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Figure S1. HRMS spectrum of compound 4
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Figure S2. HRMS spectrum of compound 12
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Figure S3. HRMS spectrum of compound 14
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Figure S4. HRMS spectrum of compound 15

GT-20201212P05-1 837173723 AT: 19.28-19.29 AV: 3 NL: 8.04E8
T: FTMS + p ESI Full lock ms [100.0000-1000.0000]

100 28815895
G-
a0
T
gm-
3 5]
3
FEls
*SD—
124.08716
Byt 28520578
10
g 13010244 (g2 908RE 2R 0aETT  2MaagaTsl 3415117 390072 42830088 4723212 S16.35242 ETEII55 gng s0624 S4B.43181 SO245851  THGMAEZE  TROS1103 82453540 BE04B0IE 91288684 95235081 9205804
T r~—7r g9 7 TTTT TP+ v+ rvrrgprrrr+rprrrrrrgrrvrerrrg1rror+rr&r|r—4+rr—+Tprrrrrgqrrr7rrrrrrvrrJrrr+ 77174 7117 77 | 1 TR
190 150 200 24 00 350 400 480 800 S50 B0 E50 oo 750 800 B0 =00 450 1000
miz
GT-20201212P0S-1 237173720 AT: 12.28-19.29 AV: 3 NL: 8.14E8
T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
28815599
CirHzz O3
5
100 1.56855 ppm
40
a0
B T
E&D—
5 5o
im—
b =Rl k]
= A0=] CraHz= O3 NMaz
20 32945 ppm
10
L o e B T~ rrr+—r-rrr+rrrrrgrrrgrtr 1o g1 1 44t prrrrg1rr 1o g1 141 g1 4rr—r+r1r+r+orrrrgrrrrg1rrr1rrrrr1r1r1rrr[rr1rr[rr1rr1rgrr1rrr1r[1°r1 1 |11 4T TT
;TE b=k 2pag pa 2 b= T 2805 2pan 2880 2.4 MO 2po8 =00 0.2 2o04 206 0.8 28 2 2914 285 e 2920 pei -3 34
miz



Figure S5. HRMS spectrum of compound 16
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Figure S6. HRMS spectrum of compound 17
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Figure S7. HRMS spectrum of compound 18
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Figure S8. HRMS spectrum of compound 22
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Figure S9. '"H-NMR spectrum of compound 4
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Figure $10. *C-NMR spectrum of compound 4
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Figure S11. '"H-NMR spectrum of compound 12
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Figure S12. ®*C-NMR spectrum of compound 12
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Figure S13. '"H-NMR spectrum of compound 14
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Figure S14. ®*C-NMR spectrum of compound 14
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Figure S15. '"H-NMR spectrum of compound 15
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Figure S16. *C-NMR spectrum of compound 15
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Figure $17. '"H-NMR spectrum of compound 16
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Figure S18. *C-NMR spectrum of compound 16
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Figure $19. '"H-NMR spectrum of compound 17
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Figure S20. *C-NMR spectrum of compound 17
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Figure S21. '"H-NMR spectrum of compound 18
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Figure S22. ®*C-NMR spectrum of compound 18
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Figure $23. '"H-NMR spectrum of compound 22
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Figure S24. ®*C-NMR spectrum of compound 22
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Figure S25. Correlation between the antiplatelet and COX-1 inhibitory activities of the tested compounds. Compounds inactive (ICso > 100 uM
on either bioassay, i.e., 12, 15, 18, and 22) are not included but they fit in the general trend.
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Table S1. Docking results obtained using AutoDockTools 1.5.7 and Discovery Studio visualizer (21.1.0.20298)

e g ] . Number of . X
Compound  Binding energy (Kcal/mole) Number of interacting AA conventional H-bonds AA involved in H-bonds
1 -8.68 9 2 Val A:349, Ser A:530
2 -8.76 6 - -
3 -8.50 9 1 Ile A:523
4 -8.38 11 1 Ser A:530
5 -8.01 11 1 Tyr A:355
6 -7.70 8 2 Val A:349, Ser A:530
11A -9.29 9 - -
11B -8.93 9 1 Tyr A:385
11C -8.21 4 - -
12A -9.23 6 3 Tyr A:385, Gly A:533, ASN A:375
12B -8.76 5 1 GLY A:533
12C -8.22 5 1 ASN A:375
13A -8.30 7 1 Arg A:120
13B -9.20 9 1 ASN A:375
13C -8.85 11 - -
14 -8.88 10 - -
15 -8.36 9 1 Met A:522
16 -8.47 8 1 Gly A:533
17 -9.50 9 - -
18 -9.32 12 1 Arg A:376
22 -8.54 10 Tyr A:385, lle A:523
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