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Copies of spectral data of synthesized compounds

'H, °C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(4-

0x0-2-(2-((Z)-4,4,6-trimethyl-2-0x0-5,6-dihydro-4H-pyrrolo[3,2,1-ijjjquinolin-
1(2H)-ylidene)hydrazineyl)thiazol-5(4 H)-ylidene)acetate 3a
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Figure S1. H NMR spectrum of compound 3a
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Figure S2. °C NMR spectrum of compound 3a
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Figure S3. Data of HPLC-MS-ESI analysis of 3a
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-

((Z)-8-methoxy-4,4,6-trimethyl-2-o0x0-5,6-dihydro-4 H-pyrrolo[3,2,1-

if]quinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4H)-ylidene)acetate 3b
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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. Data of HPLC-MS-ESI analysis of 3b
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-8-chloro-4.,4,6-trimethyl-2-0x0-5,6-dihydro-4 H-pyrrolo|3,2,1-ij]quinolin-
1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4H)-ylidene)acetate 3¢
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Figure S8. °C NMR spectrum of compound 3¢
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Figure S7. H NMR spectrum of compound 3¢
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Figure S9. Data of HPLC-MS-ESI analysis of 3¢
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-8-bromo-4,4,6-trimethyl-2-0x0-5,6-dihydro-4H-pyrrolo[3,2,1-ijjjquinolin-
1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4H)-ylidene)acetate 3d
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Figure S10. H NMR spectrum of compound 3d
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Figure S11. °C NMR spectrum of compound 3d
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Figure S12. Data of HPLC-MS-ESI analysis of 3d
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl 2-(2-(2-(8-
iodo-4,4,6-trimethyl-2-0x0-5,6-dihydro-4 H-pyrrolo[3,2,1-ijj|quinolin-1(2 H)-
ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-ylidene)acetate 3e
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Figure S13. '"H NMR spectrum of compound 3e
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'H, C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(4-
0x0-2-(2-((Z2)-4,4,6,8,9-pentamethyl-2-o0x0-5,6-dihydro-4H-pyrrolo[3,2,1-
if]quinolin-1(2H)-ylidene)hydrazineyl)thiazol-5(4H)-ylidene)acetate 3f
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Figure S16. H NMR spectrum of compound 3f
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Figure S17. °C NMR spectrum of compound 3f
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
(8-chloro-4,4,6,9-tetramethyl-2-o0xo0-5,6-dihydro-4 H-pyrrolo|3,2,1-ij]quinolin-
1(2H)-y11dene)hydrazmeyl) -4- oxothlazol-S(4H)-yhdene)acetate 3g
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Flgure Sl9. H NMR spectrum of compound 3g
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Figure S20. °C NMR spectrum of compound 3g
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Figure S21. Data of HPLC-MS-ESI analysis of 3g
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-(2-(2-
(2-(8-bromo-4,4,6,9-tetramethyl-2-0x0-5,6-dihydro-4 H-pyrrolo|[3,2,1-
if]quinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-ylidene)acetate 3h
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Figure S22. '"H NMR spectrum of compound 3h
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Figure S23. °C NMR spectrum of compound 3h
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Figure S24. Data of HPLC-MS-ESI analysis of 3h
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-6-(4-chlorophenyl)-4,4,6-trimethyl-2-0x0-5,6-dihydro-4 H-pyrrolo[3,2,1-
if]quinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-ylidene)acetate 3i

Zulwucy inaticie of Organc Chemain doacow, Bruks:s SSS00 SP=E0013 MH: [1H] S-S, 5= 13013 01 =480% Pi=120 AU=0 852 FD=1.00 Hd=1 SH=130 TE=295K 11 April 2033 Ope: Steelenko o Ao Frep: L-5378 Sobr. DMS0-38
F3
¢ NMR/29337423 M-
g
i - %
H e 3l
% ci
'\.\ (i]
/ﬂc\fl;/(
\\‘L (]
O
I 4
-
il
)/ .
-
e ot — : L
\imlar DEIS0-d5 TWE
T T T T T T T T T T T T T T T
14 13 12 mn 10 9 B ) =} 3 4 3 2 1 ppr
L__ — ) e ] I___ - —— —— i A -
kil Ll o ¥ HE
. 1 o
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. Data of HPLC-MS-ESI analysis of 3i
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl 2-(2-(2-(6-
(4-chlorophenyl)-4,4,6,8-tetramethyl-2-0x0-5,6-dihydro-4H-pyrrolo|[3,2,1-
ene)hydrazmeyl) -4- oxothlazol-S(4H)-yhdene)acetate 3j
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Flgure 828. H NMR spectrum of compound 3
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Figure S29. °C NMR spectrum of compound 3j
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Figure S30. Data of HPLC-MS-ESI analysis of 3j
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-8-chloro-6-(4-chlorophenyl)-4,4,6-trimethyl-2-oxo0-5,6-dihydro-4 H-
pyrrolo[3,2,1-ijjlquinolin-1(2 H)-ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-
ylidene)acetate 3k
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Figure S31. H NMR spectrum of compound 3k
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Figure S32. °C NMR spectrum of compound 3k
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Figure S33. Data of HPLC-MS-ESI analysis of 3k
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-8-bromo-6-(4-chlorophenyl)-4,4,6-trimethyl-2-0x0-5,6-dihydro-4 H-
pyrrolo[3,2,1-ijjlquinolin-1(2 H)-ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-

y_lidene)acetate_3_l - - -
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Figure S34. '"H NMR spectrum of compound 31
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Figure S35. °C NMR spectrum of compound 31
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Figure S36. Data of HPLC-MS-ESI analysis of 31
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl 2-(2-(2-(6-
(4-chlorophenyl)-8-fluoro-4,4,6-trimethyl-2-o0xo0-5,6-dihydro-4H-pyrrolo|[3,2,1-
if]quinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-ylidene)acetate 3m
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Figure S37. '"H NMR spectrum of compound 3m
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Figure S38. °C NMR spectrum of compound 3m
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Figure S39. Data of HPLC-MS-ESI analysis of 3m
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'H, C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(4-
0x0-2-(2-((Z)-4,4,6-trimethyl-2-0x0-6-phenyl-5,6-dihydro-4 H-pyrrolo|[3,2,1-
y]qulnolm 1(2H)-ylldene)hydrazmeyl)thlazol 5(4H)-y11dene)acetate 3n
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Figure S40. '"H NMR spectrum of compound 3n
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Figure S41. °C NMR spectrum of compound 3n
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Figure S42. Data of HPLC-MS-ESI analysis of 3n
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-8-chloro-4,4,6-trimethyl-2-0x0-6-phenyl-5,6-dihydro-4H-pyrrolo[3,2,1-

iflquinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4 H)-ylidene)acetate 30
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Figure S43. '"H NMR spectrum of compound 30
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Figure S44. °C NMR spectrum of compound 30
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Figure S45. Data of HPLC-MS-ESI analysis of 30
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-
((Z)-8-bromo-4,4,6-trimethyl-2-ox0-6-phenyl-5,6-dihydro-4 H-pyrrolo|[3,2,1-
iflquinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4H)-ylidene)acetate 3p
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Figure S46. '"H NMR spectrum of compound 3p
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/SHIK Sko—96
a

Q
=

(L

T
3

(

55.631

urT-uQ N poyddy 1sag sy

oy, o

0808147905

it ik

T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S47. °C NMR spectrum of compound 3p
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Figure S48. Data of HPLC-MS-ESI analysis of 3p
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'H, *C NMR and data HPLC-HRMS-ESI spectra of methyl (Z)-2-(2-(2-

((Z)-8-fluoro-4,4,6-trimethyl-2-oxo0-6-phenyl-5,6-dihydro-4 H-pyrrolo[3,2,1-

iflquinolin-1(2H)-ylidene)hydrazineyl)-4-oxothiazol-5(4H)-ylidene)acetate 3q
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Figure S49. H NMR spectrum of compound 3q
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Figure S50. °C NMR spectrum of compound 3q
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Figure S51. Data of HPLC-MS-ESI analysis of 3q
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The dependence of inhibition of factor Xa- and Xla-induced chromogenic substrate
hydrolysis on the compound concentration.

The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 3b

1.2

]

0.8

0.6 4

0.4 4

S2765 cleavage rate/
cleavage rate without inhibitor

0.2 4

1.0

-

™,

A

0.0

5 10 15 20 25 30

Concentration 3b, uM

Figure S52. The dependence of inhibition of factor Xa-induced
chromogenic substrate hydrolysis on the concentration of 3b
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Figure S53. The dependence of inhibition of factor XIa-induced
chromogenic substrate hydrolysis on the concentration of 3b
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 3¢
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Figure S54. The dependence of inhibition of factor Xa-induced
chromogenic substrate hydrolysis on the concentration of 3¢
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Figure S55. The dependence of inhibition of factor XIa-induced
chromogenic substrate hydrolysis on the concentration of 3¢
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 3f
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Figure S58. The dependence of inhibition of factor Xa-induced
chromogenic substrate hydrolysis on the concentration of 3f
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Figure S59. The dependence of inhibition of factor XIa-induced
chromogenic substrate hydrolysis on the concentration of 3f
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 3k
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Figure S60. The dependence of inhibition of factor Xa-induced
chromogenic substrate hydrolysis on the concentration of 3k
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Figure S61. The dependence of inhibition of factor Xla-induced
chromogenic substrate hydrolysis on the concentration of 3k
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 31
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Figure S62. The dependence of inhibition of factor Xa-induced

chromogenic substrate hydrolysis on the concentration of 31

1.2 ]
E 1.0 4
2 \
ZE oz
o 2
L
DD 1
= £ 0o |
© et
o J 04 .\k
€5 X
S8 X
o b -
= H-—————____________.
0.0 T T T T T T T T T T
0 5 10 Is 2 25 30
Concentration 31, uyM
Figure S63. The dependence of inhibition of factor Xla-induced

chromogenic substrate hydrolysis on the concentration of 31
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 3n
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Figure S64. The dependence of inhibition of factor Xa-induced
chromogenic substrate hydrolysis on the concentration of 3n
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Figure S65. The dependence of inhibition of factor XIa-induced
chromogenic substrate hydrolysis on the concentration of 3n
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 30

S2765 cleavage rate/
cleavage rate withoutinhibitor

i
1.0 -
\
III
0.8 4
I
|II|
064 |
0.4 - i\\
"
0.2 e
— _
—
U,U T T T T T T T T T T T T
0 5 10 15 20 25 30

Concentration 30, uM

Figure S66. The dependence of inhibition of factor Xa-induced
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Figure S67. The dependence of inhibition of factor XIa-induced
chromogenic substrate hydrolysis on the concentration of 30
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The dependence of inhibition of factor Xa- and XIa-induced
chromogenic substrate hydrolysis on the concentration of 3p
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Figure S68. The dependence of inhibition of factor Xa-induced
chromogenic substrate hydrolysis on the concentration of 3p
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Figure S69. The dependence of inhibition of factor Xla-induced
chromogenic substrate hydrolysis on the concentration of 3p
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LCMS analysis of the reaction mass after 1 h of interaction of compound 1b with
thiosemicarbazide to obtain 2b
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Figure S70. LCMS analysis of the reaction mass after 1 h of interaction of
compound 1b with thiosemicarbazide to obtain 2b
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