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Viém khép dang thap (RA) 1a bénh ly ty mién man MO HINH 3D-PHARMACOPHORE
tinh phuc tap vdi ty 1€ mac chiém 0,5-1% dan so '

1 Khoa Dudc, Pai hoc Y Dugc Thanh pho H6 Chi Minh

thé gidil. BEnh nay gay anh huéng nghiém trong
khong hoi phuc dén xuong khdp va ca cac ca quan
ngoai xuong nhu phdi, mach mau va hé thdng
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huyét hoc. Cac nghién cdu gan day cho thay trong

mau ngoai vi, bach cau & dich khdp va cac mo M6 hinh cac chét gan két IL-21R M6 hinh cac chat gan két IL-21R
hoat dich bi viéem cua bénh nhan RA cd su tang lén PDANH GIA DUOC PONG HOC - POC TINH
dang ké cta ndng do interleukin-21 (IL-21)2.
SO chat thoa tu'ng nguGng rui ro SO chat thoa
2 RV empidl ADMET_Risk Absn_Risk Cyp_Risk Tox_Risk ©@ % Nnguong
<7 <4 <2 <2 rul o
Sang loc /n sifico dé tim cac phan tir nho cd tiém Cacchat ZINC 12.592 13.949 12.687 11.531 10.098
o v ~ A . - _ gan ket ChemDiv 598 605 588 559 535
nang gan ket tren IL-21 va IL-21R trong dieu tri IL—21R MayBridge 77 92 30 39 31
bénh viém khdp dang thap. Drugbank 66 66 76 61 44
Cac chat ZINC 13.676 14.423 13.840 13.747 12.103

) N ) gin két ChemDiv 767 748 766 759 735
C® PHUONG PHAP NGHIEN CUU Tl—2q MayBridge 62 62 60 64 58
Drugbank 142 105 163 158 102

MO PHONG GAN KET PHAN TU (DOCKING)

Chuan bi CSDL A

Y600-1481 Y020-8659 Y512-4931

Mo hinh ;IICI)\IECIE(IIZZIOZ (_]}925/; Zj;; » (— 7.3 kcal/mol) (— 7,1 kcal/mol) (— 7,0 kcal/mol)
3D-Pharmacophore armer Khoang g&n két ’
cua IL—21R
Danb gia dl.l'(_fC ADMET Predictor 10.4
dong hoc
A > Y ZINCi 63446894 JZINC34790636 H 7'50] 1 97
Mo phong gan DB16253
ké,lt’ phé|g1 %:r Autodock VINA 1.2.0 — 8,0 keal/mol) —81kcaymo)  (—70keaymop  (—65kaal/mol
A4TY
M phong ddng GROMACS 2023.3 ‘v, p i ®s
luc hoc phan tr oAt
Néing ufong 9an  Eesasieadunienty ol ZINC32971097 RF02762 DB15215
' Khoang gan két (— 13,4 kcal/mol) (— 6,6 kcal/mol) (— 6,4 kcal/mol)
cua IL—-21
<3 KET LUAN VA DPE NGHI O .
L691-0263 ZINC09244208 ZINC13914291 8016-5187
~ : n _ _ — 7.2 keal/mol
K&t qua cho thdy ZINC32971097, DB13215, (~101 kealfmol) - (~86 keal/mol) —83kcaymoy AT
RF02762 dudc danh gia la nhirng chat co tiém g = A
e ° ’ ‘ NANG LUONG GAN KET TU DO
nang uc che IL-21 va HTS01197, Y0208-659 Ia
nhEi’ng chat gén ket tot nhat vai IL-21R. Nghién clTu IL-21R ZINC34790636 ZINC63447894 1B06-4239 Y600-1481 Y020-8659 Y512-4931  DB16253 HTS01197
dé xudt tién thanh thr nghiém /n vitrova in vivodé  AGliénkét | o0 c99 1454508 —1899% —1496: —1551% —1212+  —10,78+  —1044%
' (Kcal/mol) ’ ’ ’ ’ 3,45 5,63 4,35 4,46 3,97 3,59

khang dinh hoat tinh sinh hoc cua cac chat nay.
IL-21 ZINC32971097  L891-0283  ZINC09244208 ZINC13914291 8018-8187 RF02762 DB13215
TAI LIEU THAM KHAO S — . N — N
(AK?:!T/EIE; _2871+494 —3811+891 —1255+452 fff: . 275'2%0 T _1734+6,82 fg'iz .
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