fh 22224 1997 55 (3): 209-214  ISSN: 0567-7351 CN: 31-1320/06

T TR T It 35T Pk 38 7 A 28 4K & 1 {q" 3-HB(3-Php2z)3ZNnX} (X=CI*-, Br”-, 1"-, NO3-) i) & . «
RAE S A 2E ST

MR B G, Tk 2 AR B

52 ELR A 2 2 B RRA 5t 22 AR 2 ) BRI 5 BT

WRs H W BRIE Y MR AA H B2 H

W E RIS T IR EFERE M T O S {0 3-HB(3-Phpz)3ZnX} [Ph=2K3E, pz=HtiE, X=CI*-(1), Br*-(2), 1-
(3), NO37-(4)], L ITE /M7, IR, A1H NMRXS H AT T RIE . AR A 92100 d R &5 b B8,

KB TALZEDV-Xa i35 T 2L 2 (M3-HB(3-Phpz) 3ZnOH} B2 () 4 438 . S8 20 RN J5i 1 Ha g,

e T AL S 0 T 3G IR R T RS R AL

KB MM P AN IR ST kST B SUEPRSURINE BRI
BRI Y)
R 0641

Study on the synthesis, characterization and quantum chemistry of carbonic anhydrase active
site model compounds {n”"3-HB(3-Phpz)3ZnX} (X=CI*-, Br*-, |-, NO3*-)
YANG KEWU,YIN YUANQI,WANG YONGZHEN,HUANG ZHONGXIAN

Abstract The active site model compounds [n*3-HB(3-Phpz)3ZnX][X=CI*-(1), Br*-(2), 1"-(3), NO3"-(4)] of the
carbonic anhydrase have been prepared and characterized by elemental analysis, IR, ~1H NMR spectrum. The molecular
orbital, bood grade and the atomic charge of the model compound 2 as well as the model [n3-HB(3-Phpz)3ZnOH] were
calculated by DV-Xa method. According to the calculated results the active atoms and active groups in model compounds
are discussed.
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