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B fxFe] Ho YA Aejoll A (Max atomic state energy for a C atom);

371 sk 42 YeiojAls FEHow gHeyl drbe ®wWAe] & (Fractional partial positively

charged surface area, FPSA); 2

=

Th A7} Aol’ WA (Hydrogen acceptors charged surface area, HACA); ¢l ZTIAZE FAE 4 ).

< 1>

*BIC="IC/log, q

2]

ol %A H(hydrogen acceptors surface area)
A} HA(Total molecular surface area)

CrEAeR st AbE EWH(partial positively  charged surface area)
o] %
Al

HH(Total molecular surface area)

(7] F8ha 1 29 oA,
= iHA Fe29 YA (number of atoms in the sth class)o]at,
A7) n& B2 W AA dA=(the total number of atoms in the molecule)o]™,

A7 k= ol A& =3 v9ld e 945 4=(number of atomic layers in the coordination sphere

around a given atom)©]al,

= B2 2= Yo A 4=(number of edges in the molecular graph)°]t}.)
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A1 0 g FeEle] AEZ Q. 2[MCC(250), MCC, Avicel, cellulose, Eucalyptus pre-hydrolysis sulfate
pulp, a-cellulose, spruce sulfite pulp (593), cotton linters (1198), pulp(650), cotton linters, Kraft
pulp, pulp cellulose (1000), commercial collulose & 15 &3AZA & A& oA AA|E oA,
27, &3 FHUrE, 253 A, rlolarst AHE)E HMIA AV, AERe 2 &k ARE ﬁ]*}OHIH
Aom, AME &e ARnE AESAAF Al TPF AR oA HA &% dolEE A/deEkltt.

oluf, &3 % ol Ao o]&H o] L&A dMAEL 110 T(EE 90, 100 C)o &%, 71EdS E3 gafzAd
A AR (oA Avicel)E E3AZ § e o224 AAEoIH, &= dHolg 2ol o]&H o)A

M5 B=e 57 & 1o vebd npe} gy,

721
o1& <A g &8l o]/ Nl = s =
(@) (weight %) () (weight %)
[Cymim]HCOO 110 8 [Comim]Cl1 100 6
[Bu,PJHCOO 110 6 [C:mim]Cl1 100 5
[Bu,NJHCOO 110 1.5 [C:mim]Cl1 100 5
[Amm110]HCO0 110 0.5 [Cemim]Cl 100 4
[Comim]OAc 110 15 [Comim]Cl 100 2.5
[Comim]OAc 100 8 [Comim]Cl 100 2
[Cimim]Oac 100 12 [Me(OEt ),~Et-Im]C1 110
[Me(OEt ),-Et-Im]OAc 110 12 [Csmim]Cl 100 1.5
[Me(OEt )4~Et-Im]OAc 110 10 [Csmim]Cl 100 1
[Me(OEt)s~EtsN]OAc 110 10 [H(OEt );-Me-Im]C1 110 1
[Me(OEt),-Et3N]10Ac 110 10 [Csmim]Cl 100 0.5
[H(OEt),-Me-Im]OAc 110 5 [Comim]Cl 100 0
[Me(OEt ),~Et-Im]OAc 110 3 [Ciomim]Cl 100 0.5
[H(OEt )3-Me-Im]OAc 110 2 [Amm110]Cl 110 0.5
[Csmim]OAc 110 1 [Csmim]Br 100 1.5
[Me(OEt)3-MeOEtOMe-Im]OAc 110 0.5 [Csmim]Br 100 1.5
[Me(OPr)s;-Et-Im]OAc 110 0.5 [C;mim]Br 100 1
[Amm110]0Ac 110 0.5 [Cemim]Br 100 1
[Me(OEt )3-Bu-Im]OAc 110 0.5 [Cimim] I 100 1.5
[MM(EtOH)NH]0Ac 110 0.5 [Comim]F 100 2
[ (MeOEt ),NH;]OAc 110 0.5 [P66614 1DCA 110 0.5
[MM(MeOEt )NH]OAc 110 0.5 [Amm110]DCA 110 0.5
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[M(MeOEt )sNH]OAc 110 0.5 [Cimim] (Me0),PO, 100 10

] \:ﬂ _Qo]%Eé

- T"i‘? k3 01:
o] Vet E WA EA ALEH AMLS 01%5}04 117“5}0} ° °1HH A 22O 2= Gaussian 03
S ARSI, w3, A E 7S ERE MR BAF #HA v X] TZYE #FAs7] fste] GaussViews
ol g3ale] FFolate] 7 *e oA % (Global minimum) J3t72E8 T&3UA
A 3 A7) @A 2014 £EH 7St ERE CODESSA programs 3] TIAAES LTt

A 4 7] A 30l mEE ZEAET, 7] @A 19 $8E dataS MARS S|ARAHoR A Este] §1)
A 190 BEAQ TR (R-2F o] (R-square) £0.8487) 2 AFZ 0 ~9 Y {IALE ZEAUALH, 7] A4
£ % L= A5 A8 (interaction)o] Y& MARS RS AR&SIITh. olw, A7) BA3bo] 28H wdAA
2 & 19 gz 9 s7] & 20 yedl mpe} row, 4] Hu&s = 4—%01] 288 @A @2 7l
F 20 YERA uReh

<oy 1>

L3 %=(%) = 10.19543 + 219.02773 X max(0.0169 - (FHASA, Fractional HASA (HASA/TMSA) [Quantum-Chemical
PCI), 0) - 24.51059 X< max((Max atomic state energy for a C atom) - 103.568, 0) - 39.08106 X
max(103.568 - (Max atomic state energy for a C atom), 0) - 2.15486 X max(3.8048 - (Bonding
Information content(order 1)), 0) - 48.08038 X max((Bonding Information content (order 1)) - 3.8048,
0) X max((FHASA, Fractional HASA (HASA/TMSA) [Quantum-Chemical PC]) - 0.0169, 0) - 194.90408 X
max((Bonding Information content (order 1)) - 3.8048, 0) X max((Avg atomic valency of a C atom) -
3.8735, 0) + 66.12931 X max( (Bonding Information content (order 1)) - 3.8048, 0) X max(0.9316-
(FPSA-1, Fractional PPSA (PPSA-1/TMSA) [Zefirov's PCl), 0 ) + 0.22651 X max(3.8048 - (Bonding
Information content (order 1)), 0) X max(11.2246 - (HASA-1 [Zefirov's PCl), 0) - 2.41683 X
max((Bonding Information content (order 1)) - 3.8048, 0) < max((HACA-2 [Zefirov's PC]), 0)

X2

ZAA e g
e e izt (9.9501)
S Axpe] Wat AUt 3.8735 °]a}
Fa £EA EHAHY] By Azxglk (0)
o 929 Hu A Aoy A F 2%k (0.8456)
prHor ddsrt ke mUAe v Az (0)
T FEATE Heold FWA 103.568

M= ke 48.4 FF%=2 el =, dA)
1 Hp g8

= Ry = = 1 [ - al AA - o = %
e ol 3ulel gt Ao vehyrh. olF Ea, £ uwd w2 gangor Fo o4 dAAnT o
% $FH ABRO A SR FhS e o)A AAE FAY F e I A
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