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Figure S1. '"H-NMR spectrum of compound 3a.
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Figure S2. 3C-NMR spectrum of compound 3a.
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Figure S3. EI-MS of compound 3a.
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Figure S4. '"H-NMR spectrum of compound 3b.
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Figure S5. ®*C-NMR spectrum of compound 3b.
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Figure S6. EI-MS of compound 3b.



S8 of S31

Int. ]. Mol. Sci. 2018, 19, 3606

00"t

0
ZH 0E°0
0

Wi
ZHW TE€Z00ET° 006
89LZE
ZHW 0TOOPET'00S
ap 00" 1~
2080 008

Hi

wdd

— <

od
a9
a1
ass
MaM
ds
18
1048
'ld
1d
10NN

wommwsan [J TINNVHD wesemaen

Dak
N
Jeen
DaEn

008
N
M

1
00000006° 1
6862

059

000° 04
1960
10069L2°E
8866170
00000001
0

Vo

£1200
9£659

oebz

-0/H1 199 uw G
joade

ov o1
6090L102

1

z
L1-60unt

4601 *ON €Y1

006G-AY FONYAY

ov
SNatd
HMS

60

SN
LNAATOS
al
00ud1Nd
anaodd
WNYLSNT
owt,l,
eeq
ONDOYMd
ONdX3
AWUN

629 1T —

ELL" T

]

<I'e

<10C

/907

LIE"CT—

_—
—

S96°€E

£

*H)

WO K

S B N N S R s Y
DD O M e NN NN WY

/_Q,nuunyOszrc
LM OOBRND®WO ® WL W H1

¥H1 (17 d
/IVRRVOYL Y143V

~

Figure S7. '"H-NMR spectrum of compound 3c.
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Figure S8. ®*C-NMR spectrum of compound 3c.



510 of S31

Int. ]. Mol. Sci. 2018, 19, 3606

{ rest i
-
m
| .
)
R
"
-
]
J
“
"
't
| DOIORION LONL, NA%S 06 06T 2/W tavwgf
. LI I ] MTEILEN
|
L1 PN O IR N0 TN W R RN M EIT |

ANONKIN 09 “TOAL UM
AMONY T IVENDD A INI WAL A0 ISNIZIOOLVE VAPV tapduing
(FFI0S R0 UMY SNLL) LIOT-0T-90 0 M) ATy oA

[ELLN WV L8100 L102/0T/9
(#01) v’y SSOW

Figure S9. EI-MS of compound 3c.
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Figure S10. '"H-NMR spectrum of compound 3d.
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Figure S11. ®*C-NMR spectrums of compound 3d.
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Figure S12. EI-MS of compound 3d.
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Figure S13. 'H-NMR spectrum of compound 3e.
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Figure S14. 3C-NMR spectrum of compound 3e.
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Figure S15. EI-MS of compound 3e.
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Figure S16. 'H-NMR spectrum of compound 3f.



S18 of S31

ULLOM vl
004 WY AONYNY

Int. ]. Mol. Sci. 2018, 19, 3606

wdd oz

A SR §

or

09

08

00}

]

(147

1

ovl

I

09, 08}
! I

00z

1

1142

VARV

Al

Figure S17. 3C-NMR spectrum of compound 3f.
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Figure S18. EI-MS of compound 3f.
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Figure S19. '"H-NMR spectrum of compound 3g.
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Figure S20. ®*C-NMR spectrum of compound 3g.
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Figure S21. EI-MS of compound 3g.
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Figure S22. '"H-NMR spectrum of compound 3h.
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Figure 523. ®*C-NMR spectrum of compound 3h.
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Figure S24. EI-MS of compound 3h.
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Figure S25. '"H-NMR spectrum of compound 3i.
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Figure S26. *C-NMR spectrum of compound 3i.
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Figure S27. EI-MS of compound 3i.
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Table S1. Docking results for the highest ranked biologically active ligand F-Xa.
Ami id
In-vivo Amino acids . . . mino .ac1 s Amino acids
. . . Amino acids showing showing .
Compd. anticoagulant ACE showing Distance . showing
Score L. o van der Waals contacts hydrophobic .
No. activity at 7" h  Kcal/mole hydrogen bond (A) . er. % . arene-cation
lie within4 A contacts lie
(Sec) contacts s o contacts
within 4 A
Ser*, Leu*, Met?*2 Pro20, Phe!4
1 2 74 -197.87 lu%® 22 ! ’ ’ ’ ’ Arg®
356 978 Glu 3 Ala?, Cys'?, Pro®, Tyr2? Cys*, Arg®, Leu'® 8
Tyr#2, Met?2, Phe!!4,
3a 6270 342 -352.28 Arg? 2.94 Cys'2, Leu?, Ser*, Ala24 Pro#® -
Pro'®, Gly?, Gly%, Thr®
Leu#’, SER48, Pro'2, Cys*, Pro®, Gly?%,
3b 5312 108 -370.05 - - Tyr#, Phe'4, Pro%, Proi?4, Met242, Arg?
Gly%, Pro'*, Glu'* Phe!l, Ala%, Leu!??
Arg'®, Glu', Pro'?, Leut Arg?,
Ala?, Cys'?, Phet!4
3c 5324 95 -253.57 Arg? 2.83 ! ’ ’ Pro'2, Leu?, -
Glu®, Ser*, Leu?, 6
Met242, Asp239 LyS
Cys44, Pro12, Arg25,
3d 5646 132 -287.52 Arg?®, Leu'® 3.19,3.25 - Leuss, Lys®s -
Arg?, Leu'?, 2.98, 3.03, Arg'?, Glu'?, Phe''4, Lys®¢, Ala?, Arg?,
3 5658 167 -189.68 -
€ Pro? 3.17 Glu*, Ser Leu'”, Cys*
Ala?, Gly?, Phe!!4, Phe!?, Leu's,
3f 5626 84 -340.54 Arg?, Arg?» 2.99, 274 Gly%, Pro®, Tyr®, Leu¥, Leu®5, Cys*, Pro, -
Met242, Glu124 Pr0120
Ala?, Phe!l, Cys*,
A 239, P 124, Gl 124,
3g 5442 92 -262.48 - - Spry 2 ro T Arg?, Lyss, -
Trp'27, Cysl22
P,y Arg!?, Leu?»
Thr¥, Gly*, Pro*, Gly?,
P 120, C 44, L 47,
3h 5612 130 -311.48 - - o L ys T, el Pro®, Leu!®, Phell+ Arg?

Asp?, Ala?, Phel,
G1u124
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3i 5662

214

-312.12

Pro#, Tyr#?, Pro'?,

Leu#, Cys#, Met?*?,

Ala, Asp239, Gly26,
Pro®, Thr¥®, Gly*

Arg25 Arg25

RPR200095 5192

110

-197.81

Leu¥, Ser*, Cys?®, Tyr%,
Cysm, Gly26, Ala2,
Phe!l, Pro!?, Leu23,

Asp?, Leu?»

Lysz43, Arg25,
Met242

No. = Specific code assigned to ligand; ACE= Atomic contact energy calculated by Patch Dock (kcal/mol); Distance = hydrogen bond length calculated from docked

pose by using Ligand interaction tool of Patch Dock.

Table S2. DFT computed molecular properties (all in eV, except dipole moment which is in the units of Debye) for oxadiazoles derivatives obtained at B3LYP/6-

31G** level of theory.

Sr. Compound Ionlsatl.on Electron Chemical Chemical Cheml.cal Electronegativity Electrophilicity Dipole

No. name Enomo Ewumo Egp  potential affinity (A) hardness (1) softness potential 0 (@) moment
(I (&) () (D)
1 1 -6.60  -0.58 6.02 6.60 0.58 3.01 0.17 -3.59 3.59 2.14 3.66
2 3a -6.25 -0.64 5.61 6.25 0.64 2.80 0.18 -3.44 3.44 2.12 1.84
3 3b -6.14 -0.64 5.51 6.14 0.64 2.75 0.18 -3.39 3.39 2.09 1.83
4 3¢ -6.15 -0.60 5.54 6.15 0.60 2.77 0.18 -3.37 3.37 2.06 2.20
5 3d -6.05 -0.57 5.48 6.05 0.57 2.74 0.18 -3.31 3.31 1.99 2.39
6 3e -6.07 -0.58 549 6.07 0.58 2.75 0.18 -3.32 3.32 2.01 2.19
7 3f -595 -057 5.39 5.95 0.57 2.69 0.19 -3.26 3.26 1.97 2.36
8 3g -641 -054 587 6.41 0.54 2.94 0.17 -3.47 3.47 2.05 2.14
9 3h -597 -053 543 5.97 0.53 2.72 0.18 -3.25 3.25 1.94 2.67
10 3i -6.08 -054 554 6.08 0.54 2.77 0.18 -3.31 3.31 1.98 2.37
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