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Llenb 1 3aaa4n

Llenb nccneaoBaHuA: CMHTE3MPOBAaTb a30MPOM3BOAHOE
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XMMMYeckme CBOMCTBA
3ajauyn UCcneoBaHUS:
[TpoBeseHMe CHTE3a

MN3yueHne dr3nKO-XMMMUEeckme CBOMCTB MOJYYEHHbIX BELLIECTB:

KOHCTaHTbI KMCNOTHOCTK K, 1 KO3ddULmeHTa pacnpeaeneHmna logD
[Tonck 6enka-MuLIeHn, MpoBeAeHNe AOKMHIa

[Tonck COOTHOLLEHWI CTRYKTYPa-CBOUCTBO: 1Cqy, Ki 1 MM-GBSA
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CHATME cnekTpa

[enporoHnpoBaHHas popma (pH = 13)
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[potoHmnpoBaHHasa dopma (pH = 0,31)
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KOHCTaHTa KUCIOTHOCTU K,

K — [ATIHT]
° [HA]
[HA] = [A]

K,=[H*] = pK, =pH

pK, = 11,15
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Carbonic
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OnpeaeneHobl
oK, = 11,15
gD = -1,689

[1TpeackazaHbl IC50 m Ki
[locunTaHa MM-GBSA

COX-2
DHPS
carbonic anhydrase |l

plC50 pK.
Carbonic
anhydrase Il 6,605 7,062
COX-2 4,69 8,12
DHPS - 4,761
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