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Fig. 1 Structures of designed molecules
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Tab. 1 Frequency of the proteins in the targeted
virtual screening
HH %S HHAER R B
1HVR  HIV Protease 173
1AAQ HIV Protease 139
1HTG  HIV Protease 137
THVP  HIV Protease 131
1HVI HIV Protease 122
1AJV HIV Protease 114
2UP]J HIV Protease 113
1HPS HIV Protease 112
1HSG HIV Protease 106
11IDA HIV-2 Protease 103
1HPX  HIV Protease 96
1HV] HIV Protease 96
1HIH HIV Protease 91
APHV HIV Protease 91
1HVL  HIV Protease 86
1HTF HIV Protease 79
1HVK  HIV Protease 75
1DIF HIV Protease 74
1AJX HIV Protease 70
1HBV  HIV Protease 61
9HVP  HIV Protease 61
1TCX HIV Protease 60
1HOS HIV Protease 50
1HPV HIV Protease 48
1IVE Neuraminidase 25
7UP]J HIV Protease 17
1TSD  Thymidylate Synthetase 7
1IVD  Influenza A Subtype N2 Neuraminidase 7
INNC  Neuraminidase Subtype N9 (TERN) (NA) 7
1ING Influenza A Subtype N2 Neuraminidase 4
1HTE HIV Protease 2
INNB  Neuraminidase 2
INSC  Neuraminidase 2
2SIM Neuraminidase 2
3HVT  Reverse Transcriptase 2
1INF Influenza Virus B/Lee/40 Neuraminidase 2
1INSD Neuraminidase 1
2PLV Poliovirus (Type 1, Mahoney Strain) 1
SARS Coronavirus Main Proteinase
1UK4 1

(SARS-CoV 3CLpro)
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Fig. 2 Effect of molecular volume on docking result
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Fig. 3 Relationship between Clog P and docking result
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Research on targeted virtual screening of aza stilbene derivatives

LI Yue-ging'. HUANG Ya-jun', ZHAO Wei-jie'. WANG Xi-cheng™’

( 1. State Key Laboratory of Fine Chemicals, Dalian University of Technology, Dalian 116012, China;

2. State Key Laboratory of Structural Analysis for Industrial Equipment, Dalian University of Technology , Dalian 116024, China )
Abstract: To seck new stilbene analogs with high activity, 237 aza stilbene derivatives with whole
new structures are designed. During screening targets of viral infection supported by the target-based
virtual screening service of TarFisDock, most of the designed molecules can act with the active site of
HIV protease. The reliability of the result is also confirmed by docking HIV protease and 237
molecules. The effects of some physicochemical properties on the docking energy score, such as
molecular volume, octanol/water partition coefficient, hydrogen bond formed between small
molecules and protein are explored. And molecular structure factors affecting docking results are also
discussed. Screening results suggest that HIV protease may be the highly-active target of aza stilbene

derivatives to inhibit HIV.

Key words: aza stilbene derivative; targeted virtual screening; anti-virus



