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CN 112151111 B W F ZE Kk B /1 7

L. — A T 22 U2 E [m] VA PR F 0 3 W v 447 AE 0 4 )3 M I QSARTT V2, FURFAEAE T,
BFEI T SRR

D MR R SGE, A SCHRH &k 58 9% 41 HIDPP - TV 14 () 3 I8 T AE 4l ) S Rt o
HITC, M8, ME B AR AR

2) HiChemdrawiE H US 28 1| (1) S RIS 2544 , P FDragon B IF A2 AR 7 «

3 LAIC, A 1) 5 #h B AR A8 &, DragonE I HiiR 747 4 H AL &, DL H.{5 B BI{E 40,45
W28 Gt 10 B A - A0 7 226 ) Bt 2, ALK Z3 IR AR A0 A , Il A b 497 o7 4
PREE20%;

D M B KR BN TCRITIES & 2 0 R AR A —3%, Bk i 42 &, v AR
RN T,

5) % i 126 HH ) e I AR B AT B i, SRAS TR H AR i

6) 75 A BOHT I F A8 77 1 ik b, 2 o e M 0] VA 07 15, 8 ST B MR e 4T AR D A ok s 1 1
PR PR AT ;

T AR Af S ST 1) B R I T A A P R TR TR AR A U ) S MR R AT AR ), PR T AR A
EZBOE L MR

Frik L 9R5) HhARAF B HTH) H AR RN -

P (1) =+0.5318X1+0.1015X2+0.01403X3+3.751X4+0.08761X5+0.08958X6+0.5885X7+
0.1830X8+0.004620X9+0.9556X10-51.580

P (2)=-0.7803X1-0.2487X2-0.005499X3+4.865X4+0.01781X5+0.06662X6+0.2001X7+
0.09473X8-0.006231X9+0.7070X10-16.425

P (3)=-1.326X1+0.2069X2-0.01321X3+5.587X4-0.006104X5+0.05154X6+0.3427X7 -
0.002190X8-0.008101X9+0.6040X10-8.878

P (4)=-1.085X1+0.04423X2+0.0003891X3+5.462X4-0.1017X5-0.02304X6+0.1587X7-
0.2447X8+0.005499X9+1.322X10-10.836

P (5)=-0.1980X1-0.01055X2-0.02453X3+8.016X4-0.09841X5-0.004190X6+0.9428X7 -
0.3690X8+0.006330X9+0.1503X10-24.193

P(6)=-0.5804X1-0.006145X2+0.0003567X3+8.097X4-0.1426X5+0.04710X6+
0.5413X7-0.1006X8+0.007435X9-1.881X10-7.663

P (7)=-0.9359X1-0.05420X2+0.01620X3+2.366X4-0.0156X5-0.04107X6+1.580X7 -
0.1670X8+0.003524X9-1.594X10+15.090

P (8) =+0.4573X1+0.002638X2+0.02015X3+2.915X4-0.1471X5-0.09858X6+0.7866X7 -
0.01202X8-0.006955X9-0.1316X10-12.377

P (9)=-0.09285X1-0.005898X2-0.006817X3-3.525X4-0.1834X5+0.01118X6+0.9294X7
+0.2454X8+0.0009003X9+0.4599X10+10.845,
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BT % e M IR E TN RIRIC 775 P HIHI7E 1 AIQSAR
7

AR Fusg

[0001] AR B 5 2 B WL W4 A7 A A0 00 A 9 ) TN , 4 ) e — ot I 22 e 2 1 ] 1 Sl T
T S R AN RITEYE R B MRS R (quantitative structure activity
relationship, fIFRQSAR) 75V

RAE=R

[0002]  BMEMSATANJE T ZAKEKEGIV (dipeptidyl peptidase IV, f&j#RDPP-1V) i
AR e — b, A AR < g 28 3 B /K~ /E . DPP- TV2 — Fh 2 R IR S 1 B, e N 2
IR BN - 2R i 73 54 HH X - il 20 Ik CORAE R R A IR) o 9 AN TFERER 5, A PN IR v, 6 %6
BEARRS P (49 Mk v I 25 FE AL (GLP- 1) B ¥ g By BAH M 7 4 g 5% 2=, (H K58 3 % DPP- TV
o6 AR 3 o BRI AT AR A D DPP - TV IR o (1) —Foft, B8 8 41 i1 DPP - TV 14 o IR HL A P
YER  BRERS AT A M52 BT 7

[0003] Ml PRI B (1C, ) A2 i 48 I 1 435 B 70 ) 4 R B, B 2 — Fh 25 ) B3 )
Joi (R TR AR F ) S e A AR e (B 2 A 1E LR e (R e 5T, Gnillg , 40 i 52 A4 B
) BB o TC, (B BRAIR , AR S LA ) 0) 8 470 7 2 O R B

[0004] ‘EEMZK AR (quantitative structure activity relationship, fajF#RQSAR)
N— MG, 72 FR T 0 850 550 T RSt 2 R 8 &R, W 5La 5 107
EN GG, &z AT 4RI A s it .

[0005]  f KAHIRH/INTUAR (mRMR) & — M W F T B AR BRI 1 7 o i 7 2 A T
B RHIE A B TUAR BERL B/, 5 B FRAR B 2 18] B AH SS 1t B R R BRI SR i e B AR 5o
[0006] £ rZktEJH (multiple linear regression, f&FRMLR) J& 22 JCEUHE 0 T A% St
BRUETT V% o 12 SR el 8 T IR AR B RN 22 A H AR B [A)  [R] )R BY , NTAS BN Z 17 12, B 24
AT LA SR I A i o dnfer B FH 22 50 B Ve [m] VA B, S B ATl T AR e U A 7 0 sk s
JSN PR A AR R B 7]

RARE

(00071 AW H B2 T SR BORAF LR BRI , S 0 — b T 2 o 4k [ml YA P
T B S AT A P ) F R PEQSAR TS i B i TH B SRR AT A 4RSS AR AT A
i KR B/ NTCAR TR AR B, A Bh 2 Ju 2V [ A S50 4, U s R T A M pIC M
TC o fEL A SO 250 3 I 8 5 9 RE L o3 Bkt T A5 2 45 3, T AR, T 5 S B8 A 22 A i T 5
[0008] A BIR H Al I8 W R U H AR T SRS -

[0009] bk 22 Ju 2l [m] VT R G F 0 S MR I AT AR DA s PR A QSAR TS 2, 4% R 2B
%R

[0010] 1) FIFHTHEHL RS, I SCHR o 3k BE 48 F0 1 DPP - TV 14 () S ME RS 1T A= 45 4 S
Xt R TCH0MH , F N EHE SR FEAR ;
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(00111 2) FIChemdrawi Hi e S Bf S04 25 44, 1 FlDragon 9oL A 74

[0012]  3) LLIC, [ 1 5% B (pIC,,) o4y FlBRA5 &, Dragon/t: o Hi i 4 £ 25 , B 103
FLBRE N0 . ABHIA 7 06 S S : T35 97 e A L B LK 431 6 S R, SRS 0
L1 55 A SR 1920%

0013 4) AR 5N TU A T V85 4 26 T A 0 A 5 — VT 7 A B, s tH
AR A T4

[0014] ) i HH ) B . 2 28 Bt A7 e 3R A1 1 200

(00151 6) FF1 45 TEL ] I 37 BEEUBEIA AT A T U M ) D TR

00161 7) 4544 e 37 1) S AT A 490 ey AL TR B A ) 2808 7 2400, Bk o
FE R A 4080

[0017] ALl , ik 25 85) oh 3 i (0 A

[0018] P (1) =+0.5318X1+0.1015X2+0.01403X3+3.751X4+0.08761X5+0.08958X6]+
0.5885X7+0.1830X8+0.004620X9+0.9556X10-51.580

[0019] P (2) =-0.7803X1-0.2487X2-0.005499X3+4.865X4+0.01781X5+0.06662X6+
0.2001X7+0.09473X8-0.006231X9+0.7070X10-16.425

[0020] P (3) =-1.326X1+0.2069X2-0.01321X3+5.587X4-0.006104X5+0.05154X6+
0.3427X7-0.002190X8-0.008101X9+0.6040X10-8.878

[0021] P (4) =-1.085X1+0.04423X2+0.0003891X3+5.462X4-0.1017X5-0.02304X6+
0.1587X7-0.2447X8+0.005499X9+1.322X10-10.836

[0022] P (5) =-0.1980X1-0.01055X2-0.02453X3+8.016X4-0.09841X5-0.004190X6+
0.9428X7-0.3690X8+0.006330X9+0.1503X10-24.193

[0023] P (6) =-0.5804X1-0.006145X2+0.0003567X3+8.097X4-0.1426X5+0.04710X6+
0.5413X7-0.1006X8+0.007435X9-1.881X10-7.663

[0024] P (7) =-0.9359X1-0.05420X2+0.01620X3+2.366X4-0.0156X5-0.04107X6+
1.580X7-0.1670X8+0.003524X9-1.594X10+15.090

[0025] P (8) =+0.4573X1+0.002638X2+0.02015X3+2.915X4-0.1471X5-0.09858X6+
0.7866X7-0.01202X8-0.006955X9-0.1316X10-12.377

[0026] P (9) =-0.09285X1-0.005898X2-0.006817X3-3.525X4-0.1834X5+0.01118X6+
0.9294X7+0.2454X8+0.0009003X9+0.4599X10+10.845,

0027 AR5 SHAHOREL , A LR 52 5 WLAG 58 Hh 92 R MRS 0 2 B ARSESD
00281 1. K T3 G0 T B SR, AT SR A A2 L ) FEDraigon B 4 WA 1) 2004 17
) AP PR 3ot A R 0 5 2 TC e I U L, R B A 4
BTG TE , B REA IR R N SR 2, Gk RN 1] AR A

[0029] 2. 2 W) 22 7 Draigon B 2 A 12 A8 B AT — R 00 9 b O A5 B A
A, T LA 25 0 ] VTR, o 2 8, IRASMEG (75— AT 5%

[0030] 3. ACS WA RR AU B S AL A R FR BT e, T 2 SR AR

Fft &1 ER
[0031] B INAR K AR FHER o
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[0032] [ 29 A J WY 1) S R M AT ZE M A 1 11 22 e e P [ R R S A R

[0033] &I 39 7A% i W F) B MR RG AT A 3 28 1) 22 e P e DR R R 3k 5 SR IR 45 2R
P

[0034] [ 479 A J WY 1) S R M AT ZE 03[ A (1 22 e e P [l A A R ik 7 i B 4 R

B A

[0035] DA R HIadt S it 451 45 5 B B 0o AR i BR EAT VR AR it B =

[0036] Syt fs— -

[0037]  Zx DL 1 AN 2, — kT 22 J0 28 % [m] U skl Yo siny 3 WEe v 3 A= W 0 v MR R QS AR T
%, AR PR

[0038] 1) FFHTHEIHL R G, M STk H 2 FR 58 0% 1 I DPP - TV PE 1) S AT AR W 4 4 e
ot SRR TC, 1E1 M 9 B SERE A

[0039]  2) HChemdrawi H Y5 £ 21| i) s M4 25 74 , B FHDragon {4 iR 7 ;

[0040]  3) LLIC, fEH TR HN H 4538 & , DragonE i FR 77 Jy H A2 &, U EAS BUSE N
0. 45415 i 1L KR 45 < h 4125 0 a0k () B 9 2 L B ATL Kl 23 DN ZR R AN 4R , Wt A 1y BL 91 5 2
MRS 20%

[0041]  4) | F e RAH K B /NTURTT VAL G 2 o e MR Rl H B — 3k, S b i e A &, e i 4
B LT85

[0042]  5) X fiide Hh () e I AR b AT ik, SRAS T B AR &

[0043]  6) FHZ JuZethlnl A 7775 , S ST B MR IA T A )00 s 2 ) RO T A Y

[0044]  7) HRAR G N7 11) TRV A AT A2 A ) PR PR ASE 2R R A5 A I ) TR A AT AE A, TR P
R DA ) A 12

[0045] Az i 451 30 3 11 B BE MR T AR ) — 4 25 R I R IR AT, R FH B KR S B /N T AR i ik
A i, JRAE BD 22 Jo 2 [l H SRV AL, TN B R AT AE I pIC ME , TC, o fE B AR o i i
XELTTEERE Lo Bk v AS 2 45 5L, J7 (AR, R S IR A R T

[0046]  sZjtify] — .

[0047] 2SI 5] 5 S it 51— FEASAH R, e 2 Ab tn s

[0048]  Firik 2 BR5) HhERAFHHNI H AL RN -

[0049] P (1) =+0.5318X1+0.1015X2+0.01403X3+3.751X4+0.08761X5+0.08958X6]+
0.5885X7+0.1830X8+0.004620X9+0.9556X10-51.580

[0050] P (2) =-0.7803X1-0.2487X2-0.005499X3+4.865X4+0.01781X5+0.06662X6+
0.2001X7+0.09473X8-0.006231X9+0.7070X10-16.425

[0051] P (3) =-1.326X1+0.2069X2-0.01321X3+5.587X4-0.006104X5+0.05154X6+
0.3427X7-0.002190X8-0.008101X9+0.6040X10-8.878

[0052] P (4) =-1.085X1+0.04423X2+0.0003891X3+5.462X4-0.1017X5-0.02304X6+
0.1587X7-0.2447X8+0.005499X9+1.322X10-10.836

[0053] P (5) =-0.1980X1-0.01055X2-0.02453X3+8.016X4-0.09841X5-0.004190X6+
0.9428X7-0.3690X8+0.006330X9+0.1503X10-24.193

[0054] P (6) =-0.5804X1-0.006145X2+0.0003567X3+8.097X4-0.1426X5+0.04710X6+
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0.5413X7-0.1006X8+0.007435X9-1.881X10-7.663

[0055] P (7) =-0.9359X1-0.05420%X2+0.01620X3+2.366X4-0.0156X5-0.04107X6+
1.580X7-0.1670X8+0.003524X9-1.594X10+15.090

[0056] P (8) =+0.4573X1+0.002638X2+0.02015X3+2.915X4-0.1471X5-0.09858X6+
0.7866X7-0.01202X8-0.006955X9-0.1316X10-12.377

[0057] P (9) =-0.09285X1-0.005898X2-0.006817X3-3.525X4-0.1834X5+0.01118X6+
0.9294X7+0.2454X8+0.0009003X9+0.4599X10+10.845,

[0058] A% St 91568 746 L 1 9 20 B AT 0, AR A 1 A L SRR BT O R
SIES

[0059] St =

[0060] ARSI {515 b3k S 91K A M R -2 b T e

00611 — b T 45 72 4 ] 4 sk T 28 004 o 2 D 0 3 M QS AR 7425 , 3 I F 26
00621 (1) I FHH 51 HL 255 , 75 SCAR b 75 B2 %4 DPP- VAT SIS M ) 208 724 W0 6 g L,
TR LI TC, M L FEHR B £ BRI S T A 5 1A , 304 S T TC. 28 e
00631 21 545 STk oh 2 7 A D4 K LI, 1

oy A ICso (nM) | plCso

%
"~ . 2 2.70
qf\r:ﬁ“)‘h‘g
| 0

[0064]

l
SoPSIZe |
|

/
e 3 2.52
0090970
|
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d 3 2.52
T X0

O K
E C 3 2,32

S : 57 1.24
PO ®
| NH;
@\E° 0 I
[0065] " & e 1 3.00
[ )—( e
o~

<SSS] | o
E
Okdg |t |

GJ\N | />_u 47 1.33

P

[0066]  (2) FiDragon® 44 *FChemdrawd H ) 25 HE 04 — 4 45 F) A it iR /7 3519224, ¥ 4
IR R N2 27
[0067] 32 .Dragon: A IK) &7 BE WA T A Wik 75

UNIP | SMTIV | GMTIV | Ho_D Me MW Sv Se Sp Si

[0068] 126 27051 57161 40.40 1.06 | 420.30 | 30.6924 | 34.9419 | 29.11 | 35.37

133 29400 62581 41.68 1.06 | 434.31 | 31.4504 | 36.1019 | 29.74 | 36.66
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139 30845 64501 41.89 1.05 442.33 | 32.7356 | 36.7746 | 31.28 | 37.45

113 23106 48965 37.80 1.06 | 396.28 | 28.6924 | 32.9419 | 27.11 | 33.37

122 25686 55853 39.08 1.07 | 415.28 | 29.3391 | 34.3964 | 27.43 | 34.92

82 15123 | 31761 32.31 1.06 | 344.25 | 24.9776 | 28.6146 | 23.66 | 29.16
[0069]

127 27022 57077 40.35 1.06 | 420.30 | 30.6924 | 34.9419 | 29.11 | 35.37

121 25056 53021 39.09 1.06 | 408.29 | 29.6924 | 33.9419 | 28.11 | 34.37

126 27051 57161 40.40 1.06 | 420.30 | 30.6924 | 34.9419 | 20.11 | 35.37

145 34146 72277 44.60 1.06 | 458.33 | 33.4504 | 38.1019 | 31.74 | 38.66

[0070]  (3) LAIC, fE ¥ S5t 4 H b8 &, Dragon 4= i ik 4 B AR &, UL A5 B E
N0 45K i e s 4 , FRAF 28Dk 17 s FE LRI 2 I 2k B 5 AAE  Lu o4 - 1, ISR 5
AR FEAS & 23 93] 941 A0

[0071]  (4) L KAH G I /MR TUAR S5 & 2 Ju e ME [l AT IR R IR 77 , 1 tH T 104 S A Al
SR 7, 43 X1 SM3. Dz (p) :X2:F08[C-0] :X3:UNIP: X, :HyWi B (v) :X5:Ho D:X6:SpPos B
(v) ;X7:SpPosLog D/Dt;X8:Ho B(p) ;X9:SpDiam Dz (p) ;X10:HyWi Dz (e) , HR4r FEARI 10>
IR I B W 3T

[0072]  3R3. 10EACHEIRTT I &R 7 Hidhs

[00731  Tx4 3 [xa  [x5 X6 X7 X8 X9 X10
16.4087 |6 | 139 |4.3901|41.8870|44.8475 |4.7544 | 21.7634|353.9451|9. 2431
15.8961 |6 | 115 |4.2586|37.7979(39.3125 |4.1958 | 19. 1507 |295.4847|8. 8866
16.0969 |6 |122 |4.2824]39.0830]40.4018[4.3923[19.6239[316.0434]8.9829
15.0632|6 |82 |4.1205|32.3109]34.19703.3797 [16.6601|206.8854|8.2355
16.2044 |8 |127 [4.3182]40.3495 42.0449 [4.5962 [ 20.4301|328.7472[9.0965
16.0510|7 |121 |4.2889]39.0893[40.6934 [4.3958 [19.7638|312.4974]8.9970
16.1884|7 |126 |4.3182]40.3996 |41.9668 |4.5952 | 20.3803 [323.4780]9.0894
16.7932 |11 | 145 |4.4135|44.6039|46.0802 |5.1917 | 22.4280|359.7743]9.3699
16.3220|8 | 138 |4.3670]40.5805|43.7079 [4.5706 | 21.3295 |347.0941]9. 1879

[0074] () B T-Jiiidk th >R M F IR 75 , AR UL T A AT R4, 242 O IR 77, 2 L3R4,
AT

[0075] P (1) =+0.5318X1+0.1015X2+0.01403X3+3.751X4+0.08761X5+0.08958X6]+
0.5885X7+0.1830X8+0.004620X9+0.9556X10-51 .580

[0076] P (2) =-0.7803X1-0.2487X2-0.005499X3+4.865X4+0.01781X5+0.06662X6+
0.2001X7+0.09473X8-0.006231X9+0.7070X10-16.425

[0077] P (3) =-1.326X1+0.2069X2-0.01321X3+5.587X4-0.006104X5+0.05154X6+
0.3427X7-0.002190X8-0.008101X9+0.6040X10-8.878

[0078] P (4) =-1.085X1+0.04423X2+0.0003891X3+5.462X4-0.1017X5-0.02304X6+
0.1587X7-0.2447X8+0.005499X9+1 .322X10-10.836

8
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(00791 P (5) =-0.1980X1-0.01055X2-0.02453X3+8.016X4-0.09841X5-0.004190X6+
0.9428X7-0.3690X8+0.006330X9+0.1503X10-24.193

[0080] P (6) =-0.5804X1-0.006145X2+0.0003567X3+8.097X4-0.1426X5+0.04710X6+
0.5413X7-0.1006X8+0.007435X9-1.881X10-7.663

[0081] P (7) =-0.9359X1-0.05420X2+0.01620X3+2.366X4-0.0156X5-0.04107X6+
1.580X7-0.1670X8+0.003524X9-1.594X10+15.090

[0082] P (8) =+0.4573X1+0.002638X2+0.02015X3+2.915X4-0.1471X5-0.09858X6+
0.7866X7-0.01202X8-0.006955X9-0.1316X10-12.377

[0083] P (9) =-0.09285X1-0.005898X2-0.006817X3-3.525X4-0.1834X5+0.01118X6+
0.9294X7+0.2454X8+0.0009003X9+0.4599X10+10.845

[0084] 4. BEH A i & 20 3T (A AR 4

0085l oy [r@ [p® [p@ [pe  [p® [P(@ [P® [PO)
1.1064 10.9479 (-0.3479(-0.030310.0468 [0.1412 |-0.0572]1-0.0444(0.0107
-2.267710.1517 |-0.2735(0.0993 |0.1224 |-0.1157(-0.0702{0.0471 |-0.0033
-1.374110.1918 |-0.4931(0.0142 |0.1259 |-0.1385(-0.0028(0.0461 |-0.0155
-6.59811-0.435110.3150 [0.0428 |0.0419 |0.1538 [-0.0042{0.0003 |-0.0135
-0.2166(0.0075 10.0228 [0.0720 |0.1084 |-0.1150(-0.0822|0.0047 |0.0397
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