SERERAALE AR 2007, 28 (5): 964—967  ISSN: 0251-0790 CN: 22-1131/06

Je PR 77 3R 11 5 A OR R E ST

1%51:&%\‘

HERh2, g2, a2, dim, Ea Rt
R AR 2 TR R T SR 5,
) TR,

AL AR BE, KX 400044

wn R

W B3 2006-1-12 &I H Y W4 Ak A B 2007-4-23 #2252 H 1

2 ETFEIERYME R RIR T R EVHSE, X214 5 M= R A AT S5 MR AE . 250 013 5 /)N
TIRANGE B AR BT BOR, AR B (R AR 45 R, TS B — A AR A A, N2 R G214
P 7 22 R A IR B i P AT MR e/ — SR, B ST 5 R BURZ H92.6%, B — LA BY 41IEAS HIIFQ2
SPAT8.3%79.4%. Z5REKW, JamHiE T ZINE B 4ivE T LTS 35 W AR R A MKk . AR S AT

BT DA B B 845 B R R T HL PR A 35 D) AH O

FHEiR]  As a new set of amino acid descriptors, VHSE(principle component score vector of hy
drophilicity, steric, and electronic variables) scales were applied to QSAR studies on 21 oxytoci

n_analogues. Firstly, stepwise multiple regression combined with partial least squares was us
ed to screen variables. According to the result of external validation, an optimal variable subs
et with 9 variables was obtained. Then, this optimal variable subset was employed to establis

h PLS model on all 21 samples with the results of the squared multiple correlation coefficient
(Bg), leave-one-out cross-validation RZ, and n-fold cross-validation(n=5) RZ were 92.6%, 7

8.3%, and 79.4%, respectively. The results show that oxytocic activity was closely related to t
he hydrophobic, steric, and electronic properties in positions 3 and electronic property in posit
ion 8 of oxytocin analogues.
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F AFIHh 15 “As a new set of a
mino acid descriptors, VHSE(pri
nciple component score vector
of hydrophilicity, steric, and ele
ctronic variables) scales were a
pplied to OSAR studies on 21 o
xytocin analogues. Firstly, step
wise multiple regression combi
ned with partial least squares
was used to screen variables.
According to the result of exter
nal validation, an optimal varia
ble subset with 9 variables wa
s obtained. Then, this optimal v
ariable subset was employed t
o0 establish PLS model on all 21

samples with the results of the
squared multiple correlation co

efficient(R2), leave-one-out cro
ss-validation R2, and n-fold cro

ss-validation(n=5) RZ were 9
2.6%, 78.3%, and 79.4%, resp
ectively. The results show that
oxytocic activity was closely rel
ated to the hydrophobic, steric,
and electronic properties in po
sitions 3 and electronic propert
y in position 8 of oxytocin anal
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