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H NMR and #C NMR spectra of new compounds
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'H NMR spectrum of BS23 in CDCls.
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Figure S2. *C NMR spectrum of BS23 in CDCl;.
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Figure S3. 'H NMR spectrum of BS24 in CDCls.
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Figure S4. 3C NMR spectrum of BS24 in CDCls.
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Figure S5. 'H NMR spectrum of BS25 in CDCls.
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Figure S6. 3C NMR spectrum of BS25 in CDCls.
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Figure S7. *H NMR spectrum of BS26 in CDCls.
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Figure S8. 3C NMR spectrum of BS26 in CDCls.
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Figure S10. 13C NMR spectrum of BS27 in CDCls.
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Figure S11. *H NMR spectrum of BS28 in CDCls.
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Figure S12. 13C NMR spectrum of BS28 in CDCls.
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Figure S13. 'H NMR spectrum of BS29 in CDCls.

8 z g 5 - ,, o la<2

5 : 2 8 82 = 5

% & & ¢ 1 ; ‘ g

L i o | B¢.>5__>“
iAE oa 1043
e H
Erocio 1
£2 - Roguisition Paranetars
fare, Zooioale
Tirw 15115
THaTROM
BROBHD 5 mm BRI 1H/D-
EUTPRGS " w0

e

D1 200000090 sec
ait 003000090 sec
DELTA 89999998 sec
TDo 1

CHANNEL 2 mmmmmmm=
altzid
in

o

A gl i T T i T

ey ey e

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Figure S14. 13C NMR spectrum of BS29 in CDCls.

S9



a - b in
BLNEIBEEZR
. Current Data Parameters
[ NAME siega 1047
EX2NO 1
! | PRECNG ok
|
! | F2 - Acquisition Parameters
Date_ 20210622
| Time 14,51
INSTRUM spect
| PROBHD 5 mm BBI 1H/D-
| PULPROG 2930
D 65536
| SOLVENT coc13
v 16
DS 0
SWH §172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 161.3
bW 81.000 usec
DE 8,00 usec
= 298.3 K
D1 1.00000000 see
™ 2
CHAN ——==
NuCL 1H
{ Pl 10.40 usec
[ PLL 2.00 dB
| 5FO1 300.1518535 MHz
| F2 - Processing parameters
32768
300.1500045 Milz
EM
‘ a
0.30 Hz
J 20.00

16 15

—— 170.558

S M b
14 13 12 n 10 9

Dot~ o o (o of ©
alBe |8 3 |& |3 |R
i o] e | P R =] B |

Figure S15. 'H NMR spectrum of BS30 in CDCls.
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Figure S16. 13C NMR spectrum of BS30 in CDCls.
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positive electron density.
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Figure S18. The binding mode of designed compound BS24 — COX-2 in the active center of
COX-2

[] ven der waals

- Conventional Hydrogen Bond
[ ri-cation

[ ri-sigma

[ Pi-sulfur

[ Akyl

[ pi-Alkyl

Figure S19. The binding mode of designed compound BS25 — COX-2 in the active center of
COX-2
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Figure S20. The binding mode of designed compound BS26 — COX-2 in the active center of
COX-2
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Figure S21. The binding mode of designed compound BS27 — COX-2 in the active center of
COX-2
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Figure S22. The binding mode of designed compound BS28 — COX-2 in the active center of

COX-2
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Figure S23. The binding mode of designed compound BS29 — COX-2 in the active center of

COX-2
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Figure S24. The binding mode of designed compound BS30 — COX-2 in the active center of
COX-2
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Table S1. Intermolecular interactions in the active center of COX-1.

[lécir/mmm:)gl] van der Waals hydrogen bonds m-type interactions
Gly526, Leu534 Ser530, Tyr355 ! ’ ! !
Leub35
Ser353, Phe361, Phe518,  Argl20, Tyr3ss,  Lcor Leuds, Vallls, lle3ds,
BS24 -134 Leu534, Gly526 Ala527 Leu531 Tyr355, Leu357, Leu359,
§ ! I1e523, Leu531
Met113, Leull?, Argl20, Vallle, Ile345, Tyr355,
BS25 -14.9 Phe321, Leu359, Trp387, Ser353, Ala527 Leu384, Tyr385, Met522,
Leub34, Leub35, Gly526, Leu531
Ser353, Phe361, Phe518, Ile345, Leu357, 11e523, Leu531,
BS26 139 Leu534, Gly526 Ser530 Leu535
Leu93, Argl20, Leu357,
BS27  -141 Tyr385, Phe381, Trp387,  Ser353, Ala527 Viall6, Leull7, Ile345,
Ser530 Tyr355, Leu384
Met113, Argl20, Ser353, Valll6, Leull7, 11345,
BS28 -12.9 Leu357, Trp387, Leu535, Ala527 Tyr355, Tyr385, Met522,
Leu543 Leu53l,
Argl120, Ser353, Leu357, Leu93, Metl13, Valllse,
Leu359, Phe381, Tyr385, Leull7, 11e345, Leu34s,
BS29 145 Trp387, Phe518, Leu534, Ala527 Tyr355, Leu384, Met522,
Leub535 Gly526, Leu531,
I1e89, Met113, Argl20
BS30 138 Tyr348, Leu359, Phe381, Ser353, Ala527, Leull7, Vallle, Ile345,
Tyr385, Gly526, leu534, Ser530, Leub31 Tyr355, Trp387, Leu531,

Leub35
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