AL 2R 2006 27 (10): 1900-1902  I1SSN: 0251-0790 CN: 22-1131/06

ISR ¥ e
A3 AE B

F Supporting info

BHRM AL 7 SZOTTH T 2 Ik & 3 RO B 52

%H::HELZ'?’, *ﬁl’s. }%@1'2'3. 1%%%1,3’ %Tﬁz&?‘l'z, 7?KAJ\L7\ El'z FM(206KB)
1. FERRKFFEATEBR AR, ER400044; » [HTMLA4: 3] (OKB)
2. WM RFNF YLK ST R E R S, W 410082; b B
3. HRRFHAEWE AL TR HE AR S, L 400030 e
%55 &
b A SCHERES K
w H ] 2005-8-15 &0l HH M4k A H Y 2006-10-8 52 H 4
g ARE L] EREE:: A H B2 HM e

AR AEMCEE TR ALAL b, 320 BT EIERRANR T SZOTT, Zdliih 7 & 5 Bt K, HERAERME. H5 HHT95 | AR | 3
FRAR R P HNRAL, Tl i f5e /> — SR RIEAZ AR 5 21 1E -/ — AR, ARAFHC IS O 2R S E—

P SIHA
K] FULRHENA T(SZOTT) Ik ERFBEHBI(QSAM)  fidk/ —FE(PLS) k Email Alert
4% 0629 R9L4 b SO R
DOI: b D R S

HRAE B
Using SZOTT Descriptors for the Development of QSAMs of Peptides b AT W SRR T
LIANG Gui-Zhao''?:3, MEI Hu':3, ZHOU Yuan!:2:3, YANG Shan-Bin''3, WU Shi-Rong*'2, LI (SZ‘OT_T)"%\ @9@%
Zhi-Liang®:2 WA AR

1. Department of pharmacy, College of Chemistry and Chemical Engineering, - B

Chongqing University, Chongqging 400044, China; .
2. State Key Laboratory for Chemobiosensors and Chemobiometrics under MOST, - HiE
Hunan University, Changsha 410012, China;

3. MOE Key Laboratory of Biomechanics and Tissue Engineering, Chongqing University,| - J& i
Chongging 400030, China .
W

Received 2005-8-15 Revised Online 2006-10-8 Accepted

Abstract A new descriptor, namely scores vector of zero dimension, one dimension, two
dimension and three dimension (SZOTT), was derived from principle components analysis of a
matrix of 1 369 structural variables including OD, 1D, 2D and 3D information for 20 coded
amino acids. SZOTT scales were then employed to express structures of 20 thromboplastin
inhibitors and 34 bactericidal peptides. The correlation coefficients of both whole calibration
(RZ:RZCU) and of cross validation (QZ:RZCV) for the multiple-variable models by classical partial

least squares (PLS) and orthogonal signal correction-partial least squares (OSC-PLS) of 20
thromboplastin inhibitors were 0.989 and 0.748, 0.994 and 0.936, respectively. R? and QZ for
the models by PLS and OSC-PLS of 34 bactericidal peptides were 0.619 and 0.406, 0.910 and
0.503, respectively. Satisfactory results obtained showed that structural information related
to biological activity in both data sets could be described by SZOTT which included plentiful
information related to biological activity, and which was conveniently operated and easy
interpreted, also predictive capability of models were relative robust. There is a high prospect
for SZOTT wide applications on quantitative sequence-activity modeling (QSAM) of peptides.
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