112.589 -13.728 13.022 1.00 117.28 L c
ATOM 3868 O GLU 104 112.095 -13.176 11.705 1.00 117.28 L [+
ATOM 3869 OEl1 GLU 104 112.047 -13.942 10.717 1.00 117.28 L (]
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ATOM 3870 OE2 GLU 104 111.747 ~-11.978 11.660 1.00 117.28 L 0
ATOM 3871 C GLU 104 115.148 -12.759 14.179 1.00 25.78 L C
ATOM 3872 O GLU 104 115.852 -12.955 13.185 1.00 25.78 L 1o}
ATOM 3873 N ILE 10§ 115.368 -13.324 15.365 1.00 16.82 L N
ATOM 3874 CA ILE 108 116.489 -14.228 15.621 1.00 16.82 L (o]
ATOM 3875 CB ILE 105 116.771 -14.386 17.124 1.00 41.57 L Cc
ATOM 3876 CG2 ILE 105 118.226 -14.701 17.335 1.00 41.57 L c
ATOM 3877 CGl ILE 105 116.372 -13.111 17.873 1.00 41.57 L c
ATOM 3878 CD1 ILE 105 116.594 -13.181 19.385 1.00 41.57 L Cc
ATOM 3879 C ILE 105 116.204 -15.611 15.102 1.00 16.82 L c
ATOM 3880 O ILE 105 115.251 -16.250 15.543 1.00 16.82 L (o]
ATOM 3881 N LYS 106 117.008 -16.076 14.153 1.00 39.65 L N
ATOM 3882 CA LYS 106 116.807 -17.422 13.653 1.00 39.65 L (o4
ATOM 3883 CB LY¥S 106 117.310 ~17.587 12,217 1.00 48.57 L C
ATOM 3884 CG LYS 106 116.947 ~18.952 11.631 1.00 48.57 L C
ATOM 3885 CD LY¥YS 106 117.401 -19.148 10.179 1.00 48.57 L c
ATOM 3886 CE LYS 106 117.087 -20.579 9.702 11.00 48.57 L c
ATOM 3887 NZ LYS 106 117.672 -20.948 8.369 1.00 48 .57 L N
ATOM 3888 C LY¥S 106 117.598 -18.310- 24.600 131.00 39.65 L c
ATOM 3889 O LYS 106 118.804 -18.222 14.782 1.00 38.70 L (o}
ATOM 3890 N ARG 107 116.894 -19.242 15.235 1.00 14.86 L N
ATOM 3891 CA ARG 107 117.492 -20.178 16.174 1.00 l4.86 L c
ATOM 3892 CB ARG 107 117.188 -19.771 17.60S 1.00 20.96 L c
ATOM 3893 CG ARG 107 115.687 -19.532 17.832 1.00 20.96 L [
ATOM 3892 CD ARG 107 115.296 -19.930 19.239 1.00 20.96 L c
ATOM 3895 NE ARG 107 115.615 -21.335 19.502 1.00 20.96 L N
ATOM 3896 CZ ARG 107 115.513 -21.930 20.692 1.00 20.96 L Cc
ATOM 3897 NH1 ARG 107 115.096 -21.206 21.732 1.00 20.96 L N
ATOM 3898 NH2 ARG 107 115.843 -23.182 20.840 1.00 20.96 L N
ATOM 3899 C ARG 107 116.986 -21.595 15.8%9% 1.00 14.86 L c
ATOM 3900. G ARG 107 116.062 -21.796 15.107 1.00 14.86 L Lo}
ATOM 3%1 N THR 108 117.606 -22.575 16.545 1.00 15.74 L N
ATOM 3902 CA THR 108 117.220 -23.963 16.354 1.00 15.74 L c
ATOM 3903 CB THR 108 118.025 ~24.921 17.260 1.00 26.88 L c
ATOM 3904 OGl THR 108 118.232 -24.320 18.548 1.00 26.88 L o}
ATOM 3905 CG2 THR 108 119.347 -25.257 16.618 1.00 26.88 L o4
ATOM 3906 € THR 108 115.756 -24.16) 16.653 1.00 15.74 L c
ATOM 3907 O THR 108 115.179 -23.450 17.481 1.00 15.74 L o
ATOM 3908 N VAL 109 115.170 -25.134 15.963 1.00 14.98 L N
ATOM 3%09 CA VAL 109 113.775 -25.469 16.136 1.00 12.60 L C
ATOM 3%10 CB VAL 109 113.368 -26.593 15.189 1.00 15.46 L c
ATOM 3911 CGl VAL 109 111.587 -27.105 15.527 1.00 14.41 L C
ATOM 3912 CG2 VAL 109 113.383 -26.074 13.789 1.00 13.59 L c
ATOM 3913 C VAL 109 113.517 -25.909 17.565 1.00 13.54 L c
ATOM 3914 O VAL 108 114.393 -26.477 18.236 1.00 21.28 L 0
ATOM 3915 N ALA 110 112.313 -25.637 18.036 21.00 11.81 L N
ATOM 3916 CA ALA 110 111.953 -26.001 19.383 1.00 12.99 L c
ATOM 3917 CB ALA 110 112.312 -24.878 20.330 1.00 8.30 L c
ATOM 3918 C ALA 110 110.463 -26.281 19.426 1.00 13.63 L c
ATOM 3919 O ALA 110 109.654 -25.390 19.158 1l.00 15.92 L o
ATOM 3920 N ALA 111 110.112 -27.525 19.758 1.00 28.70 L N
ATOM 3921 CA Ala 111 108.715 -27.951 19.838 1.00 26.75 L c
ATOM 3922 CB ALA 111 108.641 -25.446 20.087 11.00 23.32 L c
ATOM 3923 C ALA 111 107.981 -27.198 20.936 1.00 25.59 L c
ATOM 392¢ O ALA 111 108.525 -26.926 22.008 11.00 29.44 L o
ATOM 3925 N PRO 112 106.720 -26.857 20.686 1.00 20.76 L N
ATOM 3926 CD PRO 112 105.901 -27.063 19.477 1.00 26.01 L c
ATOM 3527 CA PRO 112 105.975 -26.125 21.707 1.00 26.81 L c
ATOM 3928 CB PRO 112 104.9368 -35.381 20.882 1.00 26.37 L (o4
ATOM 39292 CG PRO 112 104.550 -26.457 19.876 1.00 24.71 L c
ATOM 3%30 C PRO 112 105.322 -27.058 22.703 1.00 30.67 L c
ATOM 3931 O PRO 112 104.936 -28.166 22.353 1.00 31.28 L o
ATOM 3832 N SER 113 105.220 -26.618 23.947 1.00 12.97 L N
ATOM 3933 CA SER 113 104.530 -27.410 24.944 1.00 16.57 L C
ATOM 3934 CB SER 113 105.027 -27.079 26.334 1.00 14.96 L c
ATOM 3935 OG SER 113 106.427 -27.168 26.370 1.00 27.37 L o
ATOM 3%36 C SER 113 103.099 -26.913 2¢4.815 1.00 15.10 A c
ATOM 3937 O SER 113 102.884 -25.708 24.770 .00 12.98 L o
ATOM 3938 N VAL 114 102.111 -27.792 24.731 1.00 10.22 L N
ATOM 3939 CA VAL 114 100.766 -37.258 324.630 1.00 9.98 L C
ATOM 3940 CB VaL 114 99.989 -27.808 23.413 1.00 7.82 L c
ATOM 3941 CGl VAL 114 100.921 -27.972 22.212 1.00 4.17 L Cc
ATOM 3542 CG2 VAL 114 99,331 -29.100 23.777 1.00 9.35 L c
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3943
3944
3945
3946
3947
3948
3949
3950
3951
3952
3953
3954
3955
3956
3957
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3960
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39m
3972
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3975
3976
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3978
3979
3980
3981
3982
3983
3984
3985
3986
3987
3988
2989
3990
3991
3992
3993
3994
3995
3996
3997
3998
3999
4600
4001
4002
4003
4004
400S
4006
4007
4008
4009
4010
4012
4012
4013
4014
4015

ggg=co

Ccbl
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CE1
CE2
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cG2
CG1
1

ggg=cng

ga88
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EEEEEEERAEEE

SER

99.992
100.318
98.961
98.109
98.581
100.030
100.505
100.935
101.854
102.287
102,749
96.727
96,590
95.694
94.354
93.606
93.239
92.377
91,695
93.661
93.931
92.802
92.066
92.501
93.922
94.293
94.882
95.599
96.186
96.550
90.585
90.167
89.768
90.235
88.300
87.907
89,159
87.660
88.231
86.464
85.678
85.787
84.413
84.703
85,682
85.463
85.843
85.765
86.299
85.709
84,334
83.370
84,185
82,842
82.897
83.160
82.573
83,934
82.194
81.053
82.954
82.490
83.596
83.160
84.328
84.099
85,453
82.018
80.284
82.861
82.523
83.643
83.286

~27.558
-28.494
-26.728
-26,840
-25,.896
-26.015
-27.040
~25.146
~27.203
-25.302
~26.335
~26.410
-25.543
-27.018
-26.608
-27.735
-28.855
-27.145
~28.089
-26.233
-26.834
-25.217
~24.715
-23.295
-23.177
-23.562
-22.653
-23.421
-22.511
-22.895
-24.642
-23.964
-25.323
-26.376
-25.354
-26.568
-27.404
-24.081
-23.440
-23.699
-24.330
-22.493
-22.555
-23.219
-22.566
~23.630
~21.435
-21.378
-20.027
-18.963
-21.550
-21.381
-21.896
-22.015
-22.458
-23.950
-24.736
-24.337
-20.627
-20.474
-19.617
-18.234
~17.320
-15.870
-14.966
-13.741
~15.472
-17.703
~317.232
-17.774
-17.273
-17.511
-17.000
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25.899
26.628
26.153
27.318
28.416
28.706
29.513
28.115
29.723
28.319
29.126
26.873
26.017
27.432
27.069
26.309
27.249
25.615
24 .646
28,371
29.412
28.308
29.475
29.828
30.280
31.559
29.433
31.988
29.854
31.134
29.194
28.261
30.007
30.8926
29.883
30.718
30.763
30.455
31.338
29.966
28.892
30.479
29.826
28.519
32.002
32.561
32.665
34.118
34.586
33.832
34.623
33.869
35.897
36.465
37.937
38.101
37.331
39.008
36.384
35.941
36.794
36.797
37.348
37.529
37.984
38.109
38.213
35.424
35.303
34.424
33.102
32.097
30.723

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

9.84
12.49
26.11
30.12
36.06
35.84
38.16
34.45
41.30
38.56
39.82
32.06
32.56
24.34
18.54
15.62
4.34
12.45
4.28
19.64
19.05
17.52
21.17
22.98
26.62
29.31
28.01
28.27
26.58
28.58
24.71
29.18
23.78
9.40
26.26
9.92
12.26
29.72
31.19
9.50
26.21
9.82
24.20
27.52
15.21
17.89
31.05
35.08
17.54
27.86
35.73
35.32
24.20
27.07
$5.35
60.98
62.35
63.66
26.11
23.12
48.87
47.43
56.26
59.80
€3.49
64.12
63.98
47.22
45.96
34.52
32.32
23.68
24.85
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4023
49024
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4026
4027
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4029
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4031
4032
4033
4034
4035
4036
4037
4038
4039
4040
4041
4042
4043
4044
4045
4046
4047
4048
4048
40S80
4051
4052
4053
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4055
4056
4057
4058
4059
4060
4061
4062
4063
4064
4065
4066
4067
4068
4069
4070
4071
4072
4073
4074
4075
4076
4077
4078
4079
4080
4081
4082
4083
4084
408s
4086
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123
124
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124
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124
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84.089
83.877
85.017
81.256
80.424
81.128
79.938
80.075
80.878
81.099
80.123
78.722
77.648
78.912
77.856
78.355
77.286
76.737
75.726
75.101
77.545
77.004
77.892
77.683
79.045
78.953
76.995
76.469
77.007
76.340
77.266
76.818
78.564
79.530
80.105
79.080
81.259
80.643
80.979
81.201
82.275
81.779
83.512
83.443
84.652
B8S.905
86.56S
85.724
86.835
87.037
87.370
868.294
87.848
88.738
86.413
89.647
89.731
90.704
52.011
92.573
93.958
91.645
93.081
93.372
$3.662
94.737
96.034
96.072
94 .486
95.558
97.085
98.343
98.658

-17.644
-17.369
-18.511
-17.909
-17.233
-19.218
-19.926
-21.425
-22.173
-23.623
-22.085
-19.355
-19.204
-19.022
-18.441
-18.285
-18.376
-19.797
-19.942
-21.299
-17.065
-16.195
-16.880
-15.614
-14.925
-13.91s
-15.769
-14.802
-16.978
-17.190
-17.332
-17.391
-17.375
-17.531
-16.180
-15.424
-16.381
-18.434
-18.446
-19.203
-20.125
-21.558
-19.937
-19.993
-19.729
-19.560
-18.256
-17.142
-20.755
~21.142
-21.371
-22.502
-23.743
~24.927
-24.081
-22.030
-21.587
-22.146
-21.677
-20.538
-20.122
-19.324
-22.742
-23.482
-22.793
-23.713
-22.880
-21.744
-24.219
-25.537
-23.432
~22.709
-22.383
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29.635
28.463
30.010
32.565
31.968
32.745
32.288
32.570
31.498
31.892
30.176
33.003
32.417
34.274
35.090
36.534
37.612
37.713
38.847
38.895
34.494
35.168
33.222
32.522
32.308
31.324
31.176
30.631
30.626
29.355
28.168
27.022
28.432
27.360
26.921
26.264
25.960
27.830
25.015
26.901
27.232
27.108
26.374
25.148
27.020
26.298
26.741
26.4717
26.573
27.732
25.521
25.686
24.872
25.196
25.180
25.156
24.025
25.956
25.502
26.414
25.934
26.393
25.374
26.320
24.178
23.822
23.89
23.425
22.399
21.738
24.482
24.591
26.058

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

26.94
23.36
24.66
32.32
29.27
36.22
37.57
20.16
19.96
15.21
18.53
41.33
43.14
101.23
102.45
60.11
62.95
68.67
73.14
74.11
104 .22
105.97
44.02
43.14
48.89
52.18
41.22
40.32
29.57
30.30
29.68
30.41
60.53
57.77
55.78
56.94
54.81
56.24
51.99
18.83
17.83
65.23
17.59
23.96
24.31
19.76
18.21
20.32
16.63
19.43
11.62

8.15
17.04
21.32
16.62

S.42
13.02
21.24
16€.30
43.77
47.77
44.24
17.14
14.49
23.86
24.13
24.10
27.83
19.56
32.96
36.02
34.35
16.72
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4092
4093
4094
4095
4096
4097
4098
4099
4100
4101
4102
4103
4104
4105
4106
4107
4108
4109
4110
4111
4112
4113
4114
4115
4116
4117
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
415%
4156
4187
4158
4159
4160
4161

B9=°CPEERE0808=°"8888%° 8

GOBEEEEREREREE

b g N~ IR

888=°"E8RAE=°"FLE8=°"gEaRL=°"0Qa

3888
F

880288%°°Q
:EEEREEEFFEEFE

SR
N

PHE
PHE
PHE

PHE
PHE
PHE

8

PRO
PRO
PRO
PRO
FRO

g

100.079
100.297
100.275

99.532

99.820
100.206
101.406
101.353
100.337

98.962
100.392
102.454
102.401
103.394
104.393
104.179
104.905
105.767
104.569
105.856

106.283
106.619
108.053
106.869
108.594
108.027
109.009
108.486
109.125
108.152
108.557

107.362
106.230

105.342
106.055

104.289

105.010

104.118

109.248

109.456

109.606
110.283

111.660

112.317

112.207

112.728
112.974

113.490

113.358

113.820

110.447

110.798

110,223

110.342

109.824

109.6351
110.570

108.502

107.830

108.119

106.871

106.931

105.753

106.157

205.187

104.001

203.642

103.173

105.668

104.585

105.860

104.756

105.171

~21.843
-20.468
-21.746
-23.457
-24.595
~22.802
-23.336
-23.150
-24.016
-23.75)
-23.713
-22.437
-21.216
-23.047
-22.299
-22.576
-21.615
-22.017
-20.327
-22.526
-23.651
-21.436
-21.425%
-21.844
-20.986
-19.901
-21.468
-22.292
-23.324
-21.880
-22.652
~23.361
-22.452
-22.043
-21.993
~21.189
-21.138
-20.730
-21.794
-20.594
-22.437
-21.787
-21.300
-20.472
-19.083
~18.327
-21.083
-20.336
~18.960
-18.216
-22.917
-24.022
-22.662
-23.783
-21.443
-21.901
~-23.070
-20.939
-21.612
-19.764
«19.115
-17.657
~-16.783
~15.358
~14.366
-14.186
~14.941
~13.262
~-19.798
-19.818
-20.365
~21.013
~-21.552
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26.376
25.729
27.892
24.001
24.378
23.060
22.441
20.926
20.168
20.672
18.681
23.097
22.977
23.810
24.550
26.016
26.885
27.666
26.769
24.212
23.963
24.240
23.950
25.173
26.387
26.281
27.558
22.783
22.977
21.571
20.412
12.777
19.442
20.433
18.137
20.134
17.818
ls.818
19.369
19.559
18.267
17.1859
17.579
16.502
16.502
15.462
15.428
14.386
14.407
13.353
16.166
16.550
14.876
13.937
14.172
12.723
12.643
14.685
15.466
14.203
14.588
14.148
14.473
14.129
14.564
13.995
12.960
14.464
13.960
14.537
12.776
12.091
18.725

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

12.52
9.26
9.75

33.88

33.96

23.69

29.22
1.87
4.32
5.12
3.70

29.43

30.81

17.78

20.05

15.03

19.57

25.01

19.54

i8.78

17.28

28.11

27.19

13.82

24.17

13.30

29.25

25.42

28.31

45.01

41.21

23.11

20.89

18.63

19,83

11.59

26.52

14.07

36.81

35.37

17.70

20.93

31:56

31.46

26.49

25.20

25.20

25.20

25.20

28.00

20.32

25.25

34.32
6.42

30.02
2.76
4.42

31.53

29.36

22.683

27.99
21.70
25.87
37.20
43.19
43.%0
39.57
42.4¢
30.81
¢.72
28.20
24.23

7.98
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AA
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73/127 3T

ATOM
ATOM
ATOM

ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
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
ATOM
ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4162 CG
4163 CD
4164
4165
4166
4167
4168
4169
4170
4171
4172
4173
4174
4175
4176
4177
4178
4179
4180
4181
4182
4183
4184
4185
4186
4187
4188
41838
4190
4191
4192
4193
4154
4195
4196
4197
4198
4199
4200
4201
4202 CD2
4203 CE2
4204 CE3
4205 o
4206 NE1
4207 Cz2
4208 Cz3
4209
4210
4211
4212
4213
4214
4215
4216
4217
4218
4219
4220
4221
4222
4223
4224
4225
4226
4227
4228
4229
4230
4231
4232
4233
423¢ C

88

&N -

BB8=°0F302R0%°°8000=°0ER8308%° gg=0"

N

§8208%°n2388=°"8R8R88=° ]
BEEEEEE

YS
Ys

[ 9>

LYsS

ASP
ASP
ASP
ASP
ASPp
ASP

142
142
142
142
142
142
143
143
143
143
143
134
144
144
144
144
144
144
144
144
145
145
145
145
145
145
145
146
146
146
146
146
146
146
146
146
147
147
147
147
147
147
147
147
147
147
147
147
147
147
148
148
148
148
148
148
148
148
148
149
149
149
149
149
149
149
150

is0
150
150
150
150

105.741
107.096
107.152
108.095
104.154
104.753
102.958
102.238
102.260
100.819
100.373
100.120
98.761
98.734
97.631
97.441
96.688
96.807
97.934
98.340
96.791
95.927
95.790
94.817
97.151
94.536
93.909
94.055
92.728
92.798
93.678
93.630
92.616
94.730
91.880
92.302
90.699
89.777
88.947
89.689
89.927
90.723
89.552
90.326
90.951
91.150
89.977
90.767
88.0844
88.440
88.495
87.609
88.431
88.353
89.726
90.421
91.826
86.712
87.197
85.404
B4.406
83.453
82.408
84.242
83.580
82.635
83.679
82.974
81.464
80.862
81.334
79.910
83.487

Kl 19

-20,523
-20.051
-18.970
-20.772
-22.151
~23.220
-21.908
-22.914
-22,593
-22.862
~21.832
-23.981
~24.047
~24.807
-24.370
-25.358
-26.699
-27.761
-24.771
-25.822
-24.194
~24.813
-23.937
-24.597
-23.769
-25.074
-24.193
-26.296
-26.611
-27.679
-27.281
-20.276
-28.399
-28.997
~27.094
-27.965
-26.498
-26.878
~25.687
-24.788
-24.969
-23.885
-25.943
~23.641
-23.086
-23.747
~25.808
-24.716
-27.963
~27.968
-28.877
-29.958
-31.1%6
-31.585
-31.865
-33.078
-33.267
-30.227
-30.505
-30.124
«~30.352
-29.167
-29.440
~27.899
~31.605
-31.642
-32.611
-33.883
~33.661
~33.543
~34.240
-32.756
-34.293

:A-58

130

9.781
10.217
10.837

9.952
12.878
13.021
13.386
14.130
15.640
13.579
13.058
13.677
13.197
11.870
10.922

9.772
10.279

9.225
14.266
14.775
14.630
15.629
16.905
17.889
17.570
15.073
14.497
15.231
14.743
13.653
12.482
11.339
10.654
11.130
15.904
16.667
16.048
17.102
17.556
18.432
19.825
20.258
20.752
18.077
19.168
21.587
22.073
22.476
16.611
15.453
17.501
17.147
16.787
15.320
14.715
15.337
14.818
18.340
19.438
18.118
19.161
19.269
20.364
19.563
18.862
17.883
19.732
19.502
19.459
20.840
31.760
21.007
18.152

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

15.09
27.12
31.02
33.88
22.94
26.95
30.55
32.81
21.32
34.94
38.69
46.96
49.64
34.36
44.31
55.06
57.35
58.76
52.97
51.55
15.87
21.72
8.53
7.53
8.28
25.32
27.49
39.17
38.70
72.09
76.00
75.94
76.92
77.33
37.70
34.46
30.86
30.91
36.68
34.29
32.37
33.31
31.13
36.68
33.41
31.66
33.39
33.58
33.36
34.42
28.86
29.96
35.94
39.31
45.24
45.54
44.9
32.40
31.51
22.85
20.04
1.90
.90
1.90
23.24
2.0
18.00
21.30
45.33
50.39
51.76
$3.67
232.51
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

ATOM

ATOM

ATOM

4235 O ASP
4236 N  ASN
4237 CR ASN
4238 CB ASN
4239 CG ASN
4240 OD1 ASN
4241 ND2 ASN
4242 C  ASN
4243 C ASN
4244 N AR
4245 CA ALA
4246 CB ALA
4247 C ALA
4248 O ALA
4248 N LEU
4250 CA LEUD
4251 CB LEU
4252 CG LEU
4253 CD1 LEU
4254 CD2 LEU
4255 C LEU
4256 O LEU
4257 N GLN
4258 CA GLN
4259 CB GLN
4260 CG GLN
4261 CD GLN
4262 OEl GIN
4263 NE2 GIN
4264 C GLN
4265 0 GIN
4266 N  SER
4267 CA SER
4268 CB SER
4269 0OG SER
4270 C  SER
4271 O  8SER
4272 N GLY
4273 CA GLY
4274 C GLY
4275 0O “GLY
4276 N ASN
4277 CA ASN
4278 CB AsSN

4279 CG ASN
4280 OD1 ASN

4281 ND2 ASN
4282 C AsN
4283 O ASN
4284 N  SER
4285 CA SER
4286 CB SER
4287 0OG SER
4288 C  SER
4289 O SER
4290 N GL¥
4291 CA GIN
4292 CB GLN
4293 OG GLN

82.737
84.800
85.493
85.425
86.220
87.450
85.522
84.98S
85.224
84.293
83.802
82.421
84.801
84.940
85.502
B6.470
87.021
87.944
87.112
88.999
85.7%6¢
84.632
86.524
85.984
86.346
85.653
B4.146
83.495
83.584
86.574
87.702
85.813
86.269
85.770
86.319
85.693
86.208
84.621
83.986
84.732
85.518
84.484
85.088
83.992
83.201
83.779
81.874
86.059
85.713
87.299
88.409
89.078
89.643
89.326
89.197
90.238
91.133
90.538
89.399
89.053
88.796
89.051
52.502
92.647
93.514
94.872
95.646
94.977
95.890
95.463
97.043
85.591
95.211

~34.683
-34.161
~34.524
~36.041
-36.776
-36.736
-37.430
-33.778
-34.183
-32.672
-31.838
-31.261
~30.698
-29.813
-30.724
-29.684
-29.896
-28.864
-27.705
-28.394
-28.315%
-28.150
-27.342
-26.006
~25.438
-26.133
-26.162
-25.115
~27.365
-25.139
-25.363
-24.146
-23.257
-23.768
~-23.035
-21.888
-20.864
-21.877
-20.619
~19.585
-18.793
-19.59%
-18.595
~17.700
~16.977
~16.402
~16.999
~-18.997
-19.566
~18.635
~18.862
~-20.173
-20.0639
-17.691
~17.092
~17.345
-16.250
-14.932
-14.413
-12.981
-12.658
-12.114
-16.452
-16.711
«16.327
-16.510
-17.316
-18.617
-19.506
-20.619
-19.078
-15.199
-14.141

K] 19 :A-59

131

17.268
18.007
16.789
16.614
17.683
17.686
18.608
15.5587
14.428
15.793
14.703
15.034
14.501
15.358
13.375
13.073
11.656
11.005
10.466
12.004
13.206
12.870
13.732
13.885
15.285
16.403
16.225
16.127
16.176
12.783
12.350
12.359
11.306
9.952
8.872
11.600
11.160
12.374
12.702
13.544
13.032
14.850
15.697
16.281
15.200
14.277
15.313
16.790
17.827
16.520
17.408
17.047
15.787
17.059
15.992
17.952
17.652
18.130
17.266
17.608
18.762
16.606
18.255
19.449
17.414
17.865
16.834
16.476
15.678
15.285
15.452
18.140
17.654

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1,00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

23.76
36.79
39.62
29.22
38.58
42.16
39.63
37.90
41.98
26.76
29.16

1.87
30.47
32.16
37.66
38.47
33.69
36.76
35.54
35.80
37.05
37.53
42.87
41.76
24.84
25.9%4
28.42
30.98
27.76
40.20
359.24
42.27
44.34
47.84
49.98
40.94
39.18
21.85
22.33
22.19
19.16
39.06
40.50
106.22
108.22
109.54
114.95
41.02
40.41
42.44
35.84
10.55
10.12
34.29
32.27
34.35
31.73
20.18
21.46
25.67
28.88
28.13
29.74
28.24
31.36
24 .49
58.94
$9.06
67.10
7.3
65.02
20.89
14.39
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ATOM

ATOM
ATOM

4308
4309
4310
4311
4312
4313
4314
4318
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
4345
4346
4347
4348
4345
4350
4351
4352
4383
4354
4355
4356
4357
43s8
4359
4360
4361
4362
4363
4364
4365
4366
4367
4368
4369
4370
4371
4372
4373
4374
4375
4376
4377
4378
4379
4380
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161
161
161
le6l
161
161
162
162
162
162
162
162
162
163
163
163
163
163
163
163
164
164
164
164
164
164
164
164
164
165
165
165
165
165
165
165
165
165
166
166
166
166
166
166
166
166
167
167
167
167
167
167
168
168

168
168
168
168
168
168
169
169
169

169
169
169
169
170
170
170
270

96.639
97.456
96.953
97.935
98.811
98.934
99.833
101.170
102,764
101.449
103.270
102.997
101.835
102.861
103.735
104.424
105.214
103.411
104.842
104.880
105.741
106.844
107.182
107.982
107.202
106.337
107.442
107.989
107.990
108.948
110.100
111.181
111.927
112.911
113.487
113.118
110.633
110.857
110.826
111.311
111.206
111.513
112.706
110.555
112.741
113.659
112,923
114.238
114.089
113.564
115.229
116.373
114.777
115.637
114.968
115.002
114.1241
112.663
112.355
115.959
117.046
115.011
115.240
114.476
112.992
112.397
112.415
114.914
115.038
114.4590
114.170
115,401
116.466

~15.293
-14.151
-13.486
«12.623
-14.751
-15.799
-14..086
~14.592
-14.965
~13.865
-15.178
-13.524
~12.3489
-13.928
-12.975
-13.567
-14.705
-13.966
-12.550
=-12.951
-11.722
-11.283

-9.828

~9.187

-9.144

-8.252
-10.011
-12.190
-12.697
~12.407
-13.261
-13.024
-14.274
-14.054
-15.005
-12.794
-12.941
-11.783
~13.963
~13.741
~15.030
~14.813
~14.808
-14.631
-13.208
-13.787
-12.098
~11.463
-10.092
-10.221
-12.312
-11.913
-13.475
-14.383
-14.809
-13.726
-12.523
-12.605
-13.017
-15.597
-15.671
~16.522
-17.716
-18.913
-16.648
-16.049
-19.054
-17.596
-18.571
~16.418
~16.202
~16.487
-15.560

K] 19 :A-60
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18.941
19.310
20.597
21.157
19.556
20.191
19.053
19.215
17.832
16.834
17.933
19.877
19.566

20.805

21.475
22.719
22.342
23.748
20.520
19.350
21.022
20,211
20.518
19.415
18.126
17.954
17.257
20.635
21.765
19.734
20.018
18.967
18.584
17.454
16.930
17.080
21.412
21.739
22.236
23.592
24.402
25.872
26.246
26.655
23.656
23.079
24.371
24.521
25.191
26.499
25.325
25.544
25.782
26.527
27.837
28.916
28.554
28,778
30.222
25.650
25.077
25.506
24.686¢
25.262
25.407
24.488
26.4421
23.193
22.459
22.747
21.332
20.433
20.636

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00-

1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

19.35
16.36
26.12
26.54
11.36
11.86
21.19
22.81
29.37
33.68
33.85
25.31
32.55
22.97
21.36

4.31
10.67

4.70
20.43
20.01
16.64
24.33
53.60
64.34
70.19
69.97
73.61
22.81
25.48
26.35
31.24
24.53
20.02
22.62
23.83
19.11
35.11
31.98
20.85
27.22
40.40
48.39
§1.89
52.06
29.80
33.62
40.62
38.35
42.38
$3.10
40.21
45.86
39.00
40.5%
73.78
80.02

89.23 .

96.32
95.77
39.38
43.53
18.93
15.08
25.81
32.60
27.93
29.85
15,61

9.73
28.98
26.94
15.64
17.%0
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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
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

4381
4382
4383
4384
438S
4386
4387
4388
4389
4390
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
4436
4437
4438
4439
4440
4441
4442
4443
4444
4445
4446
4447
4448
4449
4450
4451
4452
4453
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170
170
171
171
171
171
171
in
171
172
172
172
172
172
172
172
172
172
172
172
172
173
173
173
173
173
173
174
174
174
174
174
174
174
174
175
175
175
175
17s
175

112.995
112.916
112.071
110.946
110.658
110.127
111.939
109.657
109.601
108.633
107.297
106.934
107.809
107.652
108.438
108.776
109.565
109.391
110.163
106.255
106.431
105.183
104.123
104.165
105.281
102.836
102.611
101.980
100.734
100.836
99.682
100.207
98.663
99.510
99.542
98.433
57.200
96.913
96.487
96.009
95.733
95.316
94.125
94.154
93.247
952.985
93.042
91.963
90.84¢6
90.742
92.000
89.631
89.551
89.133
88.941
87.682
87.587
86.291
86.077
86.367

86.552

86.476
85.669
84.5398
64.804
83.651
85.056
83.223
82.920
82.398
81.03s
80.936
82.059

-17.042
-17.345
~17.411
-18.222
-19.406
-18.911
-20.181
-17.437
-16.235
-18.147
-17.600
-17.706
-16.890
~15.507
-14.759
-17.508
-16.774
-15.405
-14.703
-18.364
-19.539
-17.687
-18.323
-17.902
-18.492
-17.886
-16.699
~18.857
-18.593
-19.238
-19.165
-19.296
-20.257
-19.075
-20.111
-18.306
-18.651
-17.644
-16.378
-18.693
-17.718
-19.829
~-19.957
-21.247
~21.176
-19.991
«20.712
-19.183
~19.136
-17.741
-17.399
-17.728
~19.455
-18.709
-20.584
-21.015
-22.542
~23.170
~22.824
-24.6863
-20.412
~20.589
-19.683
-19.059
~17.547
-16.929
-17.00S
-19.377
~19.104
-19.961
-20.349
-21.831
-22.804
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20.825
19.636
21.702
21.247
22.212
23.452
22.47N
21.064
21.327
20.596
20.373
18.894
17.97¢
17.865
16.577
17.181
16.296
16.194
15.294
21.212
21.528
21.600
22.37¢
23.834
24.468
21.728
21.473
21.474
20.791
19.399
18.422
17.013
18.769
21.562
22.229
21.470
22.162
23.292
22.79%4
21.214
20.511
21.181
20.346
19.514
18.421
21.352
22.350
21.118
22.042
22,706
23.318
23.773
21.311
20.425
21.669
21.072
21.069
20.539
19.070
20.730
21.%01
23.120
21.244
21.983
22.031
22.608
20.633
21.430
20.271
22.278
21.922
21.528
21.881

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

25.42
25.18
22.07
22.16
16.53
18.93
18.13
26.03
31.48

7.82

6.45
43.65
37.38
32.97
32.97
37.97
34.76
32.97
32.97

6.45

9.78
23.67
25.48
31.18
25.15
26.94
27.36
22.39
25.49
22.33
13.39
17.21
10.23
27.64
30.82
22.56
25.61
28.99
32.45
25.48
30.81
31.99
32.77
10.71
10.34
29.41
29.56
38.41
37.60

7.23
10.12

2.94
35.94
37.02
33.89
32.44
26.21
27.24
27.77
15.35
32.70
29.14
21.74
27.65
33.66
34.46
33.07
32.00
32.92
32.07
33.713
30.88
33.5¢
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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
ATOM
ATOM

4454 CDl LEU
4455 CD2 LEU

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
4482
4483
4484
4485
4486
4487
4488
4489
4490
4491
4492
4493
4494
4495
4496
4487
4498
4499
4500
4501
4502
4503
4504
4508
4506
4507
4508
4509
4510
4511
4512
4513
4514
4515
4516
4517
4518
4519
4520
4521
4522
4523
4524 C
4528 ©
4526 N
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180
180
180
180
181
181
g
181
181
isl
182
182
182
182
182
182
is82
182
182
183
i83
183
183
183
184
184
184
14
104
184
184

82.518
81.552
80.093
80.526
78.801
77.778
76.433
76.019
77.655
77.517
77.247
77.060
76.375
76.341
74.912
74.863
73.622
76.167
76.358
75.206
74.252
73.318
74.929
74.645
75.820
76.523
77.271
76.362
75.360
76.653
77.518
77.531
78.362
79.352
80.011
81.104
82.328
83.332
80.90S
81.902
83.118
84.141
78.729
79.364
77.484
76.787
75.643
76.067
74.876
75.089
73.725
76.242
76.029
76.004
75.472
74.507
75.138
74.055
74.665
73.707
76.568
76.287
77.813
78.934
79.811
79.099
78.800
78.562
77.961
78.0950
79.743
79.648
80.521

-22.589
-24.220
-20.062
~19.899
-20.000
-18.712
-19.537
-20.764
~20.802
-21.978
~20.402
-21.339
~20.647
~21.446
-21.752
~22.027
~22.756
~22.438
~23.618
-22.030
~22.937
-22.150
-24.053
-25.229
-23.691
-24.692
-24.023
-23.219
-23.784
-22.023
~-25.525
~26.753
-24.849
-25.544
~24.589
-25.256
-25.552
-26.186
-25.613
-26.244
-26.526
~-27.119
-26.695
~27.728
-26.505
-27.508
-26.870
-26.060
~25.493
-24.850
-25.689
-28.694
~29.755
-28.538
-29.662
-29.173
-28.512
~-27.%41
-27.203
-26.272
-30.553
-31.436
-30.339
=-31.124
-30.257
=-29.774
~206.524
~30.633
-29.935
-28.652
=-31.715
-31.283
«32.747
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23.309
21.697
23.084
24.229
22.772
23.770
23.087
22.513
24.815
24.533
26.019
27.120
28.307
29.627
30.107
31.619
32.099
26.573
26.878
25.743
25.108
24.203
24.313
24.531
23.395
22,587
21.434
20.545
20.055
20.335
23.395
23.308
24.167
24.972
25.965
26.771
26.192
26.915
28.104
28.839
28.235
28.944
25.756
25.978
26.177
26.965
27.748
28.955
29.702
30.746
29.245
26.150
26.769
24.895
24.147
23.057
21.849
2D0.930
19.740
19.069
23.549
22.732
23.972
23.466
22.562
21.338
20.913
20.405
19.458
19.743
2¢.610
25.751
24.294

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

36.03
34.15
37.58
37.41
28.10
31.26
22.13
25.39
33.74
33.98
29.35
30.58
27.86
29.57
31.50
34.18
38.40
28.49
20.36
42.67
43.113
20.20
42.26
43.50
37.65
39.98
60.24
66.97
70.29
70.50
38.91
36.50
50.74
§1.74
23.76
21.08
16.43
15.99
17.64
14.97
14.93
16.56
52.88
52.42
52.93
54.71
28.62
3s.1
38.66
41.21
36.89
52.40
48.88
35.74
37.64
53.22
54.27
53.80
49.76
48.24
26.73
37.96
23.77
21.36
41.13
42.53
44.25
41.45
45.45
43.75
19.53
19.70
33.83
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ATOM 4527 CA LYS 189 81.334 -33.445 25.281 1.00 33.86 L C
ATOM 4528 CB LYS 189 81.136 -34.957 25.152 1.00 43.10 L c
ATOM 4529 CG LYS 189 79.896 -35.516 25.815 1.00 47.03 L Cc
ATOM 4530 CD LYS 189 79.974 -37.041 25.887 1.00 53.76 L c
ATOM 4531 CE LYS 189 79.997 ~37.680 24.505 1.00 59.30 L Cc
ATOM 4532 NZ LYS 189 78.694 -37.545 23.794 1.00 59.64 L N
ATOM 4533 C L¥S 189 82.831 -33.155 25.201 1.00 33.18 L [
ATOM 4534 O LYS 189 83.435 -32.657 26.155 1.00 36.85 L o
ATOM 4535 N VAL 190 83.435 -33.482 24.069 1.00 39.67 ] N
ATOM 4536 CA VAL 190 84.860 -33.260 23.926 1.00 35.33 L (o4
ATOM 4537 CB VAL 1890 85.516 -34.439 23.214 1.00 33.71 L [
ATOM 4538 CGl VAL 180 85.356 -35.648 24.059 1.00 26.86 L [
ATOM 4539 (G2 VAL 190 84.880 -34.657 21.855 1.00 36.79 L [
ATOM 4540 C VAL 190 85.249 ~31.992 23.170 1.00 35.17 L C
ATOM 4541 O VAL 190 B4.656 -31.641 22.141 1.00 36.62 L o}
ATOM 4542 N TYR 191 86.256 -31.319 23.718 1.00 27.65 L ‘N
ATOM 4543 CA TYR 191 86.811 -30.105 23.152 1.00 26.85 L (=4
ATOM 4544 CB TYR 191 86.554 -28.934 24.095 1.00 16.61 L C
ATOM 4545 CG TYR 181 85.105 -28.475 24.056 1.00 23.44 L [of
ATOM 4546 CD1 TYR 191 B84.654 -27.650 23,030 1.00 27.57 L C
ATOM 4547 CEl TYR 191 83.322 ~27.300 22.%929 1.00 29.06 L c
ATOM 4548 CD2 TYR 191 84.178 -28.937 24.9%1 1.00 24.37 L o]
ATOM 4549 CE2 TYR 191 82.838 -28.592 24.8%4¢ 1.00 25.88 L c
ATOM 4550 CZ TYR 151 82.418 -27.773 23.859 1.00 28.22 L (o4
ATOM 4551 OH TYR 181 81.097 -27.419 23.745 1.00 30.91 L o}
ATOM 4552 € TYR 191 88.295 -30.381 23.010 1.00 28.07 L C
ATOM 4553 O TYR 181 88.946 -30.821 23.960 1.00 29.13 L o
ATOM 4554 N ALA 192 88,837 -30.159 21.822 1.00 17.93 L N
ATOM 4555 CA ALA 192 90.246 -30.425 21.621 1.00 13.9%4 L c
ATOM 4556 CB ALA 192 90.424 -31.850 21.160 1.00 12.32 L C
ATOM 4557 C ALA 192 90.921 -25.489 20.640 1.00 14.27 L Cc
ATOM 4558 O ALA 192 90.271 -28.885 19.784 1.00 14.89 L o
ATOM 4558 N C¥S 183 92.234 -28.362 20.787 1.00 20.591 L N
ATOM 4560 CA CYS 193 93.015 -28.544 19.883 1.00 19.50 L C
ATOM 4561 C CYS 193 94.268 -29.301 19.502 1.00 17.25 L C
ATOM 4562 O CYS 193 95.087 -29.729 20.352 1.00 15.43 L o}
ATOM 4563 CB CYS 193 93.361 -27.183 20.490 .00 44.80 L c
ATOM 4564 SG CYS 193 94.412 -27.194 21.%62 1.00 52.58 L s
ATOM 4565 N GLU 194 94.411 -29.480 18.195 1.00 24.90 L N
ATOM 4566 CA GLU 194 95.522 -30.193 17.600 1.00 25.90 L Cc
ATOM 4567 CB GLU 194 95.004 -30.956 16.384 1.00 66.26 L [o4
ATOM 4568 CG GLU 194 95.979 -31.887 15.718 1.00 77.97 L c
ATOM 4569 CD GLU 194 95.392 -32.479 14.461 1.00 83.2§ L c
ATOM 4570 OEl GLU 194 95.276 -31.738 13.462 1.00 80.00 L ¢}
ATOM 4571 OE2 GLU 194 95.028 -33.674 14.477 11.00 89.05 L ¢}
ATOM 4572 C GLU 194 96.546 -29.158 17.175 1.00 25.27 L C
ATOM 4873 O GLU 194 96.204 -28.171 16.538 1.00 23.30 L o
ATOM 4574 N VAL 195 97.798 -29.373 17.537 1.00 38.95 L N
ATOM 4575 CA VAL 185 98.850 -28.443 17.168 1.00 34.83 L (4
ATOM 4576 CB VAL 195 99.715 -268.048 18.403 1.00 15.18 L c
ATOM 4577 CGl VAL 195 100.911 -27.220 17.971 1.00 11.26 L C
ATOM 4578 CG2 VAL 19§ 98.869 -27.268 19.395 1.00 16.15 L C
ATOM 4579 C VAL 195 99.730 -29.115 16.126 1.00 34.14 L c
ATOM 4580 O VAL 195 99.964 -30.319 16.180 1.00 32.63 L o
ATOM 4581 N THR 196 100,290 -28.340 15.157 1.00 43.12 L N
ATOM 4582 CA THR 196 101.063 -28.876 14.135 1.00 42.44 L c
ATOM 4583 CB THR 196 100.411 -28.867 12.764 1.00 26.65 L C
ATOM 4584 OG1 THR 196 99.001 -28.673 12.909 1.00 36.3s L [}
ATOM 4565 CG2 THR 196 100.671 -30.180 12.067 1.00 28.65 L c
ATOM 4586 C THR 196 102.233 -27.927 14.121 1.00 42.04 L C
ATOM 4587 O THR 196 102.049 -26.710 14.053 1.00 37.83 L o
ATOM 4588 N HIS 197 103.437 -28.479 14.186 1.00 32.41 L N
ATOM 4589 CA HIS 197 104.623 -27.653 14.217 11.00 27.77 L c
ATOM 45%0 CB HIS 197 104.867 -27.172 15.652 1.00 21.71 L Cc
ATOM 4591 CG HIS 197 105.914 -26.113 15.762 1.00 23.27 L C
ATOM 4592 (D2 HIS 197 10S.817 -24.761 15.753 1.00 17.64 L C
ATOM 4593 ND1 HIS 197 107.257 -26.402 15.868 1.00 25.39 L N
ATOM 4594 CEl H1s 197 107.944 -25.274 15.923 1.00 22.67 L C
ATOM 4595 NE2 HIS 197 107.093 -24.264 15.854 1.00 24.7¢ L N
ATOM 4596 C HIS 197 105.825 -28.417 13.708 1.00 24.98 L c
ATOM 4597 O HIS 197 105.932 -29.629 13.885 1.00 29.24 L o
ATOM 4598 N GIN 198 106.728 -27.687 13.070 1.00 28.46 L N
ATOM 4599 CA GIN 198 107.944 -28.252 12.515 1.00 26.49 L [
K] 19 :A-63
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ATOM 4600 CB GLN 198 108.840 -27.214 12.048B 1.00 33.42 b C
ATOM 4601 CG GIN 198 110.091 -27.54% 11.333 1.00 36.17 L (o
ATOM 4602 CD GLN 198 110.868 ~26.365 10.821 11.00 48.65 L Cc
ATOM 4603 OEl GLN 198 110.286 -25.414 10.299 1l.00 57.22 L (o]
ATOM 4604 NE2 GIN 198 112.185 -26.414 10.956 1.00 51.65 L N
ATOM 4605 C GLN 198 108.681 -29.107 13.541 1.00 29.43 L [
ATOM 4606 O GIN 198 109.331 -30.0688 113.182 1.00 31.18 L o
ATOM 4607 N GLY 199 108.568 -28.728 14.815 1.00 31.38 L N
ATOM 4608 CA GLY 199 109.234 -29.452 15.887 1.00 36.65 L c
ATOM 4609 C GLY 199 108.465 -30.636 16.444 1.00 39.08 L (o4
ATOM 4610 O GLY 199 108.860 -31.244 17.425 1.00 43.81 L (o]
ATOM 4611 N LEU 200 107.339 -30.961 15.823 1.00 25.48 L N
ATOM 4612 CA LEU 200 106.510 -32.087 16.247 1.00 22.67 L (o4
ATOM 4613 CB LEU 200 105.094 -31.597 16.570 1.00 31.49 L [
ATOM 4614 CG LEU 200 104.868 -31.002 17.864 1.00 34.60 L o4
ATOM 4615 (D1 LEU 200 106.036 -30.149 18.361 1.00 37.97 L C
ATOM 4616 CD2 LEU 200 103.552 -30.188 17.967 1.00 34.28 L <
ATOM 4617 C LEU 200 106.463 -33.152 15.144 1.00 23.29 L c
ATOM 4618 O LEU 200 106.089 -32.869 14.003 1.00 24.15 L (¢}
ATOM 4613 N SER 201 106.860 -34.372 15.499 1.00 21.11 L N
ATOM 4620 CA SER 201 106.886 -35.503 14.570 1.00 24.08 L c
ATOM 4621 CB SER 201 107.367 -36.747 15.311 11.00 27.13 L c
ATOM 4622 OG SER 201 106.702 -36.875 16.561 1.00 28.98 L o
ATOM 4623 C SER 202 105.510 -35.761 13.957 1.00 24.14 L C
ATOM 4624 O SER 201 105.392 -36.267 12.835 1.00 25.49 L o
ATOM 4625 N  SER 202 104.476 -35.405 14.717 1.00 17.09 L N
ATOM 4626 CA SER 202 103.086 -35.562 14.302 1.00 21.15 L od
ATOM 4627 CB SER 202 102.636 -37.010 14.522 1.00 43.22 L c
ATOM 4628 OG SER 202 103.011 -37.462 15.810 1.00 46.12 L o
ATOM 4629 C SER 202 102.265 -34.603 15.155 1.00 21.60 L C
ATOM 4630 O SER 202 102.656 -34.296 16.282 1.00 27.36 L o
ATOM 4631 N PRO 203 101.119 -34.22) 14.636 1.00 22.94 L N
ATOM 4632 CD PRO 203 100.457 -34.478 13.368 1.00 32.35 L C
ATOM 4633 CA PRO 203 100.2590 -33.187 15.407 1.00 18.89 L c
ATOM 4634 CB PRO 203 98.971 -33.177 14.643 1.00 26.47 L [
ATOM 4635 CG PRO 203 99.416 -33.370 13.223 1.00 29.48 L c
ATOM 4636 C PRO 203 100.128 -33.646 16.836 1.00 18.90 L [
ATOM 4637 O PRO 203 100.178 -34.842 17.100 1..00 21.86 L (]
ATOM 4638 N VAL 204 99.980 -32.693 17.753 1.00 28.11 L N
ATOM 4639 CA VAL 204 99.794 -32.896 19.172 1.00 29.99 L [
ATOM 4640 CB VAL 204 100.759 -32.201 20.081 1.00 20.42 L [
ATOM 4641 CG1 VAL 204 100.254 -32.204 21.512 1.00 20.30 L [
ATOM 4642 CG2 VAL 204 102.141 -32.819 20.036 1.00 15.23 L c
ATOM 4643 C VAL 204 98.393 -32.574 19.514 1.00 33.93 L <
ATOM 4644 O VAL 204 97.867 -31.601 18.963 1.00 35.36 L o
ATOM 4645 N THR 205 97.755 -33.293 20.422 1.00 45.34 L N
ATOM 4646 CA THR 205 96.402 -32.933 20.787 1.00 46.97 L C
ATOM 4647 CB THR 205 $5.386 -33.8%6 20.137 1.00 14.48 L 4
ATOM 4648 OGlL THR 208 95.275 -33.587 18.747 1.00 10.44 L 0
ATOM 4649 CG2 THR 205 94.013 ~33.761 20.769 11.00 11.16 L C
ATOM 4650 C THR 205 96.165 ~32.886 22.280 1.00 47.18 L c
ATOM 4651 O THR 205 96.596 -33.763 23.032 1.00 49.19 L [}
ATOM 4652 N LYS 206 95.513 -31.822 22.709 1.00 22.09 L N
ATOM 4653 CA LYS 206 95.167 -31.681 24.108 1.00 26.52 L [+
ATOM 4654 CB LYS 206 95.791 -30.422 24.710 1.00 41.08 L [
ATOM 4655 OG LYS 206 97.208 -30.641 25.215 11.00 44 .88 L c
ATOM 4656 CD LYS 206 97.269 -31.688 26.312 1.00 47.36 L [
ATOM 4657 CE LYS 206 98.654 -31.760 26.957 1.00 49.27 L c
ATOM 4659 NZ LYS 206 99.723 -32.144 25.99%7 1.00 £0.40 L N
ATOM 4659 C LYS 206 93.653 -31.602 24.100 1.00 29.29 L C
ATOM 4660 O LYS 206 93.063 -30.939 23.246 1.00 34.45 L o
ATOM 4661 ¥ SER 207 93.026 -32.304 25.033 1.00 32.39 L N
ATOM 4662 CA SER 207 91.578 -32.324 25.083 1.00 29.18 L c
ATON 4663 CB SER 207 91.046 -33.364 24.080 1.00 32.23 L c
ATOM 4664 0OG SER 207 91.613 -34.655 24.294 1.00 31.62 L o
ATOM 4665 C SER 207 91.035 -32.624 26.476 1.00 28.78 L c
ATOM 4666 O SER 207 91.798 -32.938 27.397 1.00 29.47 L ]
ATON 4667 N PHE 208 89.719 -32.517 26.606 1.00 33.89 L L}
ATOM 4668 CA PHE 208 89.013 -32.777 27.852 1.00 39.79 L c
ATOM 4665 CB PHE 208 89.217 -31.615 28.842 1.00 17.06 L [+
ATOM 4670 CG PHE 208 88.662 -30.300 20.353 1.00 14.2) L [
ATOM 4671 CDl1 PHE 208 89.409 -29.482 27.499 1.00 18.84 L (4
ATOM 4672 CD2 PHE 208 87.376 -29.906 20.6%0 1.00 11.857 L [
Kl 19 :A-64
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88.879
86.846
87.602
87.536
87.168
86.703
85.257
84.751
BS.664
85.777
86.304
84.630
85.203
83.473
82.810
81.337
81.027
79.655
78.656
77.502
77.204
76.655
B2.964
82.962
83.096
83.297
84.740
B5.665
84.942
86.287
86.995
86.259
88.691
89.803
87.923
87.134
86.690
86.341
89.243
88.990
87.479
90.715
90.956
91.581
117.831
114.226
113.673
114.208
113.665
113,590
211.957
113.414
113.963
114.224
115.55¢4
115.640
116.952
117.150
117.858
113.077
112.818
112,383
111.265
109.936
109.450
110.464
108.114
111.461
112.077
110.944
110.974
111.394
112.897
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~28.298
-28.729
-27.925
-32.873
-32.576
~33,.293
-33.398
-34.785
-35.913
~36.941
-35.732
-32.370
-32.108
-31.800
-30.829
-30.721
-29.666
-29.,104
-30.166
-30.095
~29.008
-3i.112
-31.2852
-32.440
-30.291
-30.638
-31.088
-30.312
-32.336
-32.890
-33.004
-33.888
-34.311
-34.863
-34.113
-32.080
~31.043
-32.566
-31.893
-32.374
-31.701
-32.123
-32.758
-31.647
24.682
73.843
74.174
75.069
71.399
70.280
72.996
72,677
71.561
70.425
70.620
71.886
72.001
72.929
71.059
70.200
71.018
6€9.081
68.710
68.755
€9.952
70.296
69.607
67.281
66.470
66.988
65.640
65.642
€5.718
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26.95%0
28.182
27.330
27.472
26.335
28.420
28.213
28.623
28.172
28.841
27.031
29.160
30.218
28.805
25.687
28.3711
28.361
28.627
28.633
29.282
29.981
29,232
31.137
31.428
32.048
33.447
33.630
33.387
34.046
34.23¢6
32.871
32.849
31.435
31.296

30.468 -

35.227
35.732
35.516
36.450
37.883
38.656
36.095
35.051
36.863
6.345
15.327
16.611
14.426
15.485
14.948
14.632
14.686
16.769
17.633
18.378
15.208
19.955
20.742
1s.712
18.620
15.511
18.432
19.288
18.525
17.707
16.632
17.060
19.756
19.058
20.945
21.493
22.960
23.133

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

19.93
14.34
20.99
45.59
47.78
24.67
28.33
22.05
33.97
34.19
37.01
29.95
3l1.18
15.88
19.72
31.18
32.77
36.35
41.72
45.49
46.04
47.73
22.05
23.93
53.99
53.95
53.99
5§3.99
80.95
80.95
34.07
34.07
34.07
34.07
34.07
80.95
80.95
81.74
81.74
54.42
54.42
81.74
81.74
72.88
34.24
72.71
2.1
72.71
108.74
110.14
108.12
107.72
79.22
77.317
80.28
80.28
80.28
80.28
80.28
77.79
79.65
43.47
42.60
51.95
52.14
47.35
$1.99
4).58
42.88
31.29
28.78
32.78
32.40

PR R R R LR KRR R Rl Bl 3 il i Al N - RN - N o A - - - B -l o - A ol -l -l Sl )

NANZEONANNANZONZONNANNZNZONANO0AN O 0CABNAZONOO0ONANNNZONNZO0NZZNZANNAZOoONZoNNAZOoNAanN



CN 1561345 B

i

AA

M E

81/127 1T

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

ATOM

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

ATOM
ATOM

4746
4747
4748
4749
4750
4751
4752
4753
4754
4755
4756
4757
4758
4758
4760
4761
4762
4763
4764
4765
4768
4767
4768
4769
4770
4772
4772
4773
4774
4775
4776
4777
4778
4779
4780
4781
4782
4783
4784
4785
4786
4787
4788
4789
4790
4791
4792
4793
47394
4795
4796
4797
4798
4799
4800
4801
4802
4803
4804
4805
4806
4807
4808

" 4809

4810
4811
4812
4813
4814
4815
4816
4817
4818

[»Ne]
g8

€;€§g;g 20 ﬂlg g 8 8 g 2 Ofﬁg;g 9 g 1 O(1§2§2§ 9 g Zon E g 9 B 20 0!355%;&;2 200

o
o
N =

ngggrenggggg=onggg=cnpg=oo

ASP

ASP
ASP
ILE
ILE
ILE
ILE
ILE
ILE
ILE
ILE

EEEEEEE

148

113.366
113.616
109.526
108.664
109.260
107.918
107.610
106.140
107.932
107.697
107.723
108.507
106 .680
106.357
106.256
105.775
107.620
105.001
104 .057
104 .504
103.640
103.862
102.537
104.582
104.981
102.878
103.593
101.725
100.996
100.279
99.721
101.245
99.966
98.867
100.324
99.451
100.212
100.518
100.287
101.914
98.475
98.837
97.228
96.199
94.809
93.86
93.959
92.523
96.362
96.349
96.53%
96.700
95.706
95.856
94.692
93.653
92.616
91.999
92.962
93.057
92,257
91.568
90.632
91.378
90.795
92.672
50.782
90.806
90.094
89.275
B8.506
89.356
90.035

65.715
65.777
65.181
65.583
64.368
63.885
63.880
63.573
65.234
65.263
62.464
61.563
62.271
60.950
60.940
59.579
61.256
60.604
61.380
59.459
59.037
58.436
58.084
59.454
58.916
S8.008
57.013
58.254
57.347
58.127
§7.170
59.134
56.560
57.044
§5.336
54.479
53.600
54.010
55.490
53.616
53.597
52.930
53.602
52.768
53.341
52.502
51.385
52.960
51.412
51.326
50.361
49.039
48.058
46.845
48.595
47.780
48.670
49.542
46.891
47.122
45.879
44.927
44.046
42.97m
42.270
42.832

45.529

45.003
46.6321
47.28%
48.464
49.363
47.739
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24.290
22.116
21.358

22.128

20.345
20.105
18.605
18.378
17.998
16.508
20.629
20.315
21.433
21.956
23.492
23.967
24.110
21.381
21.523
20.714
20.115
18.709
18.081
17.817
16.457
21.016
21.394
21.368
22.243
23.344
24.385
23.962
21.451
21.194
21.083
20.289
19.370
17.910
17.732
17.481
21.058
22.035
20.604
21.204
20.511
21.505
21.985
21.489
20,518
19.285
21.303
20.732
21.321
21.177
21.992
22.612
23.302
22.372
21.584
20.379
22.074
21.216
22.047
22.811
23.638
22,836
20.069
18.956
20.339
19.324
19.936
20.616
18.087

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

31.51
30.58
25.13
24.43
21.33
20.27
13.57
8.58
9.29
12.04
21.92
22.32
32.56
34.12
12.90
15.09
14.71
31.68
29.83
36.82
35.62
31.63
27.99
30.05
32.03
33.74
33.98
29.85
30.70
30.57
29.70
27.01
28.60
22.20
26.54
27.05
31.93
33.72
34.22
36.25
28.11
27.11
33.48
32.96
34.05
33.25
36.76
29.57
36.30
32.62
16.68
18.75
20.01
22.50
30.46
35.04
22.70
25.62
32.03
5.2
34.08
31.16
34.61
36.10
33.17
33.38
29.13
27.11
20.01
18.22
1S.08
17.79
18.99
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a9.527
91.245
92.033
93.423
94.256
93.293
92.779
92.204
92.638
91.863
91.959
90.931
90.932
91.606
91.602
50.254
90.251
90.926
50.922
91.696
50.730
952.548
92.182
93.721
92.784
93.364
95.008
95.234
95.856
87.2108
987.922
99.067
99.004
100.308
97.973
100.369
101.123
100.607
968.274
99,580
97.961
98.554
98.010
98.797
58.585
97.219
97.206
$7.894
96.512
98.491
99.390
97.225%
96.850
95.320
94.722
97.484
97.993
97.451
£8.027
97.841
98.722
96.376
99.509
100.032
100.184
101.613
102.211
1031.687
102.017
102.580
101.920
102.509
101.076

47,602
48.269
48.722
45.203
49.546
50.411
51.664
47.897
46.502
47.876
46.886
45.768
44.654
43.449
42.423
44.803
43,782
42.598
41.597
47.533
48.276
47.241
47.499
48,362
45.785
46.960
47.109
48.238
46.463
47.062
46.022
46.586
47.603
47.769
48.389
46.192
46.898
48.687
49.303
49.441
47.663
48.734
46.979
47.432
46.509
46.612
46.043
46.611
45.029
48.867
45.609
49.262
50.620
50.772
49.950
51.619
$2.661
$1.286
52.137
$1.528
52,245
51.622
52.334
53.444
51.248
$1.308
49.894
49.962
49.214
47.823
52.073
$2.793
$1.927
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16.984
18.257
17.110
17.541
16.307
18.472
17.787
16.089
16.434
14.832
13.756
13.980
12.939
13.172
12.228
11.722

-10.770

11.030
10.095
12.400
12.232
11.407
10.002
11.479
10.075

9.239
11.8%7
11.4213
12.654
13.11
13.878
14.670
15.676
16.185
16.201
l4.611
15.516
17.195
17.208
17.691
11.988
12.161
10.843

92.693

8.485

7.826

6.418

5.541

6.187

9.280

8.881

9.368

8.989

8.584

7.992

9.956

9.536
11.247
12.2080
13.680
14.697
14.08%
12.028
12.137
11.678
11.400
11.330
10.98¢6
12.687
12.762
10.1
10.059

9.106

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
31.00
1.00
1.00
1.00
1.00
1.00
1.00
21.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
21.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

16.16
19.58
24.18
21.45
21.36
26.23
31.3%
28.46
27.87
56.09
58.22
40.50
37.26
39.68
37.28
34.91
38.62
37.97
42.97
59.94
65.86
26.83
24.03
25.11
28.41
31.57
23.77
23.09
23.22
24.29
29.42
259.94
24.78
28.33
24.19
29.13
31.00
26.87
22.52
27.43
26.07
25.22
39.64
4l1.42
121.98
128.29
130.43
132.14
129.358
41.08
37.2%
24.58
21.77
§3.34
5§9.23
22.53
25.73
28.47
27.86
11.01
12.40
14.01
25.02
30.84
20.9¢
20.2¢€
40.92
40.13
40.78
37.18
19.72
21.46
22.08
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ATOM
ATOM

4892
4893
4894
4895
4896
4897
4898
4899
4900
4901
4902
4903
4504
4905
4906
4907
4908
4909
4910
4911
4912
4913
4914
4915
49216
4917
4918
4919
4920
4921
4922
4923
4924
4925
4926
4927
4928
4929
4930
4931
4932
4333
4934
4935
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
4564
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167
167
167
167
168
168
168
168
168
168
168
168
168
168
168
169
169
169
169
169
169
169
169
170
170
170
170
170

170

170

170
17

171
171
171

171

171
171

171

172
72

172
172

172

172

172
172

173
173
173

173

173

173

173
173

174
174
174
174
174
174
174
174
178
178
178
178
178
175
178
17s
175

101.271
100.207
101.165
101.881
100.261
100.083
98.964
98.962
99.549
98.409
99.587
98.442
99.034
101.397
101.832
102.030
103.286
103.749
103.127
103.983
103.0758
104.357
105.055
104.4868
105.470
105.243
106.484
106.703
107.307
105.335
106.242
104.189
103.940
102.467
102.163
102.448
101.635
104.309
104.975
103.881
104.152
103.410
102.901
103.145
103.593
105.642
106.212
106.269
107.692
108.118
107.801
108.033
106.380
108.650
109.601
108.409
109.304
108.836
107.739%
107.472
106.689
105.297
109.511
120.572
108.514
108.587
107.182
106.189
104.762
103.89S
103.454
103.793
102.666

] 19 :A-68

52.670.

52.309
54.150
54.969
54.458
55.823
55.902
57.18s
57.240
58.341
58.424
59.529
59.570
56.325
57.446
55.488
55.867
54.790
54.723
53.810
56.105
56.081
5§7.098
$5.115
55.208
$4.077
53.768
54.346
52.854
56.578
57.408
56.819
58.079
58.179
57.427
56.213
58.055
5$5.289
60.202
59.289
60.403
60.204
61.423
61.178
62.706
60.561
61.628
59.493
59.520
$8.215
57.866
59.060
57.395
59.772
60.537
59.135
59.291
58.421
§8.988
58.022
58.660
$9.097
60.738
€1.078
61.589
63.006
63.634
63.149
63.613
63.818
62.856
61.593
63.162

140

7.866
6.859
8.224
7.684
9.147
9.583
10.623
11.406
12.671
10.872
13.392
11.587
12.853
10.178
9.908
10.990
11.611
12.585
13.977
14.831
14.609
10.555
10.5585
9.655
8.591
7.580
6.747
5.680
7.242
7.913
7.992
7.275
6.581
6.168
4.080
4.805
3.937
7.418
6.937
8.674
9.570
10.892
11.674
13.158
11.237
9.849
9.627
10.337
10.669
11.364
12.826
13.729
12.943
9.503
9.642
8.360
7.221
6.047
5.169
4.008
2.852
3.187
6.774
6.245
7.004
6.63S
6.654
5.589
5.939
4.775
3.969
4.182
2.945

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
3.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00

25.32
27.09
27.14
29.63
25.37
21.81
25.37
27.96
24.35
23.51
19.97
20.37
30.26
31.69
28.40
25.53
72.75
76.17
71.70
74.08
25.54
25.75
35.44
37.56
72.00
79.65
81.87
81.51
39.05
37.77
36.54
37.22
36.27
35.76
33.36
33.93
37.56
37.55
40.49
43.24
18.13
19.48
23.00
20.03
44.67
41.39
37.56
37.78
42.14
42.47
41.72
36.87
33.44
36.14
37.02
41.42
43.65
108.20
115.21
119.49
124.39
127.97
128.17
128.87
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ATOM
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ATOM
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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
ATON
ATOM
ATOM
ATOM
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ARG
ARG

175
175
176
176
176
176
176
176
176
176
177
177
177
177
177
177
177
177
178
178
178
178
178
178
178
178
179

109.471
109.696
109.970
110.777
110.320
108.969
10B8.444
107.042
112.284
112.795
112.991
114.451
115.047
115.065
115.635
114.511
114.851
115.107
114.888
115.236
114.719
1185.323
113.19
112.464
116.743
117..543
117.117
118.521
118.736
117.931
119.815
120.782
120.124
121.542
121.502
120.019
119.718
120.268
120.186
121.522
122.677
122.430
123.580
123.351
119.070
118.973
118.225
117.112
117.182
118.512
119.037
119.266
119.230
115.831
115.638
114.961
113.706
112.612
112.484
111.285
113.957
114.624
113.464
113.619
114.254
115.7s52
116.427
116.097
117.375
113.227
111.249
112.131
110.837

63.798
64.986
63.145
63.821
63.383
63.920
63.366
62.339
63.663
62.707
64.617
64.590
65.944
66.158
67.174
65.310
64.249
65.133
62.954
62.465
61.004
60.410
60.985
60.671
62.502
62.224
62.846
62.912
63.508
64.325
63.113
62.068
63.620
63.113
61.776
65.135
65.680
65.810
67.265
67.867
67.613
68.205
67.868
68.348
67.736
68.917
€6.804
67.117
66.219
66.050
67.334
68.305
67.356
66.826
67.278
66.046
65.648
65.493
66.721
65.127
64.288
63.428
64.102
62.822
62.981
63.197
62.766
63.258
61.835
62.240
62.978
60.918
60.255
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7.611
7.411
8.660
9.678
11.065
11.456
13.073
12.5619
9.611
9.037
10.213

.10.276

9.881

8.381

7.934

7.647
11.706
12.519
12.003
13.331
13.543
14.790
13.665
12.37¢6
13.583
12.686
14.812
15.178
16.560
17.012
17.265
16.873
18.606
18.840
18.164
18.697
19.761
17.578
17.534
17.092
18.052
19.442
20.39%4
21.79%0
16.597
16.274
16.167
15.279
14.044
13.424
12.850
13.573
11.537
16.046
17.173
15.418
16.025
14.962
14.22
15.610
16.666
16.077
17.883
108.546
15.920
19.878
21.163
22.244
21.053
18.670
18.834
18.54
18.649

1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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5038
5039
5040
5041
5042
5043
5044
5045
5046
5047
5048
5049
5050
5051
5052
5053
5054
5055
5056
5057
5058
5059
5060
5061
5062
5063
5064
5065
5066
5067
5068
5069
5070
5071
5072
5073
5074
5075
5076
5077
5078
5079
5080
5081
5082
5083
5084
5085
5086
5087
5088
5089
5090
5091
5092
5093
5094
5095
5096
5097
5098
5099
5100
5101
5102
5103
5104
5105
5106
5107
5108
5109
5110
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VAL
VAL

VAL
VAL

GLN
GLN
GLN
GLN
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185
185
185
18s
18§
186
186
186
186
187
187
187
187
187
187
187
187
188
h8:1)
188
ies
188
88
lgs
189
189
189
189
189
189
189
189
pY:1
190
190
130
130
190
190
190
180
1%0
150
190
150
191
191
191
191
192
192
192
192
192
192
192
192
192
193
193
193
193
193
193
193
193
194
194
194
194
194
194
194

110.345
109.105
110.052
110.840
111.756
105.789
109.630
108.200
107.308
107.970
106.617
106.460
105.081
106.639
106.437
106.160
106.852
104.984
104.370
104.053
103.0585
105.320
103.055
102.274
102.815
101.580
101.857
100.577
100.819
98.830
102.022
100.820
101.423
99.494
98.671
928.255
97.213
95.849
94.882
97.586
96.624
95.279
94.340
$7.428
97.000
96.860
95.675
95.277
94.720
95.572
95.284
95.232
94.135
94.134
93.230
95.038
96 .465
96.325
97.637
98.862
99.814
89.159
98.225
- 99.644
99.510
98.917
100.735
101.454
101.516
102.014
100.153
102.887
103.535

59.8586
58.990
61.103
59.0235
58.206
58.914
57.782
57.319
58.138
56.017
55.519

54.729

54.079
55.676
55.033
54.674
53.763
55.015
54.332
55.333
54.728
$5.715
53.702
54.341
52.453
$1.785
50.545
45.784
48.495
47.647
48.340
51.386
50.980
51.500
51.159
52.432
53.255
53.072
53.820
54.207
54.957
54.760
55.527
50.342
50.260
49.746
48.920
48.649
49.532
47.446
47.084
45.574
44.871
43.382
42.690
42.906
47.608
48.027
47.569
48.041
46.877
45.755
45.115
45.509
49.007
49.360
49.418
50.346
51.750
52.745
52.147
45.864
49.384
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17.2358
17.335
16.425
19.536
19.510
20.328
21.213
21.045
20.839
21.105
20.958
19.642
19.577
18.454
17.100
22.143
22.590
22.649
23.774
24.%11
25.896
25.625
23.303

22,591
23.686

23.312
22.463

22.128

21.377

21.283

20.831

24.572

25.567

24.524

25.680

26.418

25.687

25.929
25.244

24.739
24.051
24.311
23.663
25.344

24.195
26.385
26.270
27.701
28.348
28.197
29.584
29.758
29.002
29,273
28.759
29.999
30.390
31.536
29.770
30.395
30.653
31.418
30.933
32.626
29.425
28.413
29.728
28.866
29.490
28.459
30.032
28.661
29.597

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1,00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

12.44
12.43
1.87
23.13
20.28
27.81
29.54
27.52
32.88
20.77
19.36
17.70
15.03
18.22
19.27
18.65
17.55
23.72
23.39
24.28
19.55
24.70
21.93
21.34
21.90
21.58
19.75
17.26
17.97
19.19
19.01
18.57
16.93
20.56
24.08
22.72
17.37
15.48
17.37
13.48
14.90
15.79
14.38
25.93
26.01
24.69
22.44
23.88
27.26
23.5%
25.60
40.14
40.52
40.71
43.60
38.58
25.41
26.78
17.36
18.57
57.60
60.77
64.88
62.88
16.75
17.78
23.683
25.97
24.85
25.88
22.12
3.4
21.86
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

5111
5112
5113
5114
5115
5116
5117
5118
5119
$120
5121
5122
5123
5124
5125
5126
5127
5128
S$12%9
5130
5131
5132
5133
5134
5138
5136
5137
5138
5139
5140
5141
5142
5143
5144
5145
5146
5147
5148
5149
5150
5151
§152
5153
5154
5185
5156
5157
5158
S159
5160
5161
5162
5163
5164
S165
S166
5167
5168
5169
5170
S171
5172
$173
5174
5175
5176
5177
5178
5179
s180
s181
5182
5183
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103.397
104.758
104.797
104.420
103.828
105.511
104.944
106.791
107.656
108.815
108.417
108.084
108.322
107.949
107.787
108.219
109.201
107.609
108.123
207.323
105.913
105.911
106.869
104.949
109.595
110.447
109.898
111.293
111.881
111.239
111.379
110.539
110.837
109.990
110.140
111.471
310.631
112.582
112.810
113.924
113.636
112.614
114.549
113.159
113.569
113.004
113.286
113.094
111.694
111.613
111.375
114.685
114.899
115.635
117.027
117.920
117.838
118.38%9
117.147
117.517
118.723
116.603
116.950
115.786
116.107
116.841
116.185
114.729
117.617
118.667
116.977
117.509
116.466

49.986
49.552
48.182
48.360
47.195
50.599
51.254
50.765
5§1.713
52.119
§3.011
52.725
54.382
54.901
53.918
51.017
50.289
51.216
50.583
50.999
50.386
48.876
48.228
48.331
50.958
50.081
52.254
52.691
52.501
53.331
54.711
52.715
55.468
53.460
54.838
54.120
54.973
54.366
55.686
5§5.613
54.633
54.717
53.688
56.792
56.546
58.023
59.215
60.467
61.088
62.208
61.607
59.223
59.698
58.685
58.660
59.10S5
58.168
58.443
$7.052
57.309
57.111
56.382
§5.051
§4.107
52.652
51.929
52.179
51.801
$5.071
S4.472
55.747
55.815
$5.300
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27.444
27.197
26.450
25.081
27.087
26.381
25.514
26.716
26.029
26.942
28.079
29.360
27.955
29.111
29.979
24.806
24.932
23.636
22.417
21.193
21.130
21.303
20.834
21.882
22.245
22.152
22.203
22.126
20.714
19.636
19.614
18.597
18.571
17.548
17.536
22.642
22.398
23.386
23.971
25.007
26.105
26.785
26.295
22.996
21.862
23.473
22.685
23.542
23.545
24.578
22.140
22.104
20.992
22.856
22.426
23.578
24.769
25.832
24.592
21.936
21.828
21.653
21.183
21.160
20.788
21.898
23.273
23.388
19.800
19.589
18.652
17.492
16.499

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

25.03
26.21
38.61
42.62
40.24
27.05
29.64
33.64
33.74
34.91
31l.41
32.04
30.06
26.78
24.99
33.60
32.26
34.73
32.06
45.57
45.91
44 .98
43.56
46.64
29.583
34.73
32.40
34.20
23.77
22.02
28.16
16.76
24.19
22.67
26.47
36.88
38.17
21.75
22.04
33.57
34.83
36.36
33.71
24.50
22.31
27.41
29.37
22.93
20.78
25.90
21.95
29.77
30.79
32.06
33.91
34.78
37.03
37.17
34.87
33.96
29.686
35.80
3s.9%2
34.30
35.84
37.7%
43.50
42.52
4.79
32.07
23.81
23.49
32.41
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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
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5187
5188
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s181
5192
5193
5194
5198
5196
5197
5198
5198
$200
5201
5202
5203
5204
5208
5206
5207
5208
5209
5210
5211
5212
5213
5214
5215
5216
5217
5218
5219
5220
5221
5222
§223
5224
5228
5226
5227
5228
5229
5230
§231
5232
$233
5234
5238
5236
5237
5238
$239
5240
5241
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5243
5244
524§
5246
5247
5248
5249
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5251
5282
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5254
5255
5256
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115.907
114.665
114.179
116.649
116.173
114.940
114.466
117.957
117.268
119.122
119.693
121.199
121.780
119.432
119.922
118.657
118.379
119.256
118.818
116.918
116.208
116.477
115.105
114.799
114.968
113.364
114.780
113.676
115.719
115.444
116.448
117.857
116.817
118.595
119.765
115.462
114.647
116.373
116.441
117.542
118.951
120.022
121.217
119.669
115.100
114.637
114.478
113.190
112.879
111.379
113.575
112.098
111.198
112.187
111.207
111.557
110.629
111.182
109.191
111.152
110.050
112.307
112.404
113.852
114.002
114.239
111.913
111.260
112.230
111.803
112.489
110.295
109.626
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§3.951
§3.844
52.613
52.784
51.550
51.474
50.262
57.230
58.211
57.323
58.608
58.588
57.499
6§8..924
$9.919
58.082
58.289
5§7.357
57.302
58.067
57.320
58.718
58.589
59.611
60.935
$9.438
57.188
56.683
56.554
55.210
54.791
54.985
54.402
54.668
53.679
54.237
§3.315
54.449
§3.584
54.038
53.899
54.254
54.253
54.533
53.611
52.504
54.787
54.922
56.399%
56.612
56.762
64,359
53.660
54.655
54.164
54.643
55.672
55.981
5§5.157
52.639
52.042
52.017
$0.569
50.123
48.647
50.405
49.997
48.958
$0.674
$0.203
51.000
50.339
49.493
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16.886
17.509
17.930
16.689
17.108
17.730
18.169
17.114
17.387
16.484
16.089
16.320
15.621
14.632
14.118
13.966
12.558
11.734
10.383
12.195
12.866
11.122
10.661
9.560
10.086
9.047
10.144
10.363
9.447
8.964
7.893
8.248
7.189
5.982
7.565
10.141
10.294
11.093
12.267
13.230
12.682
13.703
13.333
14.873
12.951
13.489
13.046
13.709
14.058
14.232
15.349
12.820
13.296
11.529
10.570
9.168
8.535
717
8.437
10.572
10.382
10.779
10.809
10.575
10.897
9.118
12.129
12.164
13.221
14.526
15.612
14.650
15.256

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1-00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

31.08
31.69
28.16
33.97
36.72
36.34
41.34
24.13
22.30
32.64
34.49
50.27
52.10
37.07
37.58
56.25
55.91
30.45
35.94
54.04
$0.30
22.26
23.61
36.04
34.85
34.41
24.20
26.99
31.43
30.59
74.76
75.48
76.89
76.12
75.79
31.09
31.04
40:.73
42.46
57.02
54.49
54.01
59.78
52.73
43.16
44.16
30.06
28.98
17.77
18.10
18.79
27.00
25.96
33.19
33.52
15.67
15.91
12.46
9.36
31.78
32.55
24.37
24.13
20.01
22.19
20.62
23.38
24.06
40.83
3s.8
28.52
37.62
37.56
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213
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216
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216
216
216
216
216
216
217
217
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218
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218
218
219
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219
219
219
219
219
219
220
220
220
220
221
221

221
222
222
222
222
222
222
222
222

109.758
108.324
107.999
107.530
106.556
107.954
107.264
107.804
107.278
107.668
106.379
107.348
106.563
108.271
108.418
109.892
110.791
112.062
112.950
114.249
107.560
107.568
106.809
105.945
105.443
104.492
106.616
106.191
104.740
104.03S
104.524
103.436
103.949
102.793
104.837
102.316
102.565
101.081
99.907
98.646
97.378
96.153
95.096
96.283
99.856
99.948
99.709
99.664
100.490
101.627
102.594
103.597
104.694
104.921
10S.566
98.221
97.976
97.269
95.868
95.495
96.246
94.316
93.6852
92.348
91.598
91.897
90.467
90.204
90.365
2Q.427
91.679
92.021
91.201
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51.408
51.658
52.998
50.535
50.029
50,142
49.091
48.970
50.049
51.210
49.676
47.738
46.829
47.596
46.326
46.059
45,922
45.124
45.778
45.057
46.274
45.277
47.341
47.362
48.776
48.730
49.674

51.073

46.447

46.498
4s.611

44.647
43.284

42.367

42.666

45.111
45.725
24.809

45.182

44.976

45.433

45.273

45.843

44.490
44.288
43.079
44.883
44.114

44.828
45.640
46.039
45.007
44.867
45.705
43.900
43.910
43.309
44.423
44.283
44.884
45.674
44.511
45.009
44.502
45.328
44.327
44.15%9
43.114
41.713
40.662
40.734
3g.e85
38.895
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14.069
14.122
13.459
13.458
14.025
12.258
11.524
10.100
9.190
9.296
8.289
12.207
11.891
13.148
13.856
14.209
12.978
13.256
14.311
14.483
15.113
15.832
15.377
16.55)
16.874
18.038
17.243
17.602
l6.369
15.361
17.372
17.392
17.887
18.217
16.828
18.311
19.352
17.914
18.687
17.850
18.528
17.644
17.928
16.571
19.913
19.792
21.091
22.330
23.39%
22.823
23.902
24.124
23.384
22.369
23.661
22.821
23.871
22.048
22.402
23.742
24.327
24.222
25.500
25.652
24.776
26.760
27.012
28.053
27.45
28.578

29.316.

30.274
30.612

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00

31.97
33.14
19.99
31.94
29.57
35.89
39.76
79.46
81.19
83.12
81.61
42.15
42.87
30.37
30.81
46.54
$4.12
57.66
61.12
62.11
28.94
30.16
44.32
41.14
15.33
12.11
12.01
10.70
39.58
40.28
36.13
37.90
59.95
59.95
59.95
39.06
38.52
32.14
32.80
28.44
28.44
28.44
28.44
28.44
32,258
36.00
14.17
13.82
43.11
43.11
43 .11
43.11
43.12
43.11
43.11
15.03
15.04
30.91
30.52
30.19
28.53
22.15
20.72
21.24
17.54
28.36
29.07
26.86
26.86
26.86
26.86
26.86
26.86
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ATOM 5330 NHZ ARG 222 93.164 40.027 30.893 1.00 26.86 B N
ATOM 5331 C ARG 222 89.899 45.529 27.482 1.00 28.12 B c
ATOM 5332 0 ARG 222 89.686 45.686 27.59% 1.00 25.89 B o
ATOM 5333 N GILN 223 90.792 46.477 27.756 1.00 34.74 B N
ATOM 5334 CA GILN 223 90.423 47.826 28.182 1.00 33.03 B c
ATOM 5335 CB GLN 223 90.700 48.0S0 29.677 1.00 36.16 B Cc
ATOM 5336 Ce GN 223 89.723 47.354 30.641 1.00 37.60 B c
ATOM 5337 Cp GLN 223 90.065 45.957 30.915 1.00 38.01 B (o]
ATOM 5338 OEl GIN 223 91.209 45.635 31.230 1l.00 38.41 B o]
ATOM  5339. NE2 GLN 223 89.075 45.080 30.811 1.00 38.45 B N
ATOM 5340 C GLN 223 91.221 48.6849 27.372 1.00 33.77 B c
ATOM 5341 O GILN 223 92.122 48.487 26.619 1.00 33.25 B [}
ATOM S342 N THR 224 50.893 50.126 27.535 1.00 56.95 B N
ATOM 5343 CA THR 224 91.572 51.197 26.820 1.00 54.83 B c
ATOM S344 CB THR 224 90.628 51.834 25.793 1.00 7.14 B [o4
ATOM 5345 OGl THR 224 $0.118 50.811 24.930 1.00 7.13 B [o]
ATOM 5346 CG2 THR 224 91.357 52.895 24.965 1.00 4.73 B C
ATOM 5347 C THR 224 92.002 52,252 27.829 1.00 51.84 B o]
ATOM 5348 0 THR 224 91.290 53.221 28.067 11.00 48.33 B 0
ATOM 5349 N MRT 225 93.175 52.061 28.415 1.00 27.08 B N
ATOM S350 CA MET 225 53.67% 52.980 29.426 1.00 27.97 B o]
ATOM 5351 CB MET 225 94.712 52.269 30.301 1.00 32.79 B c
ATOM §352 CG MET 225 94.280 50.9%04 30.804 11.00 30.22 B C
ATOM 5353 SD MET 225 92.971 50.963 31,995 1.00 37.96 B s
ATOM 5354 CE MET 225 93.153 48.343 32.760 1.00 34.54 B c
ATOM 56355 € MET 225 94.304 54.237 28.846 11.00 29.00 B (o]
ATOM 5356 Q@ MET 225 95.442 54.561 29.180 1.00 30.46 B o
ATOM 5357 N THR 226 93.871 54.953 27.8%97 1.00 32.08 B N
ATOM 5358 CA THR 226 94.102 S6.178 27.393 1.00 31.55 B C
ATOM §355 CB THR 226 93.013 56.963 26.655 1.00 28.80 B c
ATOM 5360 O0G1 THR 226 92.395 S56.132 25.665 1.00 30.82 B (o]
ATOM 5361 CG2 THR 226 93.620 58.170 25.976 1.00 26.52 B C
ATOM 5362 C THR 226 94.735 57.104 28.438 1.00 30.15 B (o4
ATOM S363 O THR 226 95.804 S57.672 28.216 11.00 24.84 B o}
ATOM S$364 N ALA 227 94.075 57.24% 29.581 1.00 17.95 B N
ATOM 5365 CA alLA 227 94.594 58.094 30.645 1.00 16.89 B C
ATCOM §366 CB ALA 227 93.655 58.069 31.829 1,00 18.36 B (o4
ATOM 5367 C ALA 227 95.975 57.633 31.076 1.00 17.58 B c
ATOM 5368 O AmA 227 96.898 58.439 31.199 1.00 18.38 B o
ATOM 5369 N LEU 228 96.111 56.331 31.307 11.00 19.16 B N
ATOM 5370 CA LEU 228 97.384 S§5.752 31.728 1.00 17.60 B C
ATOM 5371 CB LEU 228 97.206 S54.252 32.017 1.00 6.84 8 c
ATOM 5372 CG LEU 228 98.453 53.498 32.483 1.00 14.73 B C
ATOM 5373 (D1 LEU 228 99.020 54.157 .33.734 1.00 12.32 B C
ATOM 5374 CD2 LEU 228 98.097 S52.064 32,732 1.00 11.78 B C
ATOM §375 € LEU 228 98.463 55.955 30.662 1.00 16.78 B c
ATOM 5376 O LEU 228 99.608 56.321 30,971 1.00 19.76 B o
ATOM 5377 N GLY 229 96.094 55.713 29.408 1.00 21.79 B N
ATOM 5378 CA GLY 229 99.033 55.877 28.318 1,00 24.15 B (o]
ATOM 5379 € GLY 229 99.620 S7.267 28,293 1.00 26.71 B (4
ATOM 5380 O OGLY 223 100.843 S7.422 28.296 1.00 27.30 B (<}
ATOM S381 N ILE 230 98.756 58.281 28.280 1.00 20.54 B N
ATOM S§3B2 CA ILE 230 99.216 59.666 28.259 1.00 21.87 B [
ATOM 5383 CB ILE 230 98.039 60.5677 28.260 1.00 18.79 B c
ATOM 5384 (G2 ILE 230 98.595 62.080 28.034 1l.00 18.79 B c
ATOM 5385 CGl ILE 230 97.174 60.370 26.833 1.00 18.79 B c
ATOM 5386 CD1 ILE 230 95.945 61.225 26.807 1.00 18.798 B c
ATOM S387 C ILE 230 100.042 60.007 25.505 1.00 22.13 B c
ATOM 5388 O ILE 230 101.101 60.634 29.402 1.00 20.06 B o
ATOM §389 N AsSP 231 99.566 59.595 30.677 1.00 30.92 B N
ATOM S3%0 CA ASP 231 100.286 59.876 31.916 1.00 29.32 B c
ATOM 5351 CB ASP 231 $9.494¢ 59.354 33.116 1.00 27.91 B Cc
ATOM 5392 C©G AsSP 231 99.993 59.917 34.442 1.00 34.91 8 Cc
ATOM 5393 QD1 ASP 221 59.939 61.155 34.644 1.00 33.67 B Q
ATOM 539 OD2 ASP 221 100.432 59.112 35.288 1.00 38.45 B 2]
ATOM 5395 C ASP 231 101.676 59.231 31.884 1.00 30.30 B c
ATOM 53% ©0 ASP 221 102.669 S9.838 32.318 1.00 27.52 B 1+
ATOM 5397 N THR 232 101.741 $8.007 31.361 1.00 43.37 B N
ATOM S3%8 CA THR 232 102.998 57.276 31.260 1.00 42.16 B [+
ATOM S399 CB THR 232 102.768 55.830 30.801 1.00 59 .43 B [
ATOM 8400 ©0G1 THR 232 101.963 55.148 31.771 1.00 57.94 B o
ATOM S401 ©G2 THR 232 104,097 55.098 30.645 1.00 52.97 B c
ATOM 5402 C THR 232 103.939 S$7.959 30.274 1.00 42.79 B [
Kl 19 :A-74
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5411
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5413
5424
5415
5416
5417
5418
5418
5420
5421
5422
5423
5424
5425
5426
5427
5428
5429
5430
5431
5432
5433
5434
5438
5436
5437
5438
5439
5440
5441
5442
5443
5444
5445
5446
5447
5448
5449
5450
5451
5452
5483
5454
5455
5456
5457
5458
5459
5460
5461

- 5462

5463
5464
5465
5466
5467
5468
5469
5470
S472
5472
5473
S474
5475
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232
233
233
233
233
233
234
234
234
234
234
234
234
234
234
234
234
235
23s
235
235
235
238
235
235
235
236
236
236
23¢

236
236
236
236
237
237
237
237
237
238
238
238
238
238
238
238
238
238
238
238
239
239
239
239
239
239
239
240
240
240
240
240
240
240
240
240
241
241
241
241
241
242

105.153
103.383
104.202
103.373
104.752
105.862
103.967
104.361
103.146
103.377
102.536
103.103
102.668
101.650
103.258
105.406
106.556
105.009
105.914
105.128
104.888
104.027
104.119
103.715%
107.149
108.112
107.133
108.264
107.803
107.861
107.031
107.194
106.215
108 .966
110.092
108.287
108.860
107.782
2109.562
110.636
108.962
109.530
108.419
107.856
106.531
108.635
105.985
108.106
106.778
110.468
110.433
111.303
112.266
312.113
112.276
110.745
113.660
113.930
114.531
115.890
116.748
118.007
118.6324
117.904
119.883
116.585
117.323
116.234
116.784
116.331
116.387
117.093
115.289
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58.050
58.427
59,116
5§9.472
60.385
60.834
60.947
62.165
62.842
64.312
64.816
64.432
63.418
62.682
63.138
61.904
62.316
61.196
60.939
60.356
58.857
58.450
56.955
56.073
60.078
60.118
§9.313
58.454
56.992
56.249
54.965
54.118
54.797
58.840
59.336
58.617
58.901
58.831
60.233
60.344
61.242
62.580
63.620
63.854
63.532
64.429
63.780
64.682
64.359
62.908
64.012
61.951
€2.182
6€1.150
59.840
61.242
62.084
61.177
§3.030
§3.085
64.003
64.483
65.654
66.627
€5.605
61.712
61.444
60.839
59.491
58,783
58.678
§7.751
59.024
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30.509
29.161
28.178
26.961
28.836
28.532
28.751
30.431
31.077
31.390
32.561
33.852
34.592
34.172
35.744
31.498
31.368
32.547
33.660
34.848
34.6831
36.030
36.346
35.205
33.375
34.130
32.29%0
31.964
31.884
33.216
33.245
12.342
34.184
30.670
30.684
29.552
28.248
27.180
28.187
27.589
28.810
28.795
28.752
27.381
27.101
26.380
25.841
25.124
24.850
29.943
30.479
30.325
31.391
32,520
31.989
33.153
30.770
29.980
31.217
30.580
31.444
30.758
31.479
31.774
31.746
30.465
29.530
31.425
31.446
32.723
30.212
29.823
29.5398

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

42.96
22.02
24.67
49 .88
26.98
28.89
50.27
5§3.37
50.29
50.29
50.29
50.29
50.29
50.29
50.29%
55.50
55.55
27.28
27.23
39.45
40.60
40.42
41.22
41.98
27.37
27.71
28.33
29.95
47.54
50.31
52.79
52.88
$2.63
28.50
29.93
22.73
20.20
41.37
18.04
17.46
29.87
29.00
35.30
34.33
35.56
31.93
33.3¢6
38.24
39.66
30.85
30.95
29.27
33.21
23.55
21.51
26 .46
33.47
33.97
17.24
17.49
74.12
78.76
81.67
81.77
81.74
18.84
20.05
54.75
55.60
26.00
$5.07
56.53
25.17
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5500
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5510
SS811
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5513
5514
5525
5516
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$819
5520
5521
5522
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5524
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248
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248
248
249
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249
249
249
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250
250
250
250
250
250
250
28
2B1
251

114.805
113.337
113.136
111.684
111.525
111.348
111.307
111.187
115.039
114.450
115.919
116.226
115.497
115.454
114.913
114.209
113.253
115.262
115.867
115.491
116.482
116.690
117.460
117.553
116.229
115.999
117.016
114.756
116.101
114.975
117.051
116.830
118.096
117.975
119.295
119.896
119.288
118.047
115.923
116.415
117.082
115.311
114.825
114.381
114.531
113.836
113.357
114.012
113.364
115.499
111.855
111.343
111.147
109.698
109.115
107.594
107.103
105.634
105.067
109.244
109.7%0
108.238
107.706
107.603
108.970
108.918
108,389
108.578
106.35%
105.380
106.320
105.121
105.403

58.305
§7.917
56.644
$6.188
54.733
54,055
54.695
52.738
59.088
58.796
60.079
60.863
6€2.187
62.774
62.665
63.941
64.074
65.033
65.266
65.690
66.760
67.163
66.126
66.517
66.560
66.826
€7.074
66.834
67.986
68.480
€8.476
69.640
69.982
71.269
71.647
70.525
69.828

70.232.

66.825
70.871
71.246
71.489
72.705
72.609
73.560
71.462
71.266
70.043
69.765
70.287
71.056
70.403
71.607
71.464
72.122
72.204
72.892
72.579
73.292
69.998
69.112
69.755
68.419
68.247
68.151
68.429
§7.256
67.474
68.263
68.931
67.372
67.115
€7.373
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28.417
28.570
29.392
29.334
29.424
30.557
31.721
30.526
27.120
26.076
27.194
26.014
25.893
24.810
26.986
26.939
28.124
26.984
28.021
25.854
25.768
24.309
23.503
22.054
21.457
20.17%
19.370
18.708
26.585
26.496
27.376
28.229
29.012
29.811
30.449
31.165
32.123
32.491
32.717
27.448
26.489
27.868
27.233
25.787
25.018
25.407
24.049
23.407
22.056
23.266
24.094
25.005
23.115
23.086
2).832
21.869
23.155
23.450
24.636
23.173
22.505
24.009
24.208
25.710
26.374
27.872
28.606
30.157
23.506
23.842
22.519
21.730
20.248

1.00
1.00
1.00
1.00
1.00
1.00
1.00

‘'1.00

1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

24.91
45.62
45.82
46.68
47.88
47.08
46.13
49.10
26.11
29.12
41.48
39.63
37.91
37.53
32.61
30.61

2.29
32.49
31.85
46.10
46.93
24.44
26.91
27.12
21.54
21.36
20.56
18.65
45.30
a1.41
48.54
51.33
83.48
868.84
94.76
97.67

100.78

100.47

101.S6
49.15
51.78
46.59
49.17
49.24
§2.20
57.57
55.58
22.85
20.50
24.62
58.60
62.65
37.34
38.25
57.29
62.81
63.88
66.24
€9.06
36.91
36.73
33.42
33.07

46.37
44.97
46.52
45.68
47.50
32.42
32.10
37.83
37.74
28.71
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ATOM 5549 CGl VAL 251 104.180 67.017 19.410 1.00 26 .86 B c
ATOM S§550 CG2 VAL 251 105.819 68.822 20.057 1.00 29.92 B c
ATOM 5551 C vaL 251 104.591 65.689 21.866 1.00 35.22 B c
ATOM §s552 O VAL 251 105.339 64.718 21.714 1.00 32.22 B [}
ATOM 5583 N MET 252 103.289 65.572 22.122 1.00 42 .57 B N
ATOM 5554 CA MET 252 102.651 64.269 22.275 1.00 43.55 B c
ATOM 5555 CB MET 252 102.013 64.160 23,660 1.00 27.32 B C
ATOM 5556 CG MET 252 101.440 62.787 23,998 1.00 26.01 B C
ATOM 5557 SD MET 252 100.740 62.725 25.675 1l.00 30.06 B s
ATOM 5558 CE MET 252 102.222 63.011 26.691 1.00 21.37 B c
ATOM 5559 C MET 252 101.583 64.060 21.217 11.00 42.57 B (o
ATOM 5560 O MET 252 100.761 64.937 20.982 1.00 44 .94 B o
ATOM S561 N VAL 253 101.604 62.900 20.573 1.00 21,89 B N
ATOM 5562 CA VAL 253 100.607 62.580 19.558 1.00 23.04 B c
ATOM S563 CB VAL 253 101.267 62.281 18.187 1.00 9.79 B [
ATOM S564 CG1 VAL 253 100.191 61.800 217.168 1.00 11.22 B c
ATOM 5565 CG2 VAL 253 102.044 63.450 17.70) 1.00 9.43 B C
ATOM 5566 ¢ VAL 253 55.82% 61.353 20.015 1.00 22.861 B c
ATOM S567 O VAL 253 100.383 60.276 20.161 11.00 21.05 B o
ATOM 5568 N ILE 254 98.522 61.526 20.252 1.00 29.50 B R
ATOM 5569 CA ILE 254 97.692 60.403 20.701 1.00 26.40 B [
ATOM 5570 CB ILE 254 96.820 60.777 21.925 1.00 25.01 B c
ATOM 5571 CG2 ILE 254 96.017 59.564 22.36% 11.00 21.48 B c
ATOM 6572 CGl ILE 254 97.697 61.25¢ 23.089 1.00 23.59 B C
ATOM 5573 CDl1 ILE 254 98.231 62.661 22.921 1.00 23.22 B c
ATOM 5574 C ILE 254 96.757 59.905 19.611 1.00 24.49 B (o
ATOM 5575 O ILE 254 96.263 60.692 18.876 1.00 26.36 B o
ATOM S576 N VAL 255 96.628 S58.5B7 19.516 1.00 26.63 B N
ATOM 5577 CA VAL 255 95.758 57.581 18.521 1.00 25.37 B c
ATOM 5578 CB VAL 255 96.553 57.259 17.428 1.00 15.78 B c
ATOM 5579 CGl1 VAL 255 95.672 57.064 16.198 1.00 14.23 B c
ATOM 5580 CG2 VAL 255 97.805 S58.036 17.089 1.00 16.42 B c
ATOM 5581 C VAL 255 94.907 56.947 19.221 1.00 23.12 B C
ATOM 5582 O VAL 255 95,444 56.089 19.916 1.00 25.12 8 o
ATOM 5583 N  THR 256 93.591 57.012 19.03 1.00 8.41 B N
ATOM 5584 CA THR 256 92.7098 56.052 19.689 1.00 8.83 B C
ATOM S585 CB THR 256 92,529 56.416 21.189 1l.00 19.33 B Cc
ATOM §586 OGl THR 256 91.459 55.645 21.755 1.00 15.37 B o
ATOM 5587 CG2 THR 256 92.255 §57.908 21.344 1l.00 18.18 B (o
ATOM S588 C THR 256 91.353 55.955 18.992 1.00 12.31 B c
ATOM 5589 O THR 256 90.941 56.881 18.308 1.00 8.47 B o]
ATOM 5590 N  ASP 257 90.673 54.824 19.162 1.00 17.26 B N
ATOM 5591 CA ASP 257 89.375 54.601 18.530 1.00 17.64 B c
ATOM 5592 CB ASP 257 89,491 53.474 17.481 1.00 29.20 B [
ATOM 5593 CG ASP 257 89.534 52.074 18.122 1.00 34 .56 B c
ATOM 5594 ODl1 ASP 257 89.894 51.957 19.313 1.00 35.03 B ]
ATOM 5595 OD2 ASP 257 89.220 51.084 17.421 1.00 39.83 B [}
ATOM 5596 C ASP 257 88,267 54.259 19.535 1.00 14.23 B C
ATOM 5597 O  ASP 257 87.243 53.660 19.169 1.00 13.47 B [}
ATOM 5598 N GLY 258 88.462 54.634 20.798 11.00 26.33 B N
ATOM s5939 CA GLY 258 87.450 54.331 21.793 1.00 28.75 B [
ATOM 5600 C GLY 258 87.546 $5.109 23.088 1.00 32.57 B Cc
ATOM 5601 O GLY 258 B8.615 55.601 23.476 1.00 2B.29 B (]
ATOM 5602 N GLU 259 B6.404 S55.231 23,755 1.00 39.52 B N
ATOM S603 CA GLU 259 86.335 55.931 25.025 1.00 41..40 B o
ATOM 5604 CB GLU 259 84.905 55.925 25.555 1.00 36.52 B c
ATOM 5605 CG GLU 259 83,950 56.783 24.74% 1.00 44.30 B 4
ATOM 5606 CD GLU 259 82.509 56.415 24.994 1.00 48.11 B C
ATOM 5607 OEl GLU 259 81.625 57.175 24.546 1.00 54.86 B [«
ATOM 5608 OE2 GLU 259 82,262 55.360 25.626 11.00 48.13 B o
ATOM S609 C GLU 259 87.240 55.210 26.003 11.00 40.326 B [
ATOM S610 O GLU 259 87.125 53.999 26.1%4 1.00 37.43 B o
ATOM 5611 N SER 260 88.155 55.953 26.610 1.00 34.06 B N
ATOM S$612 CA SER 260 89.067 55.369 27.576 1.00 37.22 B c
ATOM S613 CB BER 260 50.041 S56.432 28.083 11.00 50.00 B c
ATOM 5614 OG SER 260 89.341 57.516 28.666 1.00 50.52 B +]
ATOM S615 C BSBER 260 88.261 54.814 268.740 1.00 37.12 B (o]
ATOM S616 O BER 260 87.177 S55.300 29.043 1.00 33.18 B (o]
ATOM §617 N HIS 261 88.781 S3.787 29.3%92 1.00 36.47 B L
ATOM 56183 CA HIS 261 #8.004 53.212 30.527 1.00 40.82 B [
ATOM S619 CB HRIS a6l 88.509 51.755 30.728 1.00 21.13 B c
ATOM S620 CG HI$ 261 87.908 S0.809 29.732 1.00 24.32 B [+
ATOM 5621 CD2 HYIS 261 88.345 50.398 28.519 1.00 23.44 B [
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86.688
86.400
87.390
88.394
87.711
89.425
89.825
51.343
92.124
91.724
93.162
89.418
20.221
88.171
87.646
86.123
85.660
85.981
84.893
87.948
88.360
87.732
87.925
87.914
86.626
86.284
85.074
85.723
64.509
84.150
82.987
89.156
89.047
90.331
91.544
92.610
93.182
94.501
95.183
96.506
97.281
97.059
92.147
93.311
91.360
91.855
90.885
91.357
92.760
90.347
91.989
92.861
91.107
91.097
89.927
89.719
808.623
88.211
87.044
92.417
93.126
92.736
93.568
94.058
93.032
93.203
92.487
94.158
95.203
96.044
95.308
96.457
96.321

50.197
49.448
49.554
§4.048
$3.940
54.880
55.758
55.676
55.281
55.659
54.600
57.218
58.134
57.424
58.765
§8.734
57.631
57.626
56.686
59.670
60.822
59.122
59.837
58.853
56.083
§7.171
56.490
58.292
57.615
$6.717
56.052
60.710
61.935
60.098
60.892
60.127
§8.875
58.614
57.456
57.348
568.334
56.256
61.423
61.833
61.433
61.947
61.580
61.919
61.369
61.344
63.466
64.093
64.041
65.473
65.807
67.279
67.863
69.242
69.788
65.835
66.738
65.115
65.338
64.324
64.387
63.286
63.236
62.392
65.210
66.108
64.085
63.832
62.467

29.925
28.876
28.009
31.761
32.779
31.657
32.753
32.985
31.733
30.611
31.875
32.507
32.700
32.085
31.813
31.630
30.707
29.519
31.249
32.998
32.841
34.187
35.432
36.590
36.660
35.663
35.698
37.699

37.744-

36.741
36.783

35.512

35.549

35.527
35.641

36.427

35.77%
36.400
35.851
35.784

36.227
35.280

34.347

34.319
33.278
32.007
30.806
29.480
29.232
28.500
32,139
31.541
32.945
33.206
34.136
34.432
33.558
34.049
33.293
33.0882
33.440
34.956
35.709
36.841
37.906
36.941
39.939
38.702
34.824
34.788
34.114
33.256
32.516
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1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

25.81
25.88
23.1%
41.88
39.10
49.36
54.33
33.92
33.92
33.92
33.92
54.38
54.24
68.10
69.27
82.52
86.89
88.39
B1.39
69.91
68.81
59.82
$7.67
108.49
108.49
108.49
108.48
108.49
108.49
108.49
108.49
56.32
53.45
41.74
40.64
$8.89
59.34
61.17
66.56
66.73
71.36
70.70
39.89
41.20
45.12
46.6%
30.69
29.90
32.24
26.36
49.51
49.39
50.12
§2.43
99.33
98.33
95.33
99.33
99.33
51.92
51.44
36.69
35.66
127.62
127.62
127.681
127.61
127.61
31.41
32.59
29.89%
27.64
26.10
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ATOM 5695 CGl1 VAL 269 97.551 62.215 31.663 1.00 21.75 B o4
ATOM 5696 CG2 VAL 269 96.161 61.338 33.520 1.00 23.96 B C
ATOM 5697 C VAL 269 96.683 64.956 32.246 1.00 27.23 B C
ATOM 5698 O VAL 269 97.784 65.502 32.174 1l1.00 30.07 B o]
ATOM 5699 N ILE 270 95.658 65.306 31.471 1.00 16.50 B N
ATOM §700 CA ILB 270 95.797 66.379 30.487 1.00 17.12 B (o]
ATOM §701 CB ILE 270 92.459 66.696 29.777 1.00 35.19 B [ad
ATOM 5702 CG2 ILE 270 94.594 67.973 28.937 1.00 29.81 B (o
ATOM 5703 CGl1 ILE 270 54.060 65.520 28.885 1.00 32.75 B C
ATOM 5704 CD1 ILE 270 95.062 65,231 27.778 1.00 33.87 B c
ATOM 8705 C ILE 270 96.27%5 67.631 31.210 1.00 20.99 B o4
ATOM 5706 O ILE 270 97.060 68.413 30.670 1.00 19,77 B o)
ATOM 5707 W GIN 271 95.802 67.796 32.444 1.00 57.08 B N
ATOM 5708 CA GILN 271 96.169 68.935 33.269 1.00 §9.11 B (o4
ATOM §709 CB GIN 271 95.440 68.865 34.610 1l.00 85.78 B Cc
ATOM 5710 CG GLN 271 95.825 70.134 35.439 1.00 87.68 B C
ATOM s711 Cb GLN 271 94.967 71.338 34.708 1.00 90.18 B C
ATOM 5712 OEl GIN 271 95.614 71.898 33.822 1.00 850.52 B (o]
ATCOM 5713 NE2 GILN 271 93.752 71.735 35.065 1.00 891.75 B N
ATOM 5714 C GLN 271 97.673 68.932 33.495 1.00 61.57 B C
ATOM 5718 © GLN 271 98.359 6£9.896 33.172 1.00 64 .26 B 0
ATOM 5716 N ASP 272 98.184 67.837 34.042 1.00 39.03 B N
ATOM §717 CA ASP 272 99.612 67.716 34.304 1.00 40.31 B Cc
ATOM 5718 CB ASP 272 99.922 66.338 34.85%0 1.00 54.12 B C
ATOM 5719 CG ASP 272 99,275 66.122 36.255 1.00 §5.74 8 C
ATOM 5720 0Dl ASP 272 99.087 64.949 36.647 1.00 £7.81 B (o]
ATOM §721 0OD2 ASP 272 98.961 67.123 36.939 1.00 62.00 B (s}
ATOM §722 C ASP 272 100.420 67.937 33.033 1.00 41.11 B c
ATOM 5723 © ASP 272 101.550 68.418 33.083 1.00 38.56 B (o]
ATOM 5724 N CYSs 273 99.843 6£7.587 31.B91 1.00 49.56 B N
ATOM 5725 CA CY¥S 273 100.538 67.776 30.629 1.00 47.99 B (a4
ATOM 5726 CR CYS 273 99.824 67.028 29.503 1.00 39.07 B (o]
ATOM 5727 SG CYS 273 100.050 65.235 295.538 1.00 37.17 B s
ATOM 5728 C CYS 273 100.628 £5.257 30.291 1.00 48.36 B c
ATOM §729 O CYS 273 101.602 69.695 29.686 1.00 42.67 B o
ATOM 5730 N GLU 274 99.609 70.022 30.682 1.00 40.12 B N
ATOM §731 CA GLU 274 99.584 T71.467 30.425 1.00 42.92 B C
ATOM 5732 CB GLU 274 98.187 72.085 30.703 1.00 40.77 B C
ATOM 5733 CG GLU 274 97.285 72.151 29.470 1.00 45.89 B C
ATOM S734 CD GLU 274 97.830 73.108 28.405 1.00 51.00 B (o4
ATOM 5735 OEl1 GLU 274 97.269 73.1858 27.284 1.00 52.87 B [¢]
ATOM 5736 OE2 GLU 274 98.816 73.818 28.691 11.00 55.56 B (o]
ATOM $737 C GLU 274 100.615 72.172 31.293 1.00 45.34 B Cc
ATOM §738 0 'GLU 274 101.309 73.081 230.842 1.00 47.54 B [¢]
ATOM $739 N ASP 278 100.711 71.735 32.542 1.00 77.40 B N
ATOM 5740 CA ASP 278 101.656 72.302 33.495 1.00 76.14 B C
ATOM §741 CB ASP 278 101.456 71.665 34.871 1.00 72.98 B (o
ATOM 5742 CG ASP 278 100,070 71.900 35.432 1.00 74.25 B C
ATOM 5743 0Dl ASP 275 99.160 72.258B 34.656 1.00 27.9% B [o]
ATOM §744 0D2 ASP 275 99.887 71.712 36.652 1.00 75.9) B o]
ATOM 5745 C ASP 278 103.093 72.050 33.046 1.00 75.13 B C
ATOM §746 O ASP 275 104.021 72.707 33.512 1.00 70.68 B ]
ATOM 8747 N GLU 276 103.275 71.091 32,246 1.00 44 .46 B N
ATOM 5748 CA GLU 276 104.606 70.757 31.668 1.00 44.11 B C
ATOM 5749 CB GLU 276 104.846 69.258 31.847 1.00 54.99 B C
ATOM 8750 CG GLU 276 104 .556 68.799 233.266 1.00 $4.86 8 C
ATOM §751 CD GLU 276 105.018 67.383 33.547 1.00 §5.96 B [
ATOM $752 OBl GLU 276 104.861 66.934 34.705 1.00 56.67 B [o]
ATOM §753 O©OB2 GLU 276 105.538 66.724 32.616 1.00 52.90 B 0
ATOM 8754 C GLU 276 104.843 71.175 30.222 1.00 42.94 B [o4
ATOM 5785 O GLU 276 105.823 70.759 29.597 1.00 44.0S B [o]
ATOM §756 N ASN 277 2103.938 71.997 29.700 1.00 43.81 B N
ATOM 5757 CA ASN 277 104.043 72.505 28,338 1.00 43.78 B c
ATOM §758 CB ASN anm 105.229 73.464 28.233 1.00 55.27 B [od
ATOM 5759 €G ASN 277 105.219 74.514 29.311 1.00 60.19 B o4
ATOM 5760 OD1 ASN anm 104.288 75.315 29.403 1.00 60.01 B 0
ATOM §761 ND2 ASN 277 106.256 74.518 30.145 1.00 59.15 B N
ATOM §762 C ASN 277 104.188 71.428 27.261 1.00 40.13 B [ o4
ATOM 5763 O ASN 277 105.083 71.515 26.416 1.00 41.11 B [¢]
ATOM §76¢ N ILR 278 203.309 70.427 27.278 1.00 17.87 B N
ATOM §765 CA ILR 278 103.366 69.361 26.289 1.00 18.32 B [+
ATOM 5766 CB 1ILE 278 103.210 67.975 26.928 1.00 22.06 B (o4
ATOM $767 ©OG2 ILE 278 103.120 66.857 25.854¢ 1.00 23.45 B C
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5768
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5771
5772
§773
5774
5775
5776
§777
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5780
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5790
5791
5792
5793
5794
5795
5796
$787
5798
5799
5800
5801
5802
5803
5804
5805
5806
S807
5808
5809
5810
s81l
5812
§813
5814
S81§
5816
5817
5818
5819
5820
5821
5822
5823
5824
5825
5826
5827
5628
5829
5830
5831
s832
5833
S034
5835
S83¢
S837
5038
5839
56840
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278

281

104.172
103.941
102.316
101.132
102.749
101.831
102.579
103.187
102.173
101.233
102.352
101.175
101.861
99.851
99.138
98.276
99.036
98.068
97.070
97.288
98.483
96.307
98.264
97.406
98.501
97.713
98.59%4
99.324
100.438
98.887
101.11)
99.554
100.5669
97.025
97.677
95.704
94.962
93.973
93.036
94.231
93.909
93.986
93.288
94.245
93.501
95.377
96.630
92.278
92.574
91.078
90.050
88.903
89.542
89.045
89.691
89.205
89.960
89.210
91.380
92.342
87.745
87.466
86.820
85.399
84.61S
85.105
84.212
85.249
84.774
83.552
85.609
85.115
84.053
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67.675
66.373
69.579
69.378
69.994
70.198
70,633
71.998
73.043
73.328
73.618
68.864
67.859
68.848
67.608
67.271
67.225
§7.012
68.07S
€9.298
69.627
70.192
67.579
68.437
66.582
66.392
66.335
67.604
67.950
68.469
€69.136

69.665

69.999
65.060
64.053
65.061
63.835
63.973
64.997
63.507
64.389
62.224
61.779
61.14¢6
60.806
62.118
61.446
60.748
59.886
60.836
59.896
60.627
$9.107
59.681
57.788
56.922
55.564
54.57¢6
55.738
56.334
56.678
56.108
57.112
$6.937
58.129
59.512
60.536
§9.899
55.645
55.458
54.752
53.502
$2.745
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27.987
28.707
25.213
25.463
24.024
22.908
21.652
21.752
22.158
21.410
23.345
22.640
22.467
22.595
22.363
23.575
24.874
26.018
26.073
26.557
27.041
26.554
21.111
20.912
20.266
19.066
17.826
17,885
18.308
16.551
18.070
16.301
17.064
19.266
19.509
19.202
19.374
20.528
20.286
18.093
17.306
17.881
16.693
15.697
14.425
15.383
14.894
17.227
17.547
16.584
16.955
17.622
15.759
14.792
15.826
14.772
14.741
13.862
14.204
15.179
15.148
16.201
14.297
14.581
14.039
14.456
13.961
15.963
14.044
14.122
13.520
12.967
13.760

1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

15.51
21.79
18.92
19.26
49.21
48.81
63.04
68.82
72.74
66.98
72.33
46.68
43.60
28.30
29.82
38.67
37.30
36.97
34.02
37.93
40.85
42.87
29.48
29.21
.7
33.70
18.70
21.73
25.58
23.46
25.64
21.19
22.62
34.41
36.78
16.00
17.85
14.79
11.34
19.73
23.59
19.27
17.19
9.92
10.73
6.39
9.95
16.26
16.12
18.66
18.68
45.12
16.81
15.47
23.61
17.81
12.20
7.02
7.53
8.67
21.13
22.87
18.22
18.70
27.86
30.68
33.24
32.35
19.18
19.99
37.37
36.15
33.73
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ATOM 5841 O GLY 287 82.899 52.681 13.367 1.00 37.83 B (o]
ATOM 5842 N HIS 288 84.464 52.162 14,878 1.00 34.79 B N
ATOM 5843 CA HIS 288 83.563 51.376 15.700 1,00 32.75 B c
ATOM 5844 CB HIS 288 84.272 51.016 16.%996 1.00 68.63 B (o4
ATOM 5845 CG HIS 288 85.486 50.181 16.763 1.00 70.54 B Cc
ATOM 5846 CD2 HIS 288 85.781 48.912 17.123 1.00 66.91 B C
ATOM 5847 ND1 HIS 288 86.520 50.600 15.955 1.00 65.20 B N
ATOM 5848 CEl HIS 288 87.397 49,623 15.821 1.00 65.56 B Cc
ATOM 5849 NE2 HIS 288 86.972 48.586 16.519 1.00 64 .05 B N
ATOM 850 C HIS 288 82,214 52.006 15.968 1.00 30.23 B C
ATOM $851 © HIS 288 81,180 51.398 15.711 1.00 29.80 B ¢]
ATOM 5852 N TYR 289 82,219 53,233 16.461 1.00 26.68 B N
ATOM 5853 CA TYR 289 80.982 53.912 16.754 1.00 27.59 B C
ATOM §854 CB TYR 289 81,287 55.288 17.309 1.00 20.91 B C
ATOM 5855 CG TYR 289 B1l.803 55.203 18.717 1.00 23.71 B C
ATOM 5856 CD1 TYR 289 83.163 55.293 18.997 1.00 24.30 B C
ATOM 5857 CE1 TYR 289 83,633 85.127 20.281 1.00 27.49 B (4
ATOM 5858 CD2 TYR 289 80,928 54,947 '19.764 1.00 26.60 B C
ATOM 56859 CE2 TYR 289 81.381 54.776 21.047 1.00 21.41 B C
ATOM 5860 CZ TYR 289 82.733 54.866 21.303 1.00 23.14 B (o4
ATOM 5861 OH TYR 289 83.166 S54.686 22.597 1.00 27.79 B (o]
ATOM 5862 C TYR 289 80.039 54.015 15.572 1.00 29.36 B (o4
ATOM 5863 O TYR 289 78.849 53.720 15.692 1.00 28.55 B (o]
ATOM 5864 W ASN 280 B0.551 54.414 14.419 1.00 30.33 B N
ATOM 5865 CA ASN 290 79.681 S4.538 13.264 1.00 29.82 B Cc
ATOM 5866 CB ASN 290 B80.390 55.290 12.141 1.00 19.88 B Cc
ATOM 5867 CG ASN 290 80.582 56.750 12.466 1.00 23.08 B c
ATOM 5868 OD1 ASN 290 79.681 57.395 13.005 1.00 24.51 B L¢]
ATOM §86%2 ND2 ASN 250 B81.748 57.286 12.133 1.00 26.61 B N
ATOM 5870 C ASN 250 79.142 53.214 12.746 1.00 28.65 B C
ATOM S871 O ASN 290 78.008 53.153 12.264 11.00 35.25 B (¢}
ATOM 872 N ARG 291 79.944 52,155 12.842 1.00 46.80 B N
ATOM 5873 CA ARG 291 79.513 S0.850 12.362 1.00 46.11 B (o4
ATOM 5874 CB ARG 281 B0.694 49.867 12.337 1.00 45.84 B [ og
ATOM 5875 CG ARG 291 81.661 S0.063 11,152 1.00 50.80 B Cc
ATOM 5876 Cp ARG 291 82.722 48.943 11.054 1.00 54.88 B c
ATOM 5877 NE ARG 291 83.916 49.157 11.883 1.00 47.06 B N
ATOM 5878 CZ ARG 291 84.884 50.030 111.603 11.00 56.55 B e
ATOM 5879 NH1 ARG 291 84.813 S50.787 10.515 1.00 55.39 B N
ATOM 5880 NH2 ARG 291 85.936 50.131 12.401 1.00 53.31 B N
ATOM 5881 C ARG 291 78.367 50.296 13.207 1.00 43.91 B C
ATOM s882 O ARG 291 77.338 49.876 12.676 1.00 47.17 B (o]
ATOM 5883 N GLY 292 78.531 50.306 14.523 1.00 18.83 B N
ATOM 5884 CA GLY 292 77.476 49.795 15.374 1.00 19.08 B (o]
ATOM 5885 C GLY 292 76.427 50.857 15.628 1.00 26.45 B C
ATOM 5886 O GLY 292 75.874 S50.947 16.722 1.00 32.58 B (o]
ATOM 5887 N ASN 293 76.151 51.664 14.610 1.00 32.56 B N
ATOM 5888 CA ASN 283 78.177 52.740 14.724 1.00 34.89 B [+
ATOM 5889 CB ASN 293 73.785 52.239 14.33% 1.00 18.98 B Log
ATOM 5890 CG ASN 293 73.623 52.066 12.846 1.00 25.56 B c
ATOM 5891 OD1 ASN 293 74.249 52.776 12.063 1.00 27.19 B o]
ATOM 5892 ND2 ASN 293 72.767 51.132 12.440 1.00 26.33 B N
ATOM 5893 C ASN 293 75.116 $3.389% 16.111 1.00 36.22 B c
ATOM 5894 O ASN 293 74.054 S53.448 16.722 1.00 31.70 B 0
ATOM 5855 N LEU 294 76.247 53.875 16.614 - 1.00 40.17 B N
ATOM 5896 CA LEU 294 76.260 S54.525 17.821 1.00 39.32 B (o4
ATOM §897 CB LEU 294 77.141 53.737 16,%01 1.00 27.66 B c
ATOM S898 CG LEU 294 76.633 52.343 19.291 1.00 26.48 B [
ATOM $899 CD1 LEU 294 77.463 51.781 20.440 1.00 27.02 B (o]
ATOM 5900 CD2 LEU 294 75.175 52.437 15.714 1.00 27.3% B c
ATOM §901 C LEU 294 76.730 S5.985 17.823 1.00 41.69 B c
ATOM §902 O LEU 294 77.879 56.314 16.984 1.00 40.38 B (o]
ATOM 5503 N SER 295 76.158 56.860 18.656 1.00 29.47 B N
ATOM 5904 CA SER 295 76.534 58.272 18.644 1.00 29.33 B c
ATOM 590S CB SER 295 75.802 59.063 19.740 1.00 35.11 B C
ATOM S%0€ OG SER 295 76.336 60.371 19:89¢ 1.00 41.7% B (o]
ATOM 5907 C SER 298 78.022 S8.329 18.890 1.00 25.45 B c
ATOM 5508 O SER 285 78.583 57.444 19.833 1.00 22.32 B [»]
ATOM 09 N THR 296 78.661 59.379 18.401 1.00 28.08 B N
ATOM 5910 CA THR 296 80.096 59.500 118.55% 1.00 28.0% B c
ATOM §S11 CB THR 296 80.786 59.452 17.191 1.00 44.94 B C
ATOM §912 OG1 THR 296 80.305 60.534 16.383 1.00 50.00 B (]
ATOM 5913 ©G2 THR 296 80.485 58.150 16.487 1.00 44.81 B o]
& 19 :A-81
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ATOM
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM

ATOM

5914
5915
$916
5917
5918
5919
5920
5921
5922
5923
5924
§925
5926
5927
5928
5929
5930
5931
5932
5933
5934
5935
5936
5937
5938
5939
5840
5941
5942
5943
5944
5945
5946
5947
5548
5349
5950
5951
5952
5953
5954
5955
5956
5957
5958
5959
5960
5961
5962
5963
5964
$965
5966
5967
5968
5969
5970
5971
5972
5973
5974
$575
5976
5977
§978
5979
5980
§981
5982
5983
5984
S$98S
5986
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GLU
GLU
GLU
GLU
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GLU
LYS
LYs
LYS
LYS
LYS
LYS
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LYS
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80.519
B1.695
79.581
79.970
78.781
77.782
77.036
76.160
77.333
80.639
81.71S
80.029
B80.622
79.837
80.199
79.201
77.717
77.676
82.087
82.939
82.371
83.729
83.701
85.065
86.020
85.396
87.284
86.667
87.603
B84.562
85.625
84.077
84.792
83.954
84.616
83.813
B5.142
86.209
84.248
84.520
83.255
83.426
84.115
83.669
85.102
85.634
86.495
85.628
86.663
86.420
87.438
87.100
86.051
87.875
88.046
88.964
88.188
89.479
89.470
50.865
88.932
89.501
89.922
91.097
88.989
89.321
80.087
87.578

60.792
60.971

61.705

62.978
63,943
63.695
64.960
64.911
66.010
62.849
63.406
62.104
61.942
60.916
60,902
60.085
60.625
62.075
61.518
61.933
€0.699
60.226
5§5.054
§8.571
58.237
58.435
$7.776
57.970
57.643
61.361
61.702
61.946
63.050
63.701
64.579
62.731
64.119
64.715
64.359
65.377
65.707
66.851
68.077
68.566
68.555
64.925
65.723
63.642
63.091
61.596
60.934
$9.4086
59.237
$8.59%4
63.302
63.720
63.031
63.175
62.431
62.406
61.003
60.262
64.625
64.955
65.4085
66.881
6€7.695
67.48¢
68.498
68.312
69.323
67.48S
68.240
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19.227
19.538
19.451
20.038
20.111
21.213
21.569
22.455
20.964
21.399
21.612
22.315
23.636
24.443
25.910
26.727
26.578
26.908
23.514
24.310
22.505
22.244
21.263
20.851
21.806
19.505
21.422
19.11%
20.078
21.662
22.183
20.576
19.944
18.822
18.363
17.646
20.966
20.906
21.914
22.91S
23.706
24.703
24.108
23.046
24.713
23.847
24.239
24.1%0
25.060
25.293
26.207
26.491
27.118
26.084
24.456
25.150
23.189
22.472
21.112
20.518
21,306
22.515
22.242
22.415
21.847
21.62¢4
21.239
19.837
19.826
18.122
17.799
22.8906
22.871

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

29.07
27.88
50.64
54.10
93.12
100.15
101.40
104.84
102.89
52.14
51.64
35.40
35.40
37.32
46.03
47.75
51.57
55.89
33.00
33.88
29.00
27.24
39.18
31.58
28.04
29.32
27.45
23.73
22.24
27.59
23.40
13.78
18.73
24.12
27.69
28.13
17.37
17.87
33.19
33.88
133.48
135.76
141.57
141.312
143 .84
32.42
30.50
18.71
la.52
49.27
49.02
45.95
45.93
50.37
21.59
20.85
30.73
30.78
21.11
16.29
8.1
15.17
32.81
35.30
41.13
41.93
34.22
40.90
42.42
45.16
47.34
38.02
42.10
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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
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6052
6083
6054
605S
6056
60587
60s8
6059
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LYs
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HIS
HIS
HIS
CD2 HIS
ND1 HIS
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89.322
89.788
88.872
89.039
91.223
91.935
91.652
93.005
93.12¢9
94.584
92.479
92.459
93.966
95.146
93.445
94.247
93.538
94.526
93.952
95.415
95.801
97.299
98.040
95.054
94.703
94.813
94.137
93.786
92.834
91.461
90.533
91.307
95.138
96.321
94.685
95.588
93.324
93.362
94.715
92.884
83.368
91.945
91.410
89.985
89.327
89.195
91.390
81.801
90.929
90.842
90.160
90.848
90.633
90.998
90.109
92.168
92.219
93.240
94.537
95.368
94.954
95.351
96.790
97.781
85.308
$6.473
94.656
95.326
95.631
96.611
96.423
97.973
98.582

67.066
67.571
67.096
65,715
67.134
67.754
66.063
65.582
64.131
63.769
63.210
61.762
66.469
66.583
67.103
67.979
68.236
69.296
69.595
70.078
71.367
71.580
70.819
72.489
72.373
73.575
74.735
75.736
75.203
74.845
74.618
74.784
75.359
75.480
75.762
76.399
75.694
76.728
76.515
74.312
73.816
73.714
72.410
72.276
71.159
73.556
72.103
71.022
73.049
72.825
74.008
75.342
76.309
77.496
75.880
72.547
71.71
73.180
72.966
74 .255
75.308
74 .917
75.307
74.730
71.832
71.610
71.103
70.011
70.426
71.581
72.880
71.364
72.830
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24.043
25.335
26.460
26.696
25.622
26.418
24.969
25.158
24.682
24.454
25.713
25.302
24.378
24.717
23.334
22.487
21.181
23.200

24.253
22.604

23.141
22.943

23.867
22.446
21.272
23.178
22.614

23.721
24.787

24.234

25.043

22.995
21.642
21.971
20.435

19.457
19.8%0
18.770
18.203
19.384

18.374

20.101
19.764

20.321
19.713
20.052
18.:265
17.847
17.451
16.004
15.309
15.528
14.376
14.516
13.327
15.310
14.367
15:763
15.141
15.292
14.167
12.745
12.430
13.383
15.800
15.491
16.697
17.39

1e.828

18.930
1%.111
18.847
18.960

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

21.53
18.69
39.18
35.86
19.21
21.78
47.39
44.14
20.56
21.29
23.19
20.90
41.90
42.43
47.34
49.53
34.34
49.19
48.18
31.36
34.29
9.08
12.47
37.94
35.28
31.30
34.79
74.37
79.74
82,50
84.83
86.65
35.54
37.19
19.46
18.32
19.65
21.15
20.71
20.14
16.93
34.98
35.85
54.06
5$8.22
57.14
37.72
38.69
45.13
43.75
94.13
95.89
95.00
98.35
95.87
42.37
42.33
62.67
61.87
80.35
80.23
76.53
78.57
83.08
€3.02
65.3¢
42.38
43.13
$1.27%
48.13
47.60
47.72
47.00
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6087
6088
6089
6090
6091
6092
€093
6094
6095
6096
6097
6098
6099
6100
6101
6102
6103
6104
6105
6106
6107
6108
6109
6110
6111
6112
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6114
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6117
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6119
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97.664
94.540
95.034
93.324
92.475
91.178
90.175
90.445
88.944
B89.503
87.989
B88.268
92.172
91.948
92.170
91.898
93.1758
94.195
95.118
94.229
96.066
95.171
96.092
90.841
90.845
89.938
88.863
87.538
86.496
86.408
85.688
89.102
89.519
88.640
89.027
90.348
90.497
91.519
87.861
B87.363
87.417
86.300
85.769
86.801
86.672
85.877
87.875
B88.342
87.700
86.036
87.708
88.628
89.878
90.574
90.403
91.845
92.182
92.439
91.229
90.159
81.357
92.47¢6
83.529
91.820
92.310
51.345
91.361
92.716
51.058
92.566
93.607
91.617
91.75%

Kl 19

73.466
68.706
67.690
68.732
67.546
67.834
66.731
65.490
66.942
64.473
65.939
64.700
67.086
67.903
65.772
65.200
64.621
65.652
66.114
66.165
67.074
67.125
§7.580
64.107
63.302
64.088
§3.110
63.826
63.443
62.204
64.411
62.140
62.549
60.858
59.872
59.096
58.075
60.052
56.894
58.523
58.482
57.587
57.502
57.222
56.161
55.513
§5.702
$4.377
5§3.292
53.455
54.505
§2.525
54.249
55.142
53.140
52.909
51.430
51.066
51.194
50.621
51.862
53.300
§3.943
5§2.5908
§3.17S
52.598
51.081
50.681
50.383
54.632
54.971
55.492
56.908
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19.121
17.405
17.896
16.868
16.835
17.578
17.499
18.057
16.890
18.016
16.838
17.404
15.412
14.516
15.212
13.899
13.282
12.900
13.828
11.605
13.475
11.242
12.180
13.990
14.910
13.020
12.978
12.746
13.752
14.144
14,176
11.831
10.757
12.045
10.981
11.156
10.065
11.111
10.987
12.050
9.803
9.711
8.275
7.348
10.195
10.87¢
9.855
10.272
9.391
7.907
7.318
7.324
10.227
9.734
10.745
10.748
11.018
12.469
13.373
13,053
14.418
9.412
9.365
8.323
6.971
5.937
5.743
5.198
7.063
6.643
6.097
6.974
6.687

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

47.39
43.26
46.66
$5.79
55.59
29.85
24.83
26.67
22.91
21.62
23.61
25.28
56.31
$7.71
44.89
41.%4
20.23
23.85
19.44
20.70
22.01
23.81
24.04
39.87
39.11
36.72
37.%4
58.19
61.18
63.11
§9.44
38.90
39.76
40.86
39.49
59.32
59.45
59.30
34.64
35.31
25.74
25.00
46 .83
58.78
23.60
21.67
29.04
29.02
54.50
52.95
51.63
53.50
27.39
27.17
32.71
33.69
76.40
70.24
65.95
71.42
74.03
37.68
34.4¢
34.24
36.93
67.00
65.63
67.37
70.68
38.52
41.87
34.22
34.65
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ATOM 6133 CB ALA 323 50.420 §7.600 6.897 11.00 1.87 B [
ATOM 6134 C ALA 323 82.859 57.644 7.476 1.00 35.06 B c
ATOM 6135 O ALA 323 93.171 56.804 7.181 1.00 35.08 B o
ATOM 6136 N LEU 324 93.447 56.995 8.476 1.00 26.80 B N
ATOM 6137 CA LEU 324 94.492 57.652 5.256 1.00 25.28 B (o4
ATOM 6138 CB LEU 324 95.221 56.640 10.146 1.00 29.36 B c
ATOM 6139 CG LEU 324 94.590 56.344 11.516 1l1l.00 28.09 B C
ATOM 6140 CD1 LEU 324 95.288 55.158 12,170 1.00 27.23 B c
ATOM 6141 CD2 LEU 324 94.676 57.580 12.406 1.00 26.02 B (o]
ATOM 6142 C LBU 324 95.495 58.366 8.354 1.00 28.81 B C
ATOM 6143 O LEU 324 95.822 59.521 8.588 1.00 25.35 B o}
ATOM 6144 N VAL 325 95.966 57.679 7.317 1.00 §2.77 B N
ATOM 6145 CA VAL 325 96.934 5B.246 6.378 1.00 56.30 B (o
ATOM 6146 CB VAL 325 97.153 57.321 5.185 1.00 36.74 B c
ATOM 6147 CGl1 VAL 325 97.936 56.099 5.614 1.00 36.85 B [
ATOM 6148 CG2 VAL 325 95.810 56.923 4.599 1.00 40.13 B [}
ATOM 6143 C VAL 325 96.524 59.558 5.818 1.00 §9.12 B c
ATOM 6150 O VAL 325 97.324 60.529 §.761 1.00 61.18 B o
ATOM 6151 N THR 326 95.277 59.69%4 5.384 1.00 40.34 B N
ATOM 6152 CA THR 326 94.743 60.925 4.818 1.00 41.75 B [
ATOM 6153 CB THR 326 83.298 60.706 4.344 1.00 81.94 B Cc
ATOM 6154 OGl THR 326 92.430 60.600 5.481 11.00 83.85 B [»]
ATOM 6155 CG2 THR 326 93.206 59.417 3.534 1.00 84.31 B C
ATOM 6156 C THR 326 54.744 62.070 S5.836 1.00 41.76 B c
ATOM 6157 O THR 326 93.885 62.952 5.785 1.00 40.58 B o]
ATOM 6158 N ILE 327 95.705 62.052 6.755 l.00 36.65 B N
ATOM 6153 CA ILE 327 95.812 63.075 7.782 1.00 36.84 B c
ATOM 6160 CB ILE 327 95.078 62.604 9.085 1l.o00 16.25 B c
ATOM 6162 CG2 ILE 327 95.934 62.757 10.328 1.00 17.02 B c
ATOM 6162 CG1 ILE 327 93.807 63.408 9.260 1.00 16.61 B c
ATOM 6163 (D1 ILE 327 92.943 62.878 10.372 1.00 16.28 B c
ATOM 6164 C ILE 327 97.272 63.402 8.093 1.00 37.35 B C
ATOM €165 O ILE 327 97.590 64.494 8.559 1.00 37.60 B o]
ATOM 6166 N VAL 328 98.158 62.455 7.804 1.00 43.89 B N
ATOM 6167 CA VAL 328 99.575 62.643 8.060 1.00 46.03 B c
ATOM 6168 CB VAL 328 100.407 61.469 7.510 1.00 §4 .81 B o]
ATOM 6169 CG1 VAL 328 99.871 60.187 8.061 1.00 56.76 B [of
ATOM 6170 CG2 VAL 328 100.381 61.480 5.997 11.00 56.08 B o
ATOM 6171 C VAL 328 100.121 63.943 7.481 1.00 45.95 B C
ATOM 6172 O VAL 328 100.998 64.563 8.075 11.00 45.23 B o]
ATOM 6173 N LYS 329 98.611 64.366 6.331 .00 44 .51 B N
ATOM 6174 CA LYS 329 100.097 65.609 §.732 1.00 43.72 B c
ATOM 6175 CB LYS 329 99.471 65.824 4.356 1.00 45.34 B c
ATOM 6176 CG LYS 329 100.1274 66.880 3.520 1.00 46.89 B C
ATOM 6177 CD L¥YS 329 99.423 67.129 2.220 1.00 49.21 B c
ATOM 6178 CE LYS 329 100.179 68.074 1.29 1.00 $2.25 B C
ATOM 6179 NZ LYS 329 101.450 67.466 0.831 .1.00 5§5.93 B N
ATOM 6180 C LYS 329 99.762 66.797 6.640 1.00 41.89 B c
ATOM 6182 O LYS 329 100.640 67.552 7.056 1.00 43.10 B o]
ATOM 6182 N ALA 330 98.483 66.957 6.952 11.00 14.46 B N
ATOM 6183 CA ALA 330 98.053 68.043 7.814 1.00 14.49 B [+
ATOM 6184 CB ALA 330 96.538 68.052 7.906 1.00 26.19 B c
ATOM 6185 C ALA 330 98.657 67.910 9.210 11.00 15.64 B 4
ATOM 6186 © ALA 330 95.090 68.896 9.796 1.00 15.54 B o
ATOM 6187 N LEU 331 98.666 66.688 9.745 1.00 29.61 B N
ATOM 6188 CA LEU 331 99.200 66.447 11.078 1.00 27.28 B [
ATOM 6189 CB LEU 331 99.108 64.969 11.45¢ 1.00 20.84 B [
ATOM 6190 CG LEU 331 99.086 64.642 12.958 1.00 17.26 B c
ATOM 6151 CDl1 LEU 331 99.332 63.152 13.131 1.00 18.89 B c
ATOM 61852 CD2 LEU 331 100.130 65.436 13.922 1.00 12.98 B (o]
ATOM 6193 C LEU 331 100.647 66.860 111.070 1.00 27.38 B c
ATOM 6154 O LEU 331 101.090 67.613 11.931 1.00 26.63 B o
ATOM 6195 N GLY 332 101.374 66.358 10.079 1.00 36.12 B N
ATOM 6196 CA GLY 332 102.784 66.666 9.949 11.00 37.22 B c
ATOM 6197 C GLY 332 103.089% 68.150 $.917 1.00 37.48 B c
ATOM 6158 O GLY 332 103.940 68B.628 10.670 1.00 41.35 B o
ATOM 6199 N GLU 333 102.398 68.892 9.058 1.00 41.72 B N
ATOM 6300 CA GLU 333 102.653 70.317 8.967 1.00 39.78 B c
ATOM 6201 CB GLU 333 102.052 70.889 7.683 .00 sSa.8s B c
ATOM 6202 OG GLU 333 100.546 70.988 7.678 1.00 97.26 B c
ATOM 6203 CD GLU 333 100.018 71.558 6.400 11.00 97.28 B [
ATOM 6204 OE1 GLD 333 98.795 71.849 6.322 1.00 99.33 B o
ATOM 6205 OB2 GWU 333 100.824 71.023 5.472 1.00 91.40 B ]
K] 19 :A-85
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ATOM 6206 C GLU 333 102.120 71.06% 10.179 1.00 38.76 B C
ATOM 6207 ©O GLU 333 102.747 72.010 10.650 1.00 38.38 B (o]
ATOM 6208 N ARG 334 100.96% 70.659 10.695 1.00 43.09 B N
ATOM 6209 CA ARG 334 100.398 71.340 11.8B47 1.00 46.47 B Cc
ATOM 6210 CB ARG 334 99.089 70.667 12.265 1.00 41.0% B (o4
ATOM 6211 CG ARG 334 98.167 71.568 13.056 1.00 40.34 B (o4
ATOM 6212 CD ARG 334 96.722 71.432 12.592 1.00 39.10 B C
ATOM 6213 NE ARG 334 96,544 71.912 11.222 1.00 34.65 B N
ATOM 6214 CZ ARG 334 95.446 71.721 10.43'3 1.00 38.74 B o4
ATOM 6215 NH1 ARG 334 94,407 71.052 10.98%7 1.00 35.48 B N
ATOM 6216 NHZ ARG 334 95.388 72.197 9.246 11.00 44 .88 B N
ATOM 6217 C ARG 334 101.419 71.321 1312.980 1.00 47.77 B Cc
ATOM 6218 O ARG 334 101.633 72.329 13.643 1.00 44 .69 B (]
ATOM 6219 N ILE 335 102.060 70.177 13.1%2 1.00 HS5.68 B N
ATOM 6220 CA ILE 335 103.084 70.066 14.227 1.00 95.61 B [o
ATOM 6221 CB 1LE 335 103.349 68.565 14.599 1.00 69.44 B [o4
ATOM 6222 CG2 ILE 335 103.371 67.701 13.359 1.00 72.22 B [of
ATOM 6223 CG1 ILE 335 104.671 68.420 15.350 1.00 70.66 B [od
ATOM 6224 CD1 ILE 338 105.043 66.983 115.628 1.00 73.45 B [od
ATOM 6225 C ILE 338 104.346 70.726 13.653 1.00 93.90 B C
ATOM 6226 O ILE 335. 105.317 70.979 14.364 1.0_0 96.50 ) :] (o]
ATOM €227 N PHE 336 104.273 72.01) 12.356 1.00 144.26 B N
ATOM €228 CA PHE 336 105,347 71.604 11.560 1.00 143.89 B C
ATOM 6225 CB PHE 336 105.336 73.156 11.625 1.00 83.50 B (o4
ATOM 6230 CG PHE 336 105.600 73.748 12.992 1.00 79.82 B c
ATOM 6231 CD1 PHE 336 106.696 73.355 13.760 1.00 75.24 B C
ATOM 6232 CD2 PHE 336 104.783 74.762 13.479 11.00 77.77 B C
ATOM 6233 CEl1 PHE 336 106.973 73.966 14.%988 1.00 69.57 B (o4
ATOM 6234 CE2 PHE 336 105.083 75.377 14.702 1.00 72.13 B c
ATOM 6235 CZ PHE 336 106.152 74.977 15.457 1.00 72.59 B C
ATOM 6236 C PHE 336 106.737 71.068 11.853 1l1.00 143.92 B c
ATOM 6237 © PHE a3e6 106.88%9 70.255 12.788 1.00 123.54 B 0
ATOM 6238 OXT PHE 336 107.658 71.461 11.111 1.00 66.99 B o
ATOM 6239 CB GLU 1 68.990 38.972 10.337 1.00 143 .47 X [od
ATOM 6240 CG GLU 1 68.785 37.653 11.053 1.00 143.47 X [ o4
ATOM 6241 CD GLU 1 68.300 36.572 10.118 1.00 143.47 X [
ATOM 6242 OE1 GLU 1 6€9.012 36.278 9.134 1.00 143.47 X o]
ATOM 6243 O0OE2 GLU 1 6€7.209 36.019 10.363 1.00 143 .47 X o]
ATOM 6244 C GLU 1 71.024 39.462 11.710 1.00 74 .19 X (a4
ATOM 6245 O GLU 1 71.492 38.415 11.265 1.00 74.19 X o]
ATOM 6246 N GLU 1 65.921 41.257 10.328 .00 74.19 X N
ATOM 6247 CA GLU 1 69.711 40.037 1.162 1.00 74 .19 X (o4
ATOM 6248 N VAL 2 71.613 40.151 12.681 1.00 5$5.862 X N
ATOM 6249 CA VAL 2 72.858 39.6%94 13.284 1.00 55.61 X o4
ATOM 6250 CB VAL 2 73.533 40.812 14.089 1.00 66.95 X c
ATOM 6251 CG1 VAL 2 74.850 40.323 14.647 1.00 66.95 X (o4
ATOM 6252 CG2 VAL 2 73.752 42.022 13.210 1.00 66.95 X [ o4
ATOM 6253 C VAL 2 72.566 38.543 14.232 1.00 $5.61 X Cc
ATOM 6254 O VAL 2 71.728 38.673 15.127 1.00 55,61 X o
ATOM 6255 N GLN 3 73.288 37.42) 14.045 1.00 39,72 X N
ATOM 6256 CA GIN 3 73.044 36.261 14.908 1.00 39.72 X [ad
ATOM 6257 CB GIN 3 71.807 35.502 314.455 1.00 102.66 X [o]
ATOM 6258 CG GLN 3 71.852 35.144 13.002 1.00 102.66 X (o]
ATOM 6259 CD GLN 3 70.688 34.291 12.604 1.00 102.66 X [ o4
ATOM 6260 OEl GIN 3 69.537 34.535. 12.873 1.00 102.686 X o)
ATOM 6261 NE2 GLN 3 70.972 33.168 11.955 1.00 102.6¢6 X N
ATOM 6262 C GLN 3 74.213 35.288 15.002 1.00 39.72 X [ o]
ATOM 6263 © GLN 3 75.064 35.207 14.108 1.00 39.72 X Q
ATOM 6264 N LEU 4 74.231 34.553 16.109 1.00 34.59 X N
ATOM 6265 CA LEU 4 75.260 33.555 16.389 1.00 34.5% X Cc
ATOM 6266 CB LEU 4 76.043 33.931 17.653 1.00 34.08 X Lod
ATOM 6267 CG LEU 4 77.107 35.040 17.66S 1.00 34.08 X T
ATOM 6268 CD1 LEU 4 77.119 35.820 116.353 1.00 34.08 X o4
ATOM 6269 CD2 1EU 4 76.844 35.950 18.863 1.00 34.08 X Cc
ATOM 6270 C LEU 4 74.581 32.212 1€6€.615 1.00 34.5% X [ o4
ATOM 6271 © LEU 4 ?3.737 32.080 17.503 1.00 34.59 X o
ATOM 6272 N VAL S 74.933 31.218 15.806 1.00 36.9% X N
ATOM 6273 CA VAL -3 74.350 29.089 15.%61 1.00 36.9% X [ o4
ATOM 6274 CB VAL 3 73.536 29.456 14.6%98 11.00 37.13 X C
ATOM 6275 CG1 VAL S 74.285 29.81S 13.430 1.00 37.13 X [ o4
ATOM €276 CG2 VAL 5 73.264 27.963 14.744 1.00 37.13 X C
ATOM €277 ¢ VAL s 75.429 28.861 16.277 1.00 36.99 X [ o4
ATOM €278 © VAL - 76.163 28.404 15.3%68 1.00 36.99 X o]
K 19 :A-86
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ATOM 6279 N GLU 6 75.519 28.517 17.555 1.00 44.32 X N
ATOM 6280 CA GLU 6 76.499 27.550 18.020 1.00 44.32 X c
ATOM 6281 CB GLU 6 76.924 27.884 19.457 1.00 53.96 X Cc
ATOM 6282 CG GLU 6 75.844 28.531 20.252 1.00 53.96 X [
ATOM 6283 CD GLU 6 76.340 28.943 21.659 1.00 53.96 X c
ATOM 6284 OEl GLU 6 75.590 29.646 22.368 1,00 53.96 X o}
ATOM 6285 OE2 GLU 6 77.472 28.561 22.028 1.00 53.96 X o
ATOM 6286 C GLU 6 76.029 26.095 17.930 1.00 44.32 X o4
ATOM 6287 O GLU 6 74.856 25.813 17.668 1.00 44.32 X o}
ATOM 6288 N SER 7 76.980 25.185 18.135 1.00 42.31 X N
ATOM 6283 CA SER 7 76.758 23.745 18.091 1.00 42.31 X (o]
ATOM 6290 CB SER 7 76.762 23.261 16.642 1.00 44.31 X C
ATOM 6291 OG SER 7 77.832 23.845 15.922 1.00 44 .31 X (]
ATOM 6292 C SER 7 77.919 23.123 18.848 1,00 42.31 X C
ATOM 6293 O SER 7 78.889 23.813 15.138 1.00 42.31 X [}
ATOM 6294 N GLY 8 77.822 21.838 19.178 1.00 39.85 X N
ATOM 6285 CA GLY 8 78.908 21,177 19.893 1.00 39.85 X [od
ATOM 629 C GLY 8 78.569 20.747 21.313 1.00 39.85 X (o
ATOM 6297 O GLY 8 79.330 20.016 21.562 1.00 39.85 X o}
ATOM 6298 N GLY 9 77.417 21.199 21.795 1.00 54.13 X N
ATOM 62989 CA GLY 2 76.998 20.852 23.138 1.00 54.13 X [s4
ATOM 6300 C GLY 9 76.467 19.439%9 23.283 1.00 54.13 X C
ATOM 6301 O GLY 9 75.3%0 19.102 22.783 1.00 54.13 X o
ATOM 6302 N GLY 10 77.235 18.606 23.572 1.00 51.55 X N
ATOM 6303 CA GLY 10 76.825 17.236 24.195 1.00 51.55 X C
ATOM 6304 C GLY 10 77.359 16.807 25.544 1.00 51.85 X C
ATOM 6305 0 GLY 10 77.723 17.651 26.370 1.00 51.55 X o
ATOM 6306 N LEU 11 77.409 15.500 25.776 1.00 54.73 X N
ATOM 6307 CA LEU 11 77.930 14.981 27.032 1.00 54.73 X c
ATOM €308 CB LEU 11 76.994 13.903 27.583 1.00 40.69 X C
ATOM 6309 CG LEU 11 77.583 13.086 28.735 1.00 40.69 X (o4
ATOM 6310 (D1 LEU 11 78.170 14.011 29.795 1.00 40.69 X C
ATOM 6311 CD2 LEU 11 76.508 12.1%8 25.317 1.00 40.69 X c
ATOM 6312 C LEU 11 79.341 14.412 26.852 1.00 $4.73 X [
ATOM 6313 O LEU 11 79.664 13.853 25.806 1.00 $4.73 X o
ATOM 6314 N VAL 12 80.177 14.576 27.872 1.00 43.40 X N
ATOM 6315 CA VAL 12 81.552 14.079 27.848 1.00 43.40 X [+
ATOM 6316 CB VAL 12 82.538 15.118 27.273 1.00 §7.73 X Cc
ATOM 6317 CGl1 VAL 12 82.222 15.388 25.812 1.00 $7.73 X C
ATOM 6318 CG2 VAL 12 82.473 16.404 208.086 1.00 57.73 X o4
ATOM 6319 C VAL 12 81.991 13.753 29.269 1.00 43.40 X Cc
ATOM 6320 O VAL 12 81.490 14.344 30.230 1.00 43.40 X o
ATOM 6321 N GLN 13 82.931 12.821 25.403 1.00 46.11 X N
ATOM 6322 CA GILN 13 83.404 12.420 30.720 1.00 46.11 X (o4
ATOM 6323 CB GLN 13 83.873 10.965 30.676 1.00 148.60 X (o]
ATOM 6324 CG GILN 13 82.843 10.015 30.094 1.00 148.60 X c
ATOM €325 CD GLN 13 83.232 8.560 30.263 1.00 148.60 X c
ATOM 6326 OEl GLN 13 84.322 B.145 29.868 1.00 148.60 X o
ATOM 6327 NE2 GLN 13 82.337 7.774 30.852 1.00 148.60 X N
ATOM 6328 C GLN 13 84.532 13.311 31.234 1.00 46.11 X C
ATOM 6329 O GLN 13 85.186 14.002 30.454 1.00 46.11 X (o)
ATOM 6330 N PRO 14 84.763 13.319 32.563 1.00 39.23 X N
ATOM 6331 CD PRO 14 83.989 12.657 33.630 1.00 55.62 X C
ATOM 6332 CA PRO 14 85.831 '24.141 33.14) 1.00 35.23 X c
ATOM 6333 CB PRO 14 85.902 13.648 34.581 1.00 55.62 X [
ATOM €334 CG PRO 14 04.474 13.374 34.887 1.00 55.62 X c
ATOM 6335 C PRO 14 87.122 13.%05 32.3%2 1.00 39.23 X [
ATOM 6336 O PRO 14 87.357 12.810 31.885 1.00 3s.23 X o
ATOM 6337 N GLY 1s 87.954 14.938 232.320 1.00 28.04 X N
ATOM 6338 CA GLY 1S 89.220 14.816 31.616 1.00 28.04 X c
ATOM 6339 C GLY 15 89.037 14.807 30.109 1.00 28.04 X C
ATOM 6340 O GLY 1s 89.950 14.979 29.352 1.00 28.0¢ X o
ATOM 6341 N GLY 16 87.801 14.613 29.672 1.00 22.75 X N
ATON 6342 CA GLY 16 87.529 14.583 28.250 11.00 22.75 X c
ATOM 6343 C GLY 16 87.705 15.%12 27.539 1.00 22.75 b 4 c
ATOM 6344 O GLY 16 87.887 16.%69 28.155 1.00 22.75 X [+
ATOM 6345 N SER 17 87.633 15.845 26.217 1.00 36.95 b 4 N
ATOM 6346 CA SER 17 87.78% 17.01¢ 25.371 1.00 36.95 X c
ATOM 6347 CB SER 17 88.962 16.795 24.417 1.00 47.78 X [
ATOM 6348 OG SER 17 89.203 17.952 23.645 1.00 47.78 X o
ATOM 6349 C SER 17 86.509 17.311 24.5681 1.00 36.95 X c
ATOM 6350 O SER a7 85.817 16.402 24.106 1.00 36.95 X o
ATOM 6351 N LEU 18 86.199 18.593 24.429 1.00 50.75 X N
Kl 19 :A-87
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6377
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6379
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6382
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6383
6384
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6386
6387
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6351
6392
6393
6394
6395
6396
6397
6398
6399
6400
6401
6402
6403
6404
6405
6406
6407
6408
6409
64210
6411
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6413
6414
6415
6416
6417
6418
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6420
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64223
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84.995
83.833
82.463
82.177
81.442
85.107
85.530
84.737
84.805
85.774
85.825
86.689
86.060
86.564
87.708
85.524
83.501
82.89S5
83,109
81.908
81.354
80.981
80.415
79.964
82.304
83.313
81.527
B1.789
81.B76
80.580
80.593
79.591
80.673
79.580
79.725
80.743

79.643

78.993
78.724

78.742

78.022
78.093
77.118

76.644

78.129
79.199
77.728
78.213

76.816
76.338

75.279
74.163
75.751
75.425
75.651
75.093
76.061
75.650
77.336
78.378
78.322
78.647
77.696
79.89%1
77.978
80.186

79.227 .

79.748
79.966
80.671
82.031
82.821
82.126

18.978
18.944
19.285
18.476
18,012

20.355.

21.313
20,454
21.739
21.708
23.068
23.075

22.389

22.373
23,006
21.725
22.302
21.745
23.438
24.150
24.965
24,196
25,142
23,135

25.098-

25,784
25.122
26.024
25,282
24,896
26.871
26.738
28.024
28.981
29.812
30.484
29.849
31.555
29.744
30.509
28.768
31.854
31.999
32.843
34.190
35.129
34.659
34.160
35.620
36.216
35.322
35.090
37.575
37.819
3B.464¢
39.973
40.808
41.692
40.697
41.638
41.921
40.736
39.749
40.629
38.673
39.558
38.581
41.100
39.854
42.006
41.637
42.872
43.520
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23.718
24.701
24.146
22.874
25.239
23.069
23.714
21.792
21.097
19.924
19.238
18.01%
16.896
15.666
15.407

14.696.

20.558
19.625
21.138
20.731
21.89%6
23.189
24.218
22.802
19.618
19.723
18.544
17.426
16.117
15.682
17.383
18.057
16.58%
16.526
15.272
15.086
17.788
17.774
14.389
13.136
12.021
13.329
14.070
12.645
12.735
13.323
11.356
10.345
11.338
10.108

9.443
10.287
10.486
11.656

9.506

9.767
210.313
11.070

9.941
10.358
11.860
12,720
12.958
13.337
13.810
14.190
14.428
10.012
10.027

9.707

9.348

8.90

7.836
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1.00
1.00
1.00
1.00
1.00
1.00
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1.00
1.00
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1.00
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1.00
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1.00
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1.00
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1.00
1.00
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1.00
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1.00
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l1.00
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1.00
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50.75
37.38
37.38
37.38
37.38
50.75
5§0.75
27.07
27.07
43.18
43.18
43.18
43.18
43.18
43.18
43.18
27.07
27.07
30.57
30.57
36.53
36.53
36.53
36.53
30.57
30.57
31.77
31.77
32.65
32.65
31.77
31.77
49.03
49.03
49.03
49.03
49.62
49.62
43.82
43.82
1.87
43 .82
43.82
28.70
28.70
18.49
28.70
28.70
35.45
39.45
48.28
48.28
39.45
39.45
15.13
15.13
15.13
15.13
51.25
§1.25
33.43
33.43
33.43
33.43
33.42
33.42
33.43
51.28
51.25
31.93
31.9
408.89
48.89
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6458
6459
6460
6461
6462
6463
6464
6465
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6472
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6474
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B4.212
82.744
83.431
82.576
83.166
83.068
83.484
82.795
84.570
83.183
84.967
84.272
84.616
84.958
85.462
86.890
87.553
86.886
87.270
88.326
86.39S
86.651
85.819
86.068
84.999
84.964
85.899
86.959
85.764
86.425
B87.226
85.352
85.009
83.506
82.601
82.540
81.721
81.811
B80.985
B0.946

'80.135

85.761
86.159
85.943
86.611
87.510
86.749
88.072
85.483
84.632
85.484
84.474
84.235
84.070
82.775
81.376
84.867
86.049
83.866
84.073
83.875
84.740
83.105
82.19
83.323
82.457
83.159
83.35S
82.419
82.982
81.183
84.419
84.201
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42.474
40,981
41.640
39.6mM
38.876
37.386
36.454
36.440
35.587
35.577
34.718
34.715
39,225
39.552
39.160
39.421
39.545
40.481
40.622
40.634
41.615
42,846
43.956
45,323
46.281
46.383
46.974
47.523
47.027
42.833
43.399
42.185
42.244
41,880
42.689
42.437
43.181
43.714
44.487
44.193
44.929
41.108
40.072
41.386
40.421
41.080
41.242
42.437
39,614
40.167
38.307
37.391
36.284
36.798
38.029
37.024
36.788
36.761
36.293
35.701
36.765
17.87
34.548
34.290
13,856
32.758
31.303
30.875
30.118
29.957
29.564
31.124
30.579
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8.454
10.518
11.286
10.636
11.712
11.352
12.462
13.676
12.296
14,709
13.324
14.530
12.021
13.160
10.998
11.157

9,783

8.959
12.014
12.639
12.063
12.801
12.162
12.719
12.231
10.772
10.038
10.621

8.722
14.3289
15.080
24.785
16.217
16.409
15.516
14.148
13.316
16.034
15.209
13.851
13.015
17.037
16.515
18.328
19.191
20.315
21.514
19.866
19.838
20.536
19.568
20.084
19.067
17.652
17.525
17.198
21.430
21.790
22.164
23.487
24.580
24 .420
23.761
22.978
24.879
25.309
25.200
23.782
22.998
21.711
23.257
22.962
21.716

48.89
31.93
31.93
37.68
37.68
38.41
38.42
38.41
38.41
38.41
38.41
38.41
37.68
37.68
22.05
22.05
37.79
37.79
22.05
22.05
29.68
29.69
51.15
51.15
51.15
51.15
51.15
51.15
51.15
29.69
29.69
39.46
39.46
51.56
51.56
51.56
51.56
51.56
51.56
51.56
51.56
39.46
39.46
29.44
29.44
20.65
20.65
20.65
29.44
29.44
30.35
30.35
43.39
43.39
43.39
43.39
30.35
30.35
35.95
35.95
34.42
34.42
35.95
35.95
43.17
43.17
32.64
32.84
32.84
32.64
32.84
32.84
32.84
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6542
6543
6544
6545
6546
6547
6548
6549
6550
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6552
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6554
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82.324
80.43S
81.086
82.056
82.908
80.751
80.177
79.213
78.350
80.026
79.412
78.629
79.651
78.992
80.036
80.926
81.370
82.222
83.391
83.862
84.087
78.083
78.104
77.204
76.269
74.982
73.997
72.916
72.269
72.709
75.955
75.233
76.514
76.324
77.241
74.875
74.296
74.271
74.879
72.875
72.793
73.667
72.507
73.186
71.432
70.979
71.963
71.920
72.846
73.852
75.248
75.752
74.840
75.228
75.138
73.848
73.085
74.714
74.796
75.70
76.150
76.003
76.832
76.343
74.832
74.470
74.542
78.316
78.732
79.110
80.557
81.034
82.536
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29.267
28.877
28.738
33.022
33.298
32.958
33.175
34.419
34.467
35.689
31.907
31.381
31.415
30.198
29.167
29.688
28.603
27.579
27.181
27.725
26.217

30.468

31.528

29.491

29.597

30,269

30.530
31.497
31.320

32.532

28.224

27.404

27.984

26.727
26.678

26.592
27.542
25.403

24.187
25.168

23.649
23.254

25.826

25.637
26.608

27.297

28.342
28.732
28.793
25.802
29.168
28.830
27.853
27.734
29.048
30.984
31.013
31.956
33.131
33.025
31.931
34.186
34.316
35.504
35.346
36.606
34.279
34.474
35.324
33.661
33.686
32.3713
32.308
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20.681
22.228
20.957
26.764
27.618
27.026
28.360
28.383
29.621
28.240
28.760
27.971
29.974
30.454
30.899
32.011
32.965
32.364
32.874
33.992
32.281
31.628
32.245
31.934
33.048
32.5¢68
33.708
33.294
32.252
34.106
33.663
33.076
34.846
35.558
36.773
35.995
36.512
35.802
35.299
36.187
36.244
35.115
37.508
38.522
37.478
38.671
39.168
40.334
38.276
38.607
38.641
40.037
40.755
42.222
42.920
37.634
36.668
37.859
37.055
35.845
35.477
35.249
34.046
33.214
32.638
31.917
31.677
34.3112
35.095
33.624
33.774
34.412
34.666
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43.17
43.17
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61.80
61.80
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27.50
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61.80
61.80
39.46
39.46
44 .48
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39.46
39.46
47.11
47.11
19.87
47.11
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63.91
66.56
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66.56
66.56
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63.91
63.56
63.56
63.56
63.56
103.79
103.79
95.84
95.84
95.84
95.84
95.84
103.79
103.73
36.05
36.05
36.05
36.05
24.14
24.14
15.59
15.59
15.55
15.59
24.14
24.14
56.59
$6.59
46.59%
46.99
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82.953
82.642
83.594
81.272
80.821
82.385
83.188
83.889
84 .944
86.358
86.971
87.170
84.759
85.969
88.365
88.553
89.137
84.231
84.965
84.317
85.270
84.589
85.589
83.408
86.550
87.640
B86.407
87.550
87.953
87.228
86.066
88.257
88.115
87.9852
86.711
87.981
89.298
90.456
89.010
90.075
90,333
90.567
85.180
87.893
89.674
88.516
90.628
90.361
91.374
92.684
90.450
90.677
50.243
90.336
91.800
92.1852
92.658
84.079
94.555
95.642
93.747
54.135
94.596
94.878
94.676
95.101
$5.268
96.115
97.417
95.638
96.611
97.701
54.071
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31.066
29.952
31.201
33.904
33.433
34.632
34.910
36.273
36.401
36.500
36.591
36.441
36.570
36.633
36.622
36.470
36.560
33.810
33.516
33.219
32.128
30.924
29.786
30.436
32.490
32.477
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33.118
31.884
34.257
34.661
34.745
35.856
37.202
37.218
38.369
36.039
35.935
36.300
36.599
35.498
34.178
35.415
34.921
37.865
368.024
38.774
40.024
41.081
40.702
39.789
38.663
40.843
40.707
40.559
40.020
41.047
40.943
35.550
39.135
38.811
37.465
37.254
36.105
38.319
38.181
39.543
40.450
40.838
41.180
41.913
41.724
37.383
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35.438
34.970
36.508
32.439
31.393
32.489
31.300
31.426
30.385
30.601
29.328
31.746
29.031
28.392
29.165
31.587
30.304
31.153
32,097
29.967
29.755
28.011
28.790
29.805
29.006
29.579
27.724
26.885
26.094
25.934
25.825
25.235
24.286
25.048
25.763
24.087
23.324
23.738
22.047
21.074
19.998
20.661
18.997
19.582
20.335
19.937
20.167
19.477
19.910
19.528
17.973
17.533
17.187
15.747
15.381
14.332
16.266
16.033
16.359
15.954
17.103
17.437
18.867
19.231
19.675
21.076
21.741
20.957
21.087
19.862
19.352
40.075
21.857

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00

46.99
46.99
46.99
56.59
56.59
30.60
30.60
23.41
23.41
23.41
23.41
23.41
23.41
23.41
23.41
23.41
23.41
30.60
30.60
24.17
24.17
22,03
22.03
22.03
24.17
24.17
21.43
21.43
38.48
21.43
21.43
24.70
24.70
38.80
38.80
38.80
24.70
24.70
32.54
32.54
54.98
54.98
54.98
54.98
32.54
32.54
43.61
43.61
24.33
24.33
43.61
43.61
34.59
34.59
34.59
34.59
29.30
29.30
29.30
25.30
15.27
15.27
15.27
15.27
13.76
13.76
60.58
60.58
60.58
60.58
60.58
60.58
13.76
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6655
6656
6657
6658
6659
6660
6661
6662
6663
6664
6665
6666
6667
6668
6669
6670
6671
6672
6673
6674
6675
6676
6677
6678
6679
6680
6681
6682
6683
6684
6685
6686
6687
6688
6689
6690
6691
6692
6693
6694
6695
6696
6697
6698
6699
6700
6701
6702
6703
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6705
6706
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6713
6714
€715
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92.864
94.529
93.583
93.759
95.015
93.734
93.655
94.716
92.500
92.410
91.829
92.614
93.565
94.308
92.423
93.167
94.105
94.828
91.513
90.442
91.945
91.199
91.988
92.252
91.352
91.573
93.382
93.608
92.697
92.897
90.857
91.575
89.745
89.309
87.927
87.411
87.173
86.135
90.382
90.822
90.822
91.865
92.297
92.984
93.262
93.250
91.477
92.337
90.181
89.681
88.196
87.643
89.872
90.000
89.890
80.047
86.796
87.513
68.863
91.318
91.504
92.200
93.424
94.116
95.038
95,670
96.370
95.419
94.308
94.757
94.795
95.704
94.953
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37.621
36.438
35.632
34.123
33.651
33.929
35.876
36.142
35.808
36.037
37.428
38.542
39.252
40.265
38.871
39.886
40.580
41.611
34.973
34.660
34.437
33.378
32.080
31.641
30.813
30.428
32.076
31.698
30.874
30.495
33.605
34.287
33.002
33.048
32.397
32.193
33.538
31.380
32.189
31.19
32.570
31.820
32.556
33.865
34.650
34.106
30.3N
29.503
30.122
28.791
28.868
27.575
27.787
26.590
28.269
27.383
27.464
27.472
28.700
27.660
27.093
28.511
28.6842
30.063
30.797
32.028
32.507
33.654
27.666
27.113
27.28%
26.267
24.919
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21.736
22.672
23.436
23.096
23.587
21.593
24.952
25.512
25.603
27.040
27.304
26.661
27.384
26.788
25.316
24.703
25.447
24.876
27.656
27.123
28.792
29.456
29.371
27.969
27.303
25.988
27.286
25.968
25,330
24.027
30.910
31.648
31.308
32.689
32.826
34.252
34.911
34.223
33.360
32.781
34.553
35.240
36.502
36.183
37.114
34.986
35.876
35.701
35.707
36.028
36.386
36.556
34.894
35.142
33.655
32.504
31.585
32.375
30.679
31.686
30.603
32.208
31.483
32.107
31.135
31.766
30.728
29.633
31.441
32.479
30.231
30.073
29.652

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
X.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

13.76
20.05
20.05
15.83
1s.53
15.53
20.05
20.05
19.06
19.06
22.48
22.48
22.48
22.48
22.48
22.48
22.48
22.48
19.06
19.06
29.06
29.06
21.37
21.37
21.37
21.37
21.37
21.37
21.37
21.37
29.06
29.06
26.45
26.45
24.21
24.21
24.21
24.21
26.45
26.45
64.06
64.06
60.41
60.41
60.41
60.41
64.06
64.06
57.78
57.78
42.55
42.55
57.78
57.78
47.1)
47.11
39.29
39.29
39.28
47.11
47.11
47.01
47.01
84.46
84.46
84.46
84 .46
84.46
47.01
47.01
35.35
35.38
35.38
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95.547
93.634
92.791
91.881
92,594
91.684
90.548
89.277
88.973
88.309
91.945
91.775
81.411
90.567
89.444
88.346
88.573
87.074
87.547
86.038
86.278
91.393
82.405
90.945
91.646
92.454
53.611
92.870
90.661
85.899
90.672
89.760
89.287
90.480
88.283
87.574
90.464
81,672
89.724
90.319
91.205
90.228
89.242
88.045
89.673
88.734
88.369
89.546
89.071
88.464
87.604
87.229
87.132
89.259
90.464
88.326
88.619
88.219
88.255
89.282
87.256
87.749
86.613
88.284
87.552
88.426
88.777
88.021
89.919
87.020
85.9489
87.756
87.324

23.945
24.956
23.833
23.470
23.3B6
22.813
23.679

23.296

22,061
24.144
24.16%
23.336
25.389
25.834
26.750
26.030
24.802
26.5%4
24.145
25.940
24.717
26.578
27.194
26.526
27.201
26.193
25.781
26.808
27.913
27.270
29.238
29.975
31.289%
32.153
32.028
33.158
30.262
30.481
30.223
30.482
29.263
28.236
30.824
30.637
31.322
31.687
33.178
34.139
35.503
36.278
37.283
37.643
37.848
31.393
31.415
31.206
30.836
29.405
29.153
29.466
28.637
31.837
31.539
33.036
34.098
35.345
35.9238
35.794
36.593
33.718%
34.173
32.870
32.45)
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29.195
29.809
29.450
30.616
31.958
33.050
33.367
33.305
32.932
33.630
28.232
27.346
28.191
27.074
27.587
28.330
28.943
28.426
29.637
29.122
29.724
26.027
26.344
24.779
23.689
22.846
23.578
21.512
22.768
22.047
22.701
21.918
22.607
22.953
21.722
22.446
20.591
20.553
15.489
18.182
17.693
17.253
17.163
17.413
16.009
14.966
15.073
14.901
14.453
15.534
15.351
14.131
16.391
13.560
13.301
12.663
11.268
10.902

9.409

8.773

8.870
10.528
10.162
10.340

9.673

9.558
10.912
11.879
10.986

8.306

7.903

7.594

6.268

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

35.35
33.32
33.32
43.17
43.17
43.17
43.17
43.17
43.17
43.17
33.32
33.32
33.69
33.69
42.44
42.44
42.44
42.44
42.44
42.44
42.44
33.69
33.69
$6.59
56.59
46.98
46.98
46.98
56.59
56.59
20.15
20.15
31.46
31.46
31.46
31.46
20.15
20.15
21.14
21.14
37.41
37.41
21.24
21.14
30.73
30.73
24 .51
24.51
24.5)
24.5)
24.51
24.51
24.51
30.73
30.73
55.72
§5.72
83.09
83.08
83.09
83.09
§5.72
$5.72
57.8%
57.89
43.96
43.96
43.96
43.9%6
§7.89
$7.8%
$0.09
$0.08
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ATOM 6790 CB SER 74 88,277 31.398 5.705 1.00 34.87 X c
ATOM 6791 O0OG SER 74 88.179 30.197 6.441 1.00 34.87 X o
ATOM 6792 C SER 74 85.910 31.880 6.303 1.00 50.09 X c
ATOM 6793 0O SER 74 85.141 32.050 5.356 1.00 50.09 X 0
ATOM 6794 N L¥S 75 85.572 31.209 7.400 1.00 50.16 X N
ATOM 6795 CA LYS 75 84.257 30.597 7.551 1.00 50.16 X c
ATOM 6796 CB LYS 75 84.418 29.097 7.814 1.00 60.89 X c
ATOM 6797 CG LYS 75 85.206 28.372 6.729 1.00 60.89 X c
ATOM 6798 CD LYS 75 85.356 26.884 7.009 1.00 60.89 X c
ATOM 6799 CE LYS 75 86.046 26.195 5.840 1.00 60.89 X c
ATOM 6800 NZ LYS 5 85.341 26.459 4.551 1.00 60.89 X N
ATOM 6601 C LYS 75 83.423 31.226 8.663 1.00 50.16 X c
ATOM 6B02 O LYS 75 82.470 30.618 9.142 1.00 50.16 X o
ATOM 6803 N ASN 76 83.786 32.441 9.066 1.00 54.49 X N
ATOM 6804 CA ASN 76 83.075 33.165 10.117 1.00 54.49 X c
ATOM 6805 CB ASN 76 81.812 33.818 9.559 1.00 41.29 X c
ATOM 6806 CG ASN 76 82.116 34.956 8.620 1.00 41.29 b'd c
ATOM 6807 OD1 ASN 76 81.399 35.956 8.592 1.00 41.29 X o
ATOM 6808 ND2 ASN 76 83.181 34.812 7.839 1.00 41.29 X N
ATOM 6809 C ASN 76 82.684 32.285 11.286 1.00 54.49 X c
ATOM 6810 O ASN 76 81.523 32.278 11.706 1.00 54.49 X o]
ATOM 6811 N THR 77 83.645 31.550 11.827 1.00 48.88 X N
ATOM 6812 CA THR 77 83.325 30.675 12.938 1.00 48.88 b'¢ c
ATOM 6813 CB THR 77 83.321 29.215 12.481 1.00 67.62 X c
ATOM 6814 OGl THR 77 82.318 29.048 11.469 1.00 67.62 X o)
ATOM 6815 CG2 THR 77 83.028 28.284 13.653 1.00 67.62 X c
ATOM 6816 C THR 77 84.245 30.817 14.132 1.00 48.88 X c
ATOM 6817 O THR 77 85.463 30.858 13.990 1.00 48.88 X 0
ATOM 6818 N LEU 78 83.641 30.900 15.313 11.00 25.08 X N
ATOM 6819 CA LEU 78 84.387 31:014 16.562 11.00 25.08 b¢ c
ATOM 6820 CB LEU 78 83.739 32.047 17.488 1.00 24.57 X c
ATOM €821 CG LEU 78 84.362 32.022 18.881 1.00 24.57 X c
ATOM 6822 CD1 LEU 78 85.757 32.625 18.789 1.00 24.57 X c
ATOM 6823 CD2 LEU 78 83.507 32.770 19.868 1.00 24.57 X C
ATOM 6824 C LEU 78 84.370 29.653 17.250 1.00 25.08 b'e c
ATOM 6825 O LEU 78 83.312 29.041 17.389 1.00 25.08 X o
ATOM 6826 N TYR 79 85.530 29.179 17.687 1.00 41.94 X N
ATOM 6827 CA TYR 79 85.595 27.880 18.344 1.00 41.94 X c
ATOM 6828 CB TYR 79 86.608 26.963 17.657 1.00 47.62 X c
ATOM 6829 CG TYR 79 86.328 26.619 16.226 1.00 47.62 X c
ATOM 6830 CD1 TYR 79 85.264 25.794 15.887 1.00 47.62 b4 c
ATOM 6831 CE1 TYR 79 85.008 25.460 14.559 1.00 47.62 X c
ATOM 6832 CD2 TYR 79 87.139 27.108 15.207 1.00 47.62 X c
ATOM 6833 CE2 TYR 79 86.896 26.784 13.878 1.00 47.62 X c
ATOM 6834 CZ TYR 79 85.826 25.959 13.559 1.00 47.62 b'¢ c
ATOM 6835 OH TYR 79 85.564 25.640 12.245 1.00 47.62 X (o}
ATOM 6836 C TYR 79 86.043 27.991 19.779 1.00 41.94 X c
ATOM 6837 0 TYR 79 86.890 28.824 20.100 1.00 41.94 x o
ATOM 6838 N LEU 80 85.470 27.160 20.642 1.00 19.15 X N
ATOM 6839 CA LEU 80 85.917 27.110 22.022 1.00 19.15 X c
ATOM 6840 CB LEU 80 84.809 27.382 23.047 1.00 21.08 X c
ATOM 6841 CG LEU 80 85.271 27.127 24.510 .00 21.08 X c
ATOM 6842 CD1 LEU 80 86.500 27.981 24.840 1.00 21.08 X c
ATOM 6843 (D2 LEU 80 84.142 27.412 25.503 1.00 21.08 X c
ATOM 6844 C 1LEU 80 86.342 25.671 22.129 1.00 19.15 X c
ATOM 6845 O LEU 80 85.517 24.769 21.941 1.00 19.15 b (o}
ATOM 6846 N GLN 81 87.631 25.455 22.3%95 1.00 31.28 X N
ATOM 6847 CA GLN 81 868.193 24.111 22.530 1.00 31.28 b'¢ c
ATOM 6848 CB GIN 81 89.497 24.015 21.738 1.00 68.87 X c
ATOM 6849 CG GLN 81 90.141 22.647 21.783 1.00 €8.87 p 4 c
ATOM 6850 CD GIN 81 89.318 21.580 21.07S5 1.00 68.87 x c
ATOM 6851 OE1 GLN 81 89.101 21.648 19.864 1.00 68.87 X o
ATOM 6852 NE2 GLN 81 88.857 20.588 21.831. 1.00 68.87 X N
ATOM 6853 C GLN 81 88.448 23.775 24.001 1.00 31.28 X c
ATOM 685¢ O GIN 81 89.402 24.260 24.604 11.00 31.28 X (o]
ATOM 6855 R MET 82 87.589 22.935 24.56% 1.00 32.50 x N
ATOM 6856 CA MET 82 87.701 22.541 25.975 1.00 32.50 x c
ATOM 6857 CB MET 82 86.297 22.429 26.589 1.00 41.50 x c
ATOM 6858 CG MET a2 85.537 23.752 26.653 1.00 41.50 x c
ATOM 6859 SD MET 82 83.790 23.594 27.062 1.00 41.50 x s
ATOM 6860 CEB MET B2 83.088 23.391 25.452 1.00 41.50 X c
ATOM 6861 . C MET 82 88.463 21.230 26.188 1.00 32.50 b 4 (o
ATOM 6862 O MBT 82 88.239 20.250 25.487 1.00 32.50 X o
K 19 :A-94
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89.369
90.155
91.574
91.574
90.520
92.313
90.225
90.054
90.480
90.560
91.748
92.963
89.270
89.272
88.170
86.842
85.800
85.854
84.875
85.536
86.450
86.175
B86.415
86.022
86.606
gg.l08
88.620
89.970
90.256
89.280
91.524
84.501
83.818
83.974
82.533
82.164
82.028
80.885
82.876
82.492
83.586
84.189
85.178
86.227
84.906
82.242
81.474
82.892
82.720
83.818
85.194
85.430
86.043
81.348
80.981
80.590
79.265
78.652
78.58S
79.498
78.361
78.260
77.718
76.832
77.527
76.504
77.073
75.579
75.243
73.747
73.210
73.59¢
76.182

21.224
20.032
20.157
20.391
15.670
21.401
19.855
20.822
10.625
18,322
19.045
18.623
18.75%
19.261
16.548
18.920
18.466
158.211
18.608
20.672
18.396
17.208
19.290
18.907
19.864
20.015
20.357
20.904
22.185
23.066
22.587
18.954
19.086
108.856
18.893
18.133
20.325
20.607
21.228
22.628
23.4358
22.765
21.691
22.035
20.504
23.242
24.195
22.698
23.229
22.698
22.903
23.960
22.011
22.914
23.459
22.034
21.686
20.480
20.770
19.257
22.899
23.486
23.276
24.428
25.625
24.732
24.128
25.656
26.017
26.429
26.967
27.460
27.145
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27.160
27.459
26.883
25.383
24.636
24.937
28,967
29.708
29.416
30.843
31.482
30.892
31.516
32.644
30.804
31.273
30.250
28.921
27.936
29.178
32.652
32.e18
33.636
34.985
36.023
35.954
37.385
37.355
37.133
36.926
37.108
35.069
34.055
36.282
36.485
37.750
36.578
36.219
37.066
37.197
37.899
39.107
38.724
38.146
38.993
35.824
35.687
34.803
33.464
32.548
33.124
33,782
32.936
32.87
31.834
33.5817
33.012
33.766
35.162
33.5%0
33.174
34.263
32.076
32.058
32.692
30.609
29.698
30.3087
29.021
28.876
30.198
27.769
28.591

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
i1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

43.69
43.69
34.50
34.50
34.50
34.50
43.69
43.69
47.01
47.01
36.84
36.84
47.01
47.01
35.88
35.88
45.16
45.16
45.16
45.16
35.88
35.88
55.90
55.90
50.18
50.18
50.18
50.18
50.18
50.18
50.18
55.90
55.90
39.08
39.08
69.79
39.09
39.09
49.44
49 .44
$7.40
57.40
57.40
57.40
57.40
49.44
49.44
49.12
49.12
52.75
§2.75
52.75
§2.78
49.12
49.12
33.14
33.14
40.77
40.77
40.77
33.24
33.14
55.37
55.37

7.95
55.37
55.37
44.83
44.83
41.51
41.51
41.51
44.83
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ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

6984
€985
6986
6987
6988
6969
6990
6991
6992
6993
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699§
6996
6997
6998
6999
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7001
7002
7003
7004
7005
7006
7007
7008
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76.446
76.702
77.642
78.838
79.743
79.520
80.339
80.802
81.618
81.384
82.223
77.091
76.223
77.633
77.210
76.448
75.282
74.053
72.979
75.40S
74.342
73.132
72.082
78.389
75.360
78.332
79.394
78.871
77.656
79.660
78.222
79.778
79.337
79.387
80.723
78.421
80.130
81.328
79.432
80.068
79.237
80.052
79.235
78.494
77.853
77.873
77.187
80.142
79.116
81.353
81.505
B81.635
81.503
81.416
81.554
80.358
80.633
80.968
80.606
81.276
80.913
81.250
82.836
83.239
83.480
84.704
85.850
86.3%0
86.231
87.315
88.175
89.037
89.287

26.085
27.019
27.978
27.241
26.693
25.443
24.959
27.454
26.983
25.735
25.253
26.908
28.534
30.121
31.143
32.267
31.829
31.494
31.108
31.763
31.376
31.081
30.665
31.799
32.174
31.923
32.659
34.094
34.337
32.185
31.748
35.087
36.435
36.985
36.865
36.220
37.370
37.174
38.379
39.400
39.799
40.645
41.249
42.412
43.231
43.004
44.271
40.590
41.100
41.020
42.162
43.450
43.452
44.558
45.859
46.753
48.214
49.015
48.783
50.355
50.127
$0.914
46.468
46.164
47.309
47.954
46.983
46.466
46.744
45.814

46.338.

47.540
47.744
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29.354
27.371
26.811
26.227
27.287
27.841
28.860
27.7717
28.797
29.328
30.297
25.757
24.972
25.729
24.774
25,489
26.343
25.771
26.564
27.733
28,532
27.943
28.743
24.074
24.727
22.752
22.091
22.103
22.170
20.660
19.650
22.067
22.107
23.556
24.069
24.453
21.220
20.987
20.709
19.899
158.689
17.733
16.624
17.074
16.255
24.948
16.742
20.820
21.260
21.129
22.004
21.225%
20.020
21.913
21.289
21.621
21.431
22.517
20.158
22.339
29.967
21.058
21.835
22.969
21.030
21.469
21.672
20.700
22.926
23.233
24.396
24.013

22.012

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

44 .83
51.76
51.76
15.58
15.58
15.58
15.58
15.58
15.58
15.58
15.58
§1.76
51.76
29.82
29.82
45.66
45.66
45.66
45.66
45.66
45.66
45.66
45.66
29.82
29.82
22.64
22.64
22.64
22.64
55.79
55.79
43.77
43.7
38.47
38.47
38.47
43.71
43.77
52.60
§2.60
26.06
26.06
26.06
26.06
26.06
26.06
26.06
52.60
52.60
31.82
31.82
31.82
32.82
20.36
20.36
37.93
37.93
37.93
37.93
37.93
37.93
37.93
20.36
20.36
25.28
25.28
25.28
25.28
27.39
27.38
32.17
32.17
32.17
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ATOM 7009 OD2 ASP 101 89.483 48.274 24.920 1.00 32.17 X o
ATOM 7010 € ASP 101 86.773 44.418 23.596 1.00 27.39 X c
ATOM 7011 O ASP 101 87.549 43.518 23.929 1.00 27.39 X (o]
ATOM 7012 N GLY 102 85.449 44.250 23.538 1.00 18.22 X N
ATOM 7033 CA GLY 102 84.822 42.973 23.861 1.00 18.22 X c
ATOM 7014 C GLY 102 83.925 42.948 25.100 1.00 18.22 X c
ATOM 7015 O GLY 102 83.031 42,113 25.198 1.00 18.22 X [}
ATOM 7016 N GLY 103 84.147 43.870 26.034 1.00 34.16 X N
ATOM 7017 CA GLY 103 83.370 43.915 27.268 1.00 34.16 X c
ATOM 7018 C GLY 103 81.850 43.964 27.216 1.00 34.16 X c
ATOM 7019 O GLY 103 81.182 43.416 28.087 1.00 24.16 X 0
ATOM 7020 N TYR 104 81.290 44.649 26.230 1.00 25.31 X N
ATOM 7021 CA TYR 104 79.839 44.732 26.096¢ 1.00 25.31. X C
ATOM 7022 CB TYR 104 79.433 46.131 25.639 1.00 26.21 X c
ATOM 7023 CG TYR 104 77.989 46.260 25.234 1.00 26.21 X c
ATOM 7024 CD1 TYR 104 77.635 46.980 24.087 1.00 26.21 X c
ATOM 7025 CEl TYR 104 76.309 47.079 23.677 1.00 26.21 X (o}
ATOM 7026 CD2 TYR 104 76.972 45.646 25.972 1.00 26.21 X c
ATOM 7027 CE2 TYR 104 75.639 45.742 25.573 1.00 26.21 X [
ATOM 7028 €2 TYR 104 75.323 46.456 24.422 1.00 26.21 X [
ATOM 7029 OH TYR 104 74.025 46.523 23.995 1.00 26.21 X o)
ATOM 7030 C TYR 104 79.484 43.700 25.037 1.00 25.31 X c
ATOM 7031 O TYR 104 79.905 43.810 23.886 1.00 25.31 X o)
ATOM 7032 N PHE 105 78.728 42.686 25.432 1.00 17.54 X N
ATOM 7033 CA PHE 105 78.354 41.616 24.518 1.00 17.54 X c
ATOM 7034 CB PHE 10S 78.088 40.337 25.309 1.00 20.12 X c
ATOM 7035 CG PHE 105 79.154 40.010 26.312 1.00 20.12 X c
ATOM 7036  CD1 PHE 105 80.478 39.817 25.908 1.00 20.12 X c
ATOM 7037 CD2 PHE 108 78.832 39.8%1 27.661 1.00 20.12 X c
ATOM 7038 CEL PHE 105 81.472 39.511 26.836 1.00 20.12 X c
ATOM 7039 CE2 PHE 105 79.808 39.586 28.594 1.00 20.12 X c
ATOM 7040 CZ PEE 10§ 81.136 39.395 28.183 1.00 20.12 X (o}
ATOM 7041 C PHE 10§ 77.127 41.8938 23.669 1.00 17.54 b4 c
ATOM 7042 © PHE 105 75.989 41.689 24.080 1.00 17.54 p 4 o
ATOM 7043 N ASP 106 77.376 42.488 22.482 1.00 46.21 X N
ATOM 7044 CA ASP 106 76.327 42.840 21.532 11.00 46.21 b'e c
ATOM 7045 CB ASP 106 76.908 43.074 20.143 1.00 54.80 X c
ATOM 7046 CG ASP 106 77.456 44.442 19.976 1.00 54.80 X c
ATOM 7047 ODl ASP 106 76.774 45.384 20.429 1.00 54.80 X 0
ATOM 7048 OD2 ASP 106 78.552 44.576 19.387 1.00 54.80 X o
ATOM 17049 C ASP 106 75.355 41.705 21.399 1.00 46.21 X c
ATOM 7050 O AaSP 106 74.281 41.707 21.974 1.00 46.21 X [}
ATOM 7051 N VAL 107 75.769 40.732 20.603 1.00 33.04 X N
ATOM 7052 CA VAL 107 74.979 39.559 20.312 1.00 33.04 X c
ATOM 7053 CB VAL 107 75.180 39.152 18.858 1.00 31.62 X c
ATOM 7054 CGl VAL 107 74.156 38.100 18.457 1.00 31.62 X [
ATOM 7055 CG2 VAL 107 75.092 40.388 17.980 1.00 31.62 X c
ATOM 7056 C VAL 107 75.322 38.379 21.197 1.00 33.04 p 4 c
ATOM 7057 O VAL 107 76.413 38.296 21.763 1.00 33.04 X o
ATOM 7058 N TRP 108 74.359 37.474 21.306 1.00 37.95 X N
ATOM 7059 CA TRP 108 74.501 36.266 22.092 1.00 37.95 b4 c
ATOM 7060 CB TRP 108 73.674 36.351 23.372 1,00 32.89 X [
ATOM 7061 CG TRP 108 74.212 37.315 24.368 1.00 32.89 X c
ATOM 7062 CD2 TRP 108 74.712 37.004 25.668 1.00 32.89 X c
ATOM 7063 CE2 TRP 108 75,114 38.216 26.261 1.00 32.89 X c
ATOM 7064 CE3 TRP 108 74.861 35.816 26.39% 1.00 32.89 X c
ATOM 7065 CD1 TRP 108 74.327 38.664 24.225 1.00 32.89 X c
ATOM 7066 NEl TRP 108 74.867 39.2)6 25.358 1.00 32.89 b'e N
ATOM 7067 CZ2 TRP 108 75.655 38.278 27.543 1.00 32.89 X c
ATOM 17068 CZ3 TRP 108 75.402 35.878 27.670 1.00 32.089 X c
ATOM 7069 CH2 TRP 108 75.792 37.103 28.231 1.00 32.89 X c
ATOM 7070 C TRP 108 73.984 35.119 21.260 1.00 37.95 b 4 c
ATOM 7071 O TRP 108 73.067 35.296 20.451 1.00 37.95 X (]
ATON 7072 R GLY 109 74.568 33.942 21.460 1.00 75.91 b ¢ N
ATOM 7073 CA GLY 109 74.124 32.770 20.732 1.00 75.91 x c
ATOM 7074 C GLY 109 72.791 32.307 21.28% 1.00 75.91 x (o
ATOM 7075 O GLY 109 71.997 33.114 21.780 1.00 75.91 x o
ATOM 7076 N GLN 110 72.537 31.007 21.207 1.00 35.37 b 4 N
ATOM 7077 CA GIN 110 71.291 30.457 21.724 1.00 35.37 x c
ATOM 7078 CB GIN 110 70.652 29.498 20.714 1.00 98.79 x c
ATOM 7079 C€G GIN 110 71.443 28.228 20.442 1.00 98.79 x c
ATOM 7080 CD GIN 110 72.59%7 28.441 19.485 1.00 98.79 b 4 c
ATOM 7081 OEl GLN 110 73.318 27.502 19.152 1.00 98.79 x o
K 19 :A-97
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72.775
71.610
70.793
72.831
73.257
73.349
72.596
74.281
74.480
75.550
75.636
76.903
74.944
75.883
74.292
74.646
73.434
73.366
73.914
74.109
75.890
76.190
76.621
77.815
79.070
80.324
79.189
77.906
78.064
77.788
77.855
76.717
75.549
76.412
79.161
79.831
79.516
80.741
81.899
83.172
82.101
80.478
B80._382
80.349
80.088
78.608
77.776
80.454
81.498
79.587
79.828
80.556
81.771
78.524
77.445
78.594
B85.629
84.329
86.754
86.473
B¢ .82
84.508
87.254
86.011
84.122
82.960
83.156
82.045
82.371
81.534
83.597
81.68¢
81.626
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29.675
29.708
29.626
29.194
28.430
26.981
26.540
26.243
24.840
24.696
23.327
25.177
24.184
24.658
23.102
22.449
21.652
21.006
19.580
21.884
21.560
20.899
21.561
20.754
21.592
20.909
21.774
20.141
20.845
18.819
18.098
17.098
17.620
16.849
17.337
17.121
16.933
16.191
17.235
16.339
18.194
15.202
15.584
13.931
12.858
12.861
12.825
11.521
11.396
10.524

9.208

8.329

8.944

8.543

9.021

7.553
44.7617
45.456
45.793
46.661
42.776
41.962
42.972
43.705
42.926
42.3107
41.435
40.492
39.747
38.0328
3s.0n1
42.943
44.026
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1%.032
23.004
23.518
23.067
24.219
23.781
22.913
24,369
24.040
22.962
22.562
23.487
25.328
25.960
25.725
26.981
27.499
28.896
28.860
29.889
26.932
25.929
28.037
28.141
27.837
28.384
26.331
29.529
30.529
29.575
30.829
30.956
30.311
32.422
306.903
29.893
32.114
32.352
32.747
32.841
31.667
33.482
34.649
33.114
34.066
34.458
33.308
33.427
32.789
33.59%4
33.014
34.031
34.438
32.563
32.973
31.804
39.417
39.830
39.275
38.237
40.634
38.756
40.068
40.462
41.761
42.070
43.434
43.850
45.13)
45.670
45.621
42.059
42.645

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

1.00

1.00
1.00
1.00
1.00
1.00

98.79
35.37
38.37
45.88
45.85
45.85
45.85
30.06
30.06
24.67
24.67
24.67
30.06
30.06
42.99
42.99
32.90
32.90
32.90
32.90
42.99
42.99
35.21
3s5.21
43.74
43.74
43.74
3s.21
35.21
58.81
58.81
63.66
63.66
€3.66
$8.81
58.81
73.79
73.79
46.90
46.3%0
46.90
73.79
73.73
65.98
65.98
62.16
62.16
65.98
65.98
80.64
80.64
66.12
66.12
80.64
79.69
65.17
24 .34
24.34
24.34
24.34
29.24
29.24
29.24
29.24
42.94
42.94
85.86
85.86
85.86
85.86
85.86
42.94
42.94
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ATOM 7155 N LEU 4 80.666 42,428 41.380 1.00 33.38 Y N
ATOM 7156 CA LEU 4 79.378 43.098 41.269 11.00 33.3% Y [
ATOM 7157 CB LEU 4 78.954 43.160 39.800 1.00 47.12 Y [od
ATOM 7188 CG LEU 4 79.344 44.389 38.97% 1.00 47.12 Y (o4
ATOM 7159 CDl1l LEU 4 80.6B3 44.945 39.443 1.00 47.12 Y [od
ATOM 7160 CD2 LEU 1 79.370 44.008 37.512 1.00 47.12 Y C
ATOM 7161 C LEU 4 78.296 42.395 42.073 1.00 33.38 Y C
ATOM 7162 O LEU 4 78.012 41.215 41.852 1.00 33.35 Y [o]
ATOM 7163 N ‘THR s 77.691 43.129 43.001 1.00 42.53 Y N
ATOM 7164 CA THR 5 76.628 42.586 43.833 1.00 42.53 Y [of
ATOM 7165 CB THR s 77.100 42.482 45.315 1.00 37.85 Y C
ATOM 7166 OGl1 THR ) 75.992 42.6927 46.196 1.00 37.9% Y 0
ATOM 7167 C€G2 THR S 78.209 43.479 45.604 131.00 37.95 Y C
ATOM 7368 C THR 5 75.348 43.426 43.699 1.00 42.53 Y [}
ATOM 7169 © THR S 75.306 44.593 44.089 1.00 42.83 Y (o]
ATOM 7170 N GLN 6 74.318 42.806 43.11%9 1.00 44 .79 Y N
ATOM 7171 CA GLN 6 73.009 43.423 42.877 1.00 44.79 Y C
ATOM 7172 CB GIN [3 72.340 42.79%1 41.641 1.00 23.30 b ¢ (o4
ATOM 7173 CG GIN 6 73.239 42.643 .40.421 1.00 23.30 Y [od
ATOM 7174 CD GLN ‘6 72.520 42.055 39.195 1.00 23.30 Y o4
ATOM 7175 OEl GLN 6 73._163 41.628 38.231 1.00 23.30 Y [
ATOM 7176 NE2 GLN [ 71.1893 42.046 39.226 1.00 23.30 Y N
ATOM 7177 C GLN 6 72.050 43.274 44.06)1 11.00 44.79 Y [od
ATOM 7178 © GLN [ 72.195 42.370 44.883 1.00 44.79 Y (o]
ATOM 7179 N SER 7 71.057 44.156 44.128 1.00 78.31 Y N
ATOM 7180 CA SER 7 70.069 44.113 45.201 1.00 78.31 Y o4
ATOM 77181 CB SER 7 70.640 44.715 46.480 1.00 B85.46 Y [ oy
ATOM 7182 OG SER ¥i 71.028 46.058 46.262 1.00 85.46 Y o]
ATOM 7183 C SER 7 68.797 44.855 44.824 1.00 78.31 Y C
ATOM 7184 O SER ki 68.847 45.923 44.220 1.00 78.31 Y o
ATOM 7185 N PRO 8 67.633 44.283 45.165 1.00 83.70 Y N
ATOM 7186 €D PRO 8 66.277 44.777 44.863 1.00 54.81 Y C
ATOM 7187 CA PRO 8 67.571 43.000 45.865 1.00 83.70 Y C
ATOM 7188 CB PRO 8 66.097 42.880 46.226 1.00 54 .81 Y [od
ATOM 7189 CG PRO 8 65.427 43.534 45.054 1.00 54 .81 Y C
ATOM 7180 C PRO 8 68.015 41.885 44.925 1.00 83.70 Y [o]
ATOM 7181 O PRO 8 68.274 42.136 43.745 1.00 83.70 Y (o]
ATOM 7182 N SER 9 68.111 40.685 45.455 1.00 47.38 Y N
ATOM 7193 CA SER 9 68.504 39.541 44.651 1.00 47.38 Y [o4
ATOM 7194 CB SER 9 69.145 238.481 45,543 1.00 74.91 Y C
ATOM 7195 0OG SER 9 70.214 39.045 46.283 1.00 74.91 Y (o]
ATOM 7196 C SER 9 67.232 395.002 44.025 1.00 47.38 Y (o4
ATOM 7197 O SER 9 67.237 38.434 42.936 1.00 47.38 Y [e]
ATOM 7198 N SER 10 66.134 39.214 44.736 1.00 60.45 Y N
ATOM 7199 CA SER 10 64.819 38.770 44.305 1.00 60.45 Y (]
ATOM 7200 CB SER 10 64.476 37.449 44.991 1.00 51.82 Y Cc
ATOM 7201 OG SER 10 63.252 36.935 44.504 1.00 51:82 Y [o]
ATOM 7202 C SER 10 63.797 39.840 44.691 11.00 60.45 Y C
ATOM 7203 O SER 10 63.976 40.552 45.683 1.00 60.45 Y [o]
ATOM 7204 N LEU 11 62.730 39.964 43.910 1.00 65.48 Y N
ATOM 7205 CA LEU 11 61.710 40.964 44.206 1.00 65.48 Y [ o4
ATOM 7206 CB LEU 11 62.206 42.366 43.830 1.00 51.28 Y [ o4
ATOM 7207 CG LEU 11 62.310 42.727 42.342 1.00 51.28 Y C
ATOM 7208 CD1 LEU 1 60.949 43.139 41.803 11.00 5l1.28 b'4 ‘C
ATOM 7209 CD2 LEU 11 63.294 43.877 42.168 1.00 51.28 Y [ad
ATOM 7210 C LED 11 60.413 40.680 43.473 11l.00 65.48 Y [o]
ATOM 7211 O LEU 11 60.412 40.363 42.282 11.00 65.48 Y [o]
ATOM 7212 N SER 12 $9.305 40.803 4‘.]_.89 1.00 84.56 Y N
ATOM 7213 CA SER 12 $8.004 40.567 43.595 1.00 84.56 Y (o4
ATOM 7214 CB SER 12 §7.209 319.578 44.445 1l.00 71.89 Y c
ATOM 7218 OG SER 12 56.137 39.026 43.705 1.00 71.89 Y o]
ATOM 7216 C SER 12 §7.273 41.502 43.507 1.00 84.56 Y Cc
ATOM 7217 O© SER 12 $7.232 42.666 44.471 1.00 84.56 Y 0
ATOM 7218 N ALA 13 $6.713 42.192 42.341 1.00 109.71 Y N
ATOM 7219 CA ALA 13 55.997 43.442 42.152 1.00 109.71 Y [ o]
ATOM 7320 CB ALA 13 $6.947 44.509 41.632 1.00 88.46 Y [~
ATOM 7221 ¢ ALA 13 S54.838 43.244 41.186 1.00 109.71 Y C
ATOM 7222 © ALA 13 S4.069 42.347 40.341 11.00 109.71 Y [o]
ATOM 7223 N SER 14 $3.816 44.084 41.315 1.00 66.5S Y N
ATOM 7226 CA SER 14 §2.632 44.000 40.461 1.00 66.55% b 4 C
ATOM 7225 CB SBR 14 51.370 44.265 41.25%0 1.00 62.23 Y [
ATOM 7226 OG S8ER 14 81.506 45.449 42.059 1.00 62.23 Y (]
ATOM 2227 C SER 14 52.699 44.984 39.299 1.00 66.55 b 4 c
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45.532
45.038
45.220
44.620
45.075
43.736
45.997
45.914
44.679
43.342
43.814
47.007
47.877
47.283
48.644
49.172
50.580
49.168
49.670
48.641
47.951
49.387
49.467
49.145
50.048
49.988
50.792
50.940
51.750
51.671
§2.476
50.861
51.754
51.044
$2.337
§3.247
53.044
52.870
51.836
53.037
54.178
52.32%
52.870
54.128
$3.847
54.568
§3.187
5$2.603
54.114
54.496
§5.9081
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27.889
28.594
29.149
26.68%
25.855
26.946
25.892
25.601
24.199
24.018
24.865
26.354
26.328

27.454

25.451
24.085
25.772
24.457
23.798
26.138
25.383
27.281
27.704
29.043
29.143
28.299
28.739
27.206
30.038
29.803
28.126
26.599
27.059
27.826
27.324
28.523
28.717
30.09%
30.325
30.198
31.538
2B.638
29.414
27.684
27.532
26.106
25.046
24.710
23.704
24.353
23.347
23.028
22.045
27.892
28.021
28.054
28.429
27.205
26.236
27.019
25.385
29.475
29.293
30.5s5
31.670
32.230
32.495
33.522
31.485
32.158
30.595
30.402
30.714

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

54.21
18.24
18.24
54.21
54.21
55.44
55.44
46.11
46.11
46.11
46.11
46.11
55.44
55.44
21.38
11.37
21.39
11.37
11.37
21.39
21.38
48.64
48.64
23.18
23.18
23.18
23.18
23.18
23.18
23.18
23.18
23.18
23.18
48.64
48.64
42.06
42.06
37.03
37.03
37.03
37.03
42.06
42.06
17.47
17.47
20.64
20.64
20.64
20.64
20.64
20.64
20.64
20.64
17.47
17.47
31.07
31.07
20.44
20.44
20.44
20.44
31.07
31.07
28.2¢
28.24
41.62
41.62
41.62
28.24
28.24
20.33
28.33
81.44
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

ATOM

7520
7521
7522
7523
7524
7828
7526
7527
7528
7529
7530
7531
7532
75833
7534
7835
7536
7537
7538
7539
7540
7541
7542
7543
7544
7545
7546
7547
7548
7549
7550

7551
7552

7553

7554

7555

75586

7557

7558

75859

7560

7561

7562

7563

7566
7567

7572
7573
7574
7575
7576
7577
7578
7579
7580
7581
7582
7583
75084
7585
7586
7587
7588
7589
7590
7591
7592

(o] onn Z00
g8 ggaes=cra

gR8p=cng=ongRpE=cnge=cagggag=°

N

ARGEa8S=°C EEREGRAS=°"808%°°8580%°°

BEEANEENEEEREERERER

72.714
71.312
70.092
72.184
71.736
72.942
73.623
73.059
74.829
70.896
71.336
69.682
68.805
67.349
66.763
65.255
67.0711
69.136
69.414
69.101
69.378
69.220
68.373
67.680
68.259
67.319
67.689
67.083
65.866
64.993
65.599
64.225
63.650
62.457
64.497
64.082
65.311
64.923
66.446
63.071
63.363
61.862
61.362
60.834
59.634
60.258
61.308
61.992
60.918
61.330
60.780
59.368
61.023
61.495
60.244
59.963
58.764
58.846
§7.798
57.683
57.277
56.943
5§7.210
61.202
61.311
62.136
63.372
63.96S
6€3.416
62.493
63.830
€1.990
63.332

56.738
54.190
54.174
53.941
53.648
53.523
54.849
55.733
55.006
52.390
51.320
52.519
51.367
51.803
52.598
52.685
51.918
$0.610
51.220
49.281
48.447
46.994
48.828
49.834
48.026
48.376
47.681
48.359
48.073
48.921
46.878°
46.531
47.071
47.370
47.197
47.667
48.113
48.248
47.118
48.817
49.898
48.594
47.365
49.639
48.929
47.899
50.829
50.660
52.027
53.267
54.482
54.461
53.411
54.353
§2.500
52.599
$1.731
50.293-
49.425
48.120
47.939
48.979
46.718
52.180
§2.451
$1.522
51.066
49.8086
48.563
47.881
47.997
46.652
46.770
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30.034
29.019
28.831
28.053
26.704
25.779
25.546
24.907
26.076
26.623
27.027
26.100
25.954
25.887
27.051
26.846
28.382
24.676
23.644
24.744
23.583
23.930
22.530
22.666
21.486
20.443
19.140
18.051
20.80)
20.631
21.312
21.647
22.948
23.025
23.965
25.282
26.120
27.588
25.961
25.25)
24.747
25.781
26.426
25.815
26.433
27.300
26.643
27.653
26.216
26.874
26.113
26.096
28.359
28.99%0
28.928
30.359
30.751
30.287
30.971
30.333
29.079
28.324
28.569
31.158
32.3%7
30.480
31.109
30.370
3o0.811
30.028
32.010
30.434¢
32.423

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

8l.44
28.33
28.33
27.44
27.44
42.81
42.81
42.81
42.81
27.44
27.44
46.42
46.42
19.90
19.90
19.90
19.90
46.42
46.42
35.08
35.08
27.54
35.05
35.05
47.40
47.40
36.06
36.06
47.40
47.40
54.09
54.09
54.08
54.09
63.10
63.10
46.15
46.15
46.15
63.10
63.10
51.01
31.12
51.01
31.12
31.12
$1.01
§1.01
33.61
33.61
61.12
61.12
33.61
33.6
39.70
39.70
42.51
42.51
42.51
42.51
42.51
42.51
42.51
39.70
39.70
40.60
40.60
38.42
38.42
38.42
38.42
38.42
38.42
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ATOM 7593 CZ PHE 61 62.410 46.096 31.634 1.00 38.42 Y C
ATOM 7594 C PHE 61 64.3992 $2.209 31.097 1.00 40.60 Y C
ATOM 7595 0O PHE 61 64.470 52.989 30.144 1.00 40.60 Y o
ATOM 758 N  SER 62 65.202 52.284 32.152 1.00 26.58 Y N
ATOM 7597 CA SER 62 66.238 53.306 32.247 1.00 26.58 Y c
ATOM 7598 CB SER 62 65.658 54.604 32.802 1.00 47.08 Y c
ATOM 7599 06 SER &2 65.071 54.395 34.076 1.00 47.08 Y o
ATOM 7600 C  SER 62 67.376 52.828 33.145 11.00 26.58 b 4 c
ATOM 7601 O  SER 62 67.160 52.123 34.125 1.00 26.58 Y o
ATOM 7602 N GLY 63 68.595 53.208 32.797 1.00 30.78 Y N
ATOM 7603 CA GLY 63 69.738 52.810 33.591 1.00 30.78 b 4 o4
ATOM 7604 C GLY 63 70.426 54.067 34.056 1.00 30.78 Y c
ATOM 7605 O GLY 63 70.266 55.122 33.442 1.00 30.78 Y o
ATOM 7606 N  SER 64 71.195 53.964 35.130 1.00 54.48 Y N
ATOM 7607 CA SER 64 71.884 55.130 35.652 1.00 54.48 Y c
ATOM 7608 CB SER 64 70.869 56.075 36.290 1.00 25.06 Y c
ATOM 7609 OG SER 64 71.519 57.204 36.839% 1.00 25.06 Y o}
ATOM 7618 C  SER 64 72.947 54.763, 36.675 1.00 54.48 Y C
ATOM 7611 O  SER 64 73.000 53.632 37.154 1.00 54.48 Y (o]
ATOM 7612 N GLY 65 73.793 55,732 37.007 1.00 43.76 Y N
ATOM 7613 CA GLY 65 74.836 55.494 37.984 1.00 43.76 Y (o4
ATOM 7614 C GLY 65 76.218 56.023 37.637 1.00 43.76 b 4 c
ATOM 7615 O GLY &5 76.431 56.698 36.622 1.00 43.76 Y o
ATOM 7616 N SER €6 77.167 §5.703 38.508 1.Q0 27.01 Y N
ATOM 7617 Ca SER 66 78.546 S56.110 3B.339 1.00 27.01 Y C
ATOM 7618 CB SER €6 7B.641 57.635 38.285 1.00 58.01 Y c
ATOM 7619 OG SER 66 77.827 58.229 39.358 1.00 58.01 Y o
ATOM 7620 C  SER &6 79.367 55.563 39.498 1.00 27.01 Y C
AT 7821 O SER 6 76.817 55.03 40.464 1.00 27.01 k4 c
ATOM 7622 N GLY 67 80.685 55.668 39.385 1.00 73.15 Y N
ATOM 7623 CA GLY 67 81.555 55.179 40.436 1.00 73.15 Y c
ATOM 7624 C GLY €7 81.312 53.733 40.822 1.00 73.15 b 4 c
ATOM 7625 O GLY 87 81.609 52.814 40.056 1.00 73.15 Y o
ATOM 7626 N THR 68 80.758 53.530 42,011 1.00 44.05 Y N
ATOM 7627 CA THR 68 80.506 52.186 42.506 1.00 44.05 b 4 C
ATOM 7628 CB THR 68 81.118 52.003 43.894 1.00 42.61 Y C
ATOM 7629 O0OG1 THR 68 80.524 52.945 44.793 1.00 42.61 Y o
ATOM 7630 CG2 THR 68 82,627 52.225 43.845 1.00 42.61 Y c
-ATOM 7631 C THR 68 79.042 51.786 42.592 1.00 44.05 Y c
ATOM 7632 O THR 68 78.743 S50.632 42.879 1.00 44.05 Y o
ATOM 7633 N  ASP 63 78.128 52.720 42,352 1.00 35.15 Y N
ATOM 7634 CA ASP 69 76.708 52.392 42.424 1.00 35.15 Y c
ATOM 7635° CB ASP 69 76.066 53.103 43.617 1.00 108.02 Y C
ATOM 7636 CG ASP 69 76.592 S52.591 44.946 1.00 108.02 Y Cc
ATOM 7637 OD1 ASP €9 76.357 51.406 45.268 1.00 108.02 Y o)
ATOM 7638 OD2 ASP €9 77.249 53.370 45.667 1.00 108.02 Y o
ATOM 7639 C AsSp 69 75.942 52.705 41.135 1.00 35.15 Y C
ATOM 7640 O  AsSP €9 75.884 53.850 40.693 1.00 35.18 b 4 o
ATOM 7642 N TYR 70 75.359 51.664 40.551 1.00 27.85 Y N
ATOM 7642 CA TYR 70 74.592 S1.787 39,317 1.00 27.55 Y c
ATOM 7643 CB TYR 70 75.315 S1.016 38.191 1.00 25.09 Y C
ATOM 7644 CG TYR 70 76.543 51.737 37.662 1.00 25.09 Y Cc
ATOM 7645 CD1 TYR 70 76.447 S2.637 36.596 1.00 25.09 Y c
ATOM 7646 CE1 TYR 70 77.562 53.365 36.158 1.00 25.09 k4 Cc
ATOM 7647 CD2 T¥R 70 77.787 51.577 38.275 1.00 25.09 ¥ c
ATOM 7648 CE2 TYR 70 78.906 52.299 37.848 1.00 25.09 Y C
ATOM 7649 CZ TYR 70 78.785 53.194 36.790 1.00 25.09 Y c
ATOM 7650 OH TYR 70 79.873 $3.933 36.382 1.00 25.09 Y o
ATOM 7651 € TR 70 73.184 51.267 39.523 1.00 27.55 Y c
ATOM 7652 O TYR 70 72.920 50.545 40.488 3.00 27.55 Y o
ATOM 7653 N THR 71 72.270 S1.635 38.627 1.00 38.36 Y N
ATOM 7654 CA THR 71 70.893 S1.184 38.767 1.00 38.36 Y C
ATOM 7655 CB THR k!l 70.074 52.152 239.657 1.00 44.65 R 4 c
ATOM 7656 0G1 THR 71 69.921 53.403 38.978 1.00 44.65 k 4 o
ATOM 7657 CG2 THR n 70.770 S2.394 40.989 1.00 44.65 Y C
ATOM 7658 C THR 71 70.099 50.9591° 37.473 1.00 38.36 Y C
ATON 7659 O THR 72 70.281 51.707 36.485 1.00 38.36 Y o
ATOM 7660 N LEU 72 69.216 50.001 37.499 1.00 32.67 Y N
ATON 7661 CA LEU 72 6B8.32¢ 49.718 36.385 1.00 32.67 k 4 C
ATOM 7662 CB LBU 72 68.392 48.238 35.985 1.00 53.11 k 4 c
ATOM 7663 ©G LU 72 67.283 47.65%4 35.073 1.00 S3.11 k 4 c
ATOM 7664 CD1 LEU 72 66.871 4B.731 34.05% 1.00 S3.11 X c
ATOM 7665 C€D2 LEU 72 €7.769 46.444 34.372 1.00 S3.11 k 4 Cc
K] 19 :A-105
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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

7666
7667
7668
7669
7670
7671

7716
7717
7718
7718
7720
7721

7723
7724

7730
7131

77135
7736

7738

C
(o]

N M

BR88B=°"8RAG=°"FRERBL=C"ERRAL=""ggE=ongQgg=oe

88208%° g3

g 9 ZOoOn

6€6.958
66.688
66.106
64.795
64.780
66,018
63.639
63.665
63.791
62.564
61.396
60.934
60,081
62,138
61.7587
60.314
§9.739
60.058
59.069
59.090
58.934
57.644
56.885
5§7.280
55.950
55.045

.53.779

56.056
55.970
56.237
56.380
56.342
57.317
56.511
57.310
55.303
54.114
55.723
54.781
55.094
54,907
53,508
5§2.520
53.416
54.830
55.851
53.718
52.505
53.632
52,198
51.949
54.663
54.865
§8.316
56.316
56.117
55.853
55.814
$6.717
54.891
57.742
58.672
$7.902
59.206
$9.167
5$8.700
$8.950
58.099
59.641
60.649
S8.0884
$9.207
£7.917
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50.056
49.738
50.715
§1.100
52.597
5§2.943
52.879
50.854
§1.132
50.316
50.068
48.597
48.271
47.656
46.182
50.963
50.639
52.094
53.066
54.291
53.908
52.524
52.924
§1.627
£1.032
51.724
51.086
49.558
49.176
48.734
47.298
46.596
45.433
44.632
44.548
46.703
46.944
45.921
45.285
45.667
47.148
47.627
47.033
48.711
43.774
43.213
43.093
43.636
41.636
41.351
42.426
40.914
39.708
41.670
41.120
41.729
43.217
43.833
43.528
44.629
41.368
40.652
42.380
42.733
44.111
45.195
45.085
46.171
41.740
41.946
40.664
39.685
39.041

178

36.972
38.129
36.195
36.700
37.094
37.730
38.058
35.708
34.516
36.212
35.386
35.455
34.231
35.472
35.513
35.988
37.030
35.335
35.801
34.888
33.538
35.901
36.777
34.993
34.996
33.980
33.932
34.649
33.480
35.675
35.490
36.841
37.008
38.239
35.766
34.590
34.787
33.602
32.691
31.243
30.956
31.288
30.852
32.056
32.852
33.244
32.549
31.918

1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1,00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
l1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

32.67
32.67
42.60
42.60
57.15
57.15
57.15
42 .60
42.60
S1.99
5§1.99
52.44
52.44
5§2.44
§2.44
$1.99
51.99
41 .87
41.67
$1.63
$1.63
41 .67
41 .67
62.86
62.86
7%.45
71.45
62.86
62.86
53.25
53.25
41.03
41.03
41.03
41.03
$3.25
53.25
82.27
82.27
41.92
41.92
41.92
41.92
41.92
82.27
82.27
81.12
80.96
81.12
80.96
80.96
81.12
81.12
44.20
44.20
102.65
102.65
102.65
102.65
102.65
44.20
44.20
52.34
S2.34
55.47
55.47
55.47
55.47
52.34
52.34
63.15
‘63.15
168.46
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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

7738
7740
7741
7742
7743
7744
7745
7746
7747
7748
7749
7750
7751
7752
7783
7754
7755
7756
7757
7758
7759
7760
7761
7762
7763
7764
7765
7766
7767
7768
77638
7770
7771
7772
7773
7774
7775
7776
7777
7778
7779
7780
7781
7782
7783
7784
7785
7786
7787
7788
7789
7790
7791
7782
7793
7794
7795
7796
7797
7798
7795
7800
7801
7802
7803
7804
7605
7806
7807
7808
7809
7810
7811

CG PHE
CD1 PHE
CD2 PHE
CEl1 PHE
CE2 PHE
CZz PHE
C PHE
0 PHE
N ALA
CA ALA
CB ALA
C ALA
0 ALA
N THR
CA THR
CB THR
0G1 THR
CG2 THR
¢ THR
O THR
N TYR
CA TYR
CB -TYR
CG TYR
CD1 TYR
CE1 TYR
CD2 TYR
CE2 TYR
€z TYR
OH TYR
¢ TYR
o TYR
N TYR
CA TYR
CB TYR
CG TYR
CD1 TYR
CEX TYR
CD2 TYR
CE2 TYR
€z TYR
OH TYR
C TYR
o TYR
N Cys
CA CYS
c C¥s
0 Cys
CB Cy¥s
G CYs
N GLN
CA GLN
CB GLN
oG GLN
CD GLN
OEl1 GLN
NE2 GLN
€ GLN
o GLNW
¥ G
CA GLR
CB GLN
CG GLN
D GLN
OE1 GLN
NE2 GLN
C GIN
0 GIN
N TRP
CA TRP
CB TRP
o3 TRP
CD2 TRP

57.024
57.3711
55.866
56.579
55.067
55.425
60.238
59.960
61.447
62.601
63.138
63.669
63.389
64.890
65.968
66.566
67.888
66.584
67.028
67.474
67.401
68.364
€7.819
66.476
65.330
64.110
66.363
65.148
64.028
62.841
69.746
69.891
70.756
72.159
72.890
72.406
72.802
72.472
71.466
71.031
71.538
71.124
72.873
72.662
73.706
T74.499
75.857
76.171
74.587
75.151
76.653
77.964
77.834
79.114
79.594
78.834
80.863
78.930
78.530
80.195
81.208
81.7594
82.481
83.903
684.676
84.261
82.294
82.527
82.943
84.008
83.529
83.422
83.088
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40.004
40.454
40.498
41.384
41.430
41.872
38.657
37.733
38.867
38.015
38.260
38.353
39.033
37.877
38.161
36.849
37.096
35.766
39.021
38.708
40.119
41.076
42.503
42.693
42.084
42.163
43.401
43.486
42.860
42.869
41.012
40.982
41.016
40.970
39.833
38.441
37.731
36.433
37.820
36.530
35.841
34.549
42.259
42.780
42.773
43.945
43.346
42.248
44.922
44.318
44.040
43.536
42.732
42.125
42.783
42.928
43.183
44.691
45.774
44.465
45.502
45.851
44.722
44 .496
45.442
43.238
€5.043
43.853
45.993
45.672
45.955
47.437
47.967
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35.381
36.650
34.791
37.321
35.458
36.724
33.742
32.979
34.256
34.000
32,595
35.036
36.025
34.821
35.758
36.323
36.819
35.260
35.068
33.959
35.723
35.187
35.330
34.668
35.185
34.521
33.472
32.800
33.327
32.633
35.816
37.042
34.948
35.349
34.633
34.941
36.040
36.303
34.118
34.375
35.462
35.683
34.957
33.851
35.862
35.548
35.237
35.707
36.721
38.354
34.431
34.058
32.769
32.259
30.983
30.019
30.96S
33.873
33.436
34.216
34.082
35.458
36.182
35.696
35.8538
35.476
33.128
32.990
32.460
31.510
30.069
29.678
28.385

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
2.00
1.00
1.00
1.00
1.00

168.46
168.46
168.46
168.46
168.46
168.46
63.15
63.15
34.42
34.42
53.93
34 .42
34.42
50.52
50.51
63.35
63.35
63.35
$0.51
50.52
40.66
40.66
42.00
42.00
42.00
42.00
42.00
42.00
42.00
42.00
40.68
40.66
43.34
43.34
34.52
34.82
34.52
34.52
34.52
34.52
34.52
34.52
43.34
43.34
31.05
31.08
31.05
31.05
63.19
63.19
35.54
35.54
42.46
42.46
42.46
42.46
42.46
35.5¢4
35.54
24.85
24.85
29.69
29.69
29.69
29.69
29.69
24.85
24.85
39.13
39.13
30.35
30.35
30.35
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ATOM 7812 CE2 TRP 20 83.122 49.375 28.486 11.00 30.35 Y c
ATOM 7813 CE3 TRP 90 82.762 47.389% 27.152 1.00 30.35 Y C
ATOM 7814 CD1 TRP 50 83.635 48.523 30.484 1.00 30.35 Y [
ATOM 7815 NEl TRP 80 83.460 49.686 29.776 1.00 30.35 Y N
ATOM 7816 C22 TRP 90 82.840 S0.217 27.3%98 1.00 30.35 Y c
ATOM 7817 CZ23 TRP 90 82.480 48.232 .- 26.063.-1.00 30.35 Y c
ATOM 7818 CH2 TRP 90 82.522 49.627 26.199 1.00 30.35 Y c
ATOM 7819 C TRP 90 85.290 46.457 31.816 1.00 39.13 Y (Y
ATOM 7820 O TRP 90 86.293 46.339 31.115 1.00 39.13 Y o
ATOM 7821 N SER 91 85.251 47.254 32.876 1.00 18.51 Y N
ATOM 7822 CA SER 91 86.395 48.067 33,257 1.00 18.51 Y C
ATOM 7823 CB SER 91 85.948 49.152 34.237 1.00 45.24 Y [
ATOM 7824 OG SER 21 84.909 49.937 33.686 1.00 45.24 Y 0
ATOM 7825 C SER 91 B7.555 47.267 33.866 1.00 18.51 Y c
ATOM 7826 O SER 91 88.717 47.649 33.739 1l.00 18.51 Y (Y]
ATOM 7827 N GLY 92 87.241 46.166 34.534 1.00 40.34 Y N
ATOM 7828 CA GLY 92 88.282 45.360 35.146 1.00 40.34 Y c
ATOM 7828 C GLY 92 88.273 43.910 34.687 1.00 40.34 Y [~
ATOM 7830 ©O GLY 92 87.248 43.386 34.244 1.00 40.34 Y o
ATOM 7831 N  ASN 23 85.420 43.249 34.801 1.00 37.36 Y N
ATOM 7832 CA ASN 23 89.544 41.863 34.380 1.00 37.36 Y c
ATOM 7833 CB ASN 93 90.765 41.702 32.482 1.00 14.59 Y [
ATOM 7834 CG ASN a3 90.634 42.45) 32.208 1.00 14.59 Y 14
ATOM 7835 OD1 ASN 93 91.556 43.159 31.796 1.00 14:58 Y o
ATOM 7836 ND2 ASN 93 89.482 42.305 31.552 1.00 14.59 Y N
ATOM 7837 C ASN a3 89.668 40.944 35.574 1.00 37.36 Y C
ATOM 7838 O  ASN 93 90.346 41.265 36.539 1.00 37.36 Y o
ATOM 7833 N PRO 94 89.005 35.783 35.525 1.00 28.71 Y N
ATOM 7840 <O PRO 54 86.550 38.808 3§.52% 1.80 $.28 b 4 <
ATOM 7841 CA PRO 94 88.167 39.322 34.412 1.00 28.71 Y 14
ATOM 7842 CB PRO 94 B7.940 37.858 34.745 1.00 9.29 Y c
ATOM 7843 CG PRO 94 87.823 37.904 36.251 1.00 9.29 Y Cc
ATOM 7844 C PRO 94 B86.845 40.076 34.372 1.00 28.71 Y c
ATOM 7845 O PRO 94 B6.418 40.640 35.384 1.00 28.72 Y +]
ATOM 7846 N TRP 8s B6.200 40.084 33.206 1.00 37.86 Y N
ATOM 7847 CA TRP 95 84.910 40.743 33.082 1.00 37.86 Y Cc
ATOM 7848 CB TRP 9s 84.428 40.762 31.629% 1.00 24.14 Y c
ATOM 7849 CG TRP 9s 85.220 41.665 30.744 1.00 24.14 Y c
ATOM 7850 CD2 TRP 9as 85.537 41.458 29.359 1.00 24.14 Y c
ATOM 7851 CE2 TRP 9s 86.285 42.575 28.929 1.00 24.14 Y c
ATOM 7852 CE3 TRP ss 85.264 40.437 28.440 1.00 24.14 Y Cc
RTOM 7853 CD1 TRP as 85.770 42.867 31.085 1.00 24.14 Y C
ATOM 7854 NE1 TRP 95 86.411 43.419 30.000 1.00 24.14 Y N
ATOM 7855 CZ2 TRP 95 86.765 42.697 27.624 1.00 24.24 Y [+
ATOM 7856 C2Z3 TRP 95 85.748 40.566 27.133 1.00 24.14 b 4 c
ATOM 7857 CH2 TRP 95 B6.487 41.685 26.744 1.00 24.14 Y c
ATOM 7858 C TRP 98 83.959 39.922 33.%1 11.00 37.86 R 4 c
ATOM 7859 O TRP 95 83.997 38.688 33.920 1.00 37.86 Y o
ATOM 7860 N THR 96 83.105 40.605 34.695 11.00 19.88 Y N
ATOM 7861 CA THR 96 62.192 39.913 35.582 1.00 19.88 Y c
ATOM 7862 CB THR 96 82.692 40.028 37.038 1.00 22.31 Y c
ATOM 7863 OGl THR 96 82,747 41.408 37.404 1.00 22.31 Y (]
ATOM 7864 CG2 THR 96 84.091 239.443 37.186 1.00 22.3) Y c
ATOM 7865 C THR 96 80,759 40.413 35.508 1.00 19.88 Y c
ATOM 7866 O THR 96 80.500 41.491 34.9%8 1.00 19.88 Y 0
ATOM 7867 N PHE 97 79.839 39.5%6 36.015 1.00 20.15 Y N
ATOM 7868 CA PHE 97 78.420 39.912 36.073 1.00 20.18 Y [}
ATOM 7869 CB PHE 97 77.580 38.827 35.3%7 1.00 25.28 Y [
ATOM 7870 CG PHE 97 77.890 38.613 33.946 1.00 25.28 Y c
ATOM 7871 CD1 PHE 97 79.063 37.994 33.554 1.00 25.28 Y c
ATOM 7872 CD2 PHE 97 76.979 36.990 32.969 1.00 25.28 Y c
ATOM 7873 CEl PHE 87 79,322 37.750 32.204 1.00 25.28 Y c
ATOM 7874 CE2 PHE 97 77.234 38.748 31.611 1.00 25.28 Y c
ATOM 7875 CZ PHE 97 78.404 38.1280 31.233 11.00 25.28 Y c
ATOM 7876 C PHE 97 768.054 39.931 37.557 1.00 20.15 Y c
ATON 7877 © PHE 97 78.841 39.487 38.3% 1.00 20.15 Y (]
ATOM 7878 N GLY 98 76.875 40.460 37.879% 1.00 30.22 Y N
ATOM 7879 CA GLY 9 76.412 40.488 39.256 1.00 30.22 Y c
ATOM 7880 C GLY 9 75.67¢ 39.178 39.406 1.00 30.32 Y c
ATOM 7881 O GLY 98 75.506 38.478 38.405 1.00 30.22 Y [+]
ATOM 7682 N GIN 99 75.235 38.819 40.608 1.00 24.51 Y n
ATOM 7883 CA GIN 99 74.537 37.541 40.75 1.00 24.51 k 4 c
ATOM 7884 CB GIN 99 74.350 37.163 42.231 1.00 60.71 Y c
K] 19 :A-108
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ATOM 7885 CG GLN 99 74.599 38.274 43.209 1.00 60.71 Y C
ATOM 7886 CD GLN 99 73.728 39.464 42.945 1.00 60.71 b 4 c
ATOM 7887 OEl GLN 99 72.510 38.411 43.113 1.00 60.71 Y [¢)
ATOM 7888 NE2 GLN 99 74.346 40.551 42.515 1.00 60.71 Y N
ATOM 7888 C GLN 99 73.189 37.507 40.043 1.00 24.51 Y C
ATOM 78%0 O GLN 99 72.587 36.443 39.8% 1.00 24.51 Y o
ATOM 7891 N GLY 100 72.730 38.666 39.586 1.00 42.40 Y N
'ATOM 7892 CA GLY 100 71.455 38.725 38.%00 1.00 42.40 Y [
ATOM 78%3 C GLY 100 70.355 39.043 35.886 1.00 42.40 Y C
ATOM 78% © GLY 100 70.483 3B.749 41.074 1.00 42.40 Y o
ATOM 7895 N THR 101 69.283 39.662 39.399 1.00 27.30 Y N
ATOM 7896 CA THR 101 68.244 40.021 40.236 11.00 27.30 k4 c
ATOM 7897 CB THR 101 6B.024 41.538 40.401 1.00 28.79 Y C
ATOM 7898 OGl THR 101 69.008 41.995 41.336 1.00 28.79 R 4 o
ATOM 7889 CG2 THR 101 66.646 41.907 40.852 1.00 28.79 Y C
ATOM 7900 C THR 101 66.903 35.492 39.551 1.00 27.30 Y (4
ATOM 7901 O THR 101 66.619 39.845 38.408 1.00 27.30 Y o
ATOM 7902 N LYS 102 66.166 38.635 40.240 1.00 6€7.88 Y N
ATOM 7903 CA LYS 102 64.578 38.064 39.642 1.00 67.88 Y C
ATOM 7904 CB LYS 102 64.806 236.618 40.106 1.00 117.75 Y C
ATOM 7905 CG LYS 102 63.920 35.785 39.1%8 1.00 117.758 Y C
ATOM 7906 CD LYS 102 63.925 34.321 39.608 1.00 117.75 Y C
ATOM 7907 CE LYS 102 63.094 33.485 38.6512 1.00 117.7S Y c
ATOM 7908 NZ LYS 102 63.586 33.621 37.250 1.00 117.7S Y N
ATOM 79809 C LYS 102 63.749 38.885 39.996 1.00 67.88 Y (o
ATOM 7910 O LYS 102 63.560 39.262 41.155 1.00 67.88 b 4 (o]
ATOM 7911 N VAL 103 62.926 39.176 38.989 1.00 55.50 Y N
ATOM 7912 CA VAL 103 61.706 39.941 35.208 1.00 §5.50 Y [
ATOM 7913 CB VAL 103 61.779 41.349 38B.510 1.00 68.46 Y [«
ATOM 7914 CGl VAL 103 63.207 41.865 38.530 1.00 68.46 Y C
ATOM 7915 CG2 VAL 103 61.258 41.290 37.084 1.00 68.46 Y C
ATOM 7916 C VAL 103 60.489 39.141 38.709%9 1.00 55.50 Y c
ATOM 7917 O VAL 103 60.378 38.828 37.517 1.00 55.50 Y o}
ATOM 7918 N GLU 104 $9.597 38.779 39.633 1.00 70.95 b 4 N
ATOM 7919 CA GLU 104 58,395 38.025 39.281 1.00 70.95 Y c
ATOM 7320 CB GLU 104 $8.243 36.764 40.145 1.00 145.77 ¥ c
ATOM 7921 CG GLU 104 $7.957 37.019 41.616 1.00 145.77 Y c
ATOM 7922 CD GLU 104 $9.215 37.263 42.418 1.00 145.77 4 C
ATOM 7823 OEl1l GLU 104 $9.106 37.542 43.63)1 1.00 145.77 Y o
ATOM 7924 OE2 GLU 104 60.315 37.167 41.839 1.00 145.77 Y o
ATOM 7925 C€C GLU 104 57.157 38.897 39.443 1.00 70.85 Y c
ATOM 7926 O GLU 104 57.197 39.939 40.108 1.00 70.95 Y o
ATOM 7927 N ILE 105 56.058 38.459 38.834 1.00 139.77 Y N
ATOM 7928 CA ILE 105 54.791 39.184 38.876 1.00 135.77 Y Cc
ATOM 792% CB ILE 105 53.838 38.730 37.757 1.00 105.35 Y c
ATOM 7930 CG2 ILE 105 §2.923 39.875 37.373 1.00 105.358 Y [
ATOM 7931 CGl ILE 105 54.633 38.232 36.553 1.00 105.35 Y c
ATOM 7932 CD1 ILE 105 §3.775 37.746 35.397 1.00 105.35 Y C
ATOM 7933 C ILE 105 54.047 36.952 40.180 1.00 139.77 Y C
ATOM 7934 0 JILE 105 §3.763 37.810 40.533 1.00 139.77 Y 0
ATOM 7935 N LY¥YS 106 §3.706 40.031 40.880 1.00 101.75 Y N
ATOM 7936 CA 1L¥S 106 52.969 39.916 42.135 1.00 101.75 Y Cc
ATOM 7937 CB LYS 106 $3.545 40.870 43.189 1.00 95.13 Y c
ATOM 7938 CG LYS 106 52.954 40.690 44.584 1.00 95.13 Y [
ATOM 7939 CD L¥YS 106 53.556 41.665 45.586 1.00 95.13 Y c
ATOM 7940 CE LYS 106 52.939 41.482 46.965 1.00 95.13 Y c
ATOM 7541 N2 LY¥S 106 53.446 42.478B 47.948 1.00 95.13 Y N
ATOM 7942 C L¥S 106 51.492 40.235 41.85%7 1.00 101.75 Y Cc
ATOM 7943 ©O LYS 106 51.148 40.637 40.765 1.00 100.80 R 4 o
ATOM 7944 OXT LYS 106 50.694 40.080 42.844 1.00 94.18 Y o
ATOM 7945 MN MN 400 89.864 50.249 22.621 1.00 34.2¢ N

END
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