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Figure S2. 3C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 6
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1H, 1BC NMR and data HPLC-HRMS-ESI spectra of 6-iodo-2,24-trimethyl-1,2,3,4-

tetrahydroquinoline hydrochloride 8a
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Figure S5. "H NMR spectrum of 6-iodo-2,2,4-trimethyl-1,2,3,4-tetrahydroquinoline hydrochloride 8a
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Figure S6. °C NMR spectrum of 6-iodo-2,2,4-trimethyl-1,2,3,4-tetrahydroquinoline hydrochloride 8a



x10 2 |[VWD1 - A:'Wavelength=254 nm 1324.d
1. *5.400

0.8
0.6+
0.4

0.2-
*2.173 *4.140 5.680 * 6.820

0 o~

T T T T T T T T 1

2 25 3 35 4 45 5 55 6 65 7 75
Response Units (%) vs. Acquisition Time (min)

x10 5 6-iodo-2,2,4-trimethyl-1,2,3 4-tetrahydroquinoline: + Scan (5.336-5.435, 5.485 min, 8 Scans) 1324...

302.0412
2
1
os. . : .
o 119-?736 472.1391 682.43590 |

100 200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

Figure S7. Data of HPLC-MS-ESI analysis of 8a

1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of 6-iodo-2,2,4-trimethyl-4-phenyl-1,2,3,4-

tetrahydroquinoline hydrochloride 8b
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8b

_,,..-\w‘\'-MMM
T ) M
\ .'/ \ fn’ ”_-m-\r‘:ﬁ M I’v‘)\"l ¥ "l
v | (. I A I I
I fooog | | ' | AT
I'.'IE l\'m \ / g | I| o N '“"ﬁ'ftf |'|r.r",'f'- |I|r|‘!| [ " |
8 g ® e 0 Te L S H g b il Ian
8L & g U] ryE) e R yia
S 4 ] 8 g | | 1 N|||‘=r | o &I || F)
= | © | | J Agd | 1
& gy B 'uﬁ‘ T8 8 gl g |
N M 8 Il 28 g™ | ||
— o S -2 “'—‘l ~ g I| |
i I 2 - E |© pJ ‘q
= |
§ 2] © § II LL ||
m 3 — I - | -3
£ I il
7 E: 8 g
@ - =
’: ‘
|
=
o | =
@
|
N
o
w |
[

702

T T T T T T T T T T T T T T T T T
3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 400
Wavenumber cm-1

Figure S10. IR spectrum of 8b



x10 2 [VWD1 - A:\Wavelength=254 nm 1347.d
1. *5.827

0.8
0.6
0.4

0.2
*5.057 *7.233

2 25 3 3.5 4 45 5 55 6 6.5 7 7.5
Response Units (%) vs. Acquisition Time (min)

x10 5 6-iodo-2,2 4-trimethyl-4-phenyl-1,2,3,4-tetrahydroquinocline: + Scan (5.770-5.903 min, 9 Scans) 13..
1.751 378.0715

1.5

1.25

0.75-
0.5+
0.251

117.0771 244.0018 | 512.4969  682.5458 901.2125

100 200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
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1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of 4-(4-chlorophenyl)-6-iodo-2,2,4-trimethyl-

1,2,3,4-tetrahydroquinoline hydrochloride 8¢
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Figure S16. '"H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-if]quinoline-1,2-dione 9a
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Figure S19. Data of HPLC-MS-ESI analysis of 9a

1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of 8-iodo-4,4,6-trimethyl-6-phenyl-5,6-

dihydro-4H-pyrrolo[3,2,1-ijjj]quinoline-1,2-dione 9b
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Figure S20. 'H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 9b
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Figure S23. Data of HPLC-MS-ESI analysis of 9b
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Figure S25. 3C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-if]quinoline-1,2-dione 9¢

x102

WD - Awlavelength=254 nm 0514.d
*5.500

=103

251

1.54

0.54

05 1 15 2 25 3 35 4 45 &5 55 & 65 71 15
Response Units ws. Acguisition Time (min)
6-[4-chlorophenyl)-8-iodo-4, 4, 6-tnimethyl-5,6-dihydro-4H-pyrrolo[3,2, 1-jlguinoline-1,2-dione: + Sc..

466.0063

948 0314 7

100.1123
| 2751299 | /A
1 RO NPPPRTI A 1) TN Y O Y TP i

700 200 300 400 500 GO0 70D 800 900 1000 1100 1200 1300 1400 1500
Counts vs. Mass-to-Charge (miz)

Figure S26. Data of HPLC-MS-ESI analysis of 9¢
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of 4,4,6-trimethyl-1,2-dioxo-1,2,5,6-tetrahydro-4H-

pyrrolo[3,2,1-ijlquinolin-8-yl-2-methoxybenzoate 10c
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Figure S27. '"H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 10c¢
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Figure S28. '3C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-if]quinoline-1,2-dione 10¢

17



LE Vin/D1 - A'wavelength=254 nm 0510.d
1 *4.350

0.8
0.6+
0.44
024

05 1 15 2 25 1 315 4 45

5

55 6 65 7 75

Response Units vs. Acquisition Time (min)

3
1 380.1430

44 7762411

24
‘ L. 63219 |

4 4 &-tnimethyl-1,2-dicxo-1,2.5, 6-tetrahydro-4H-pyrrolof3.2, 1-ijlguinclin-8-yl  Z-methoxybenzoate: +..

1160.2994

. | 1
100 200 300 400 500 600

700 800 900 1000 1100 1200 1300 1400 1500

Counts vs. Mass-to-Charge (miz)

Figure S29. Data of HPLC-MS-ESI analysis of 10¢
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1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of 8-fluoro-4,4,6-trimethyl-6-phenyl-5,6-
dihydro-4H-pyrrolo[3,2,1-ijlquinoline-1,2-dione 10f
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Figure S33. 'H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 10f
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Figure S34. 3C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-i/]quinoline-1,2-dione 10f
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Figure S35. IR spectrum of 10f
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1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of 6-(4-chlorophenyl)-8-fluoro-4,4,6-trimethyl-

5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinoline-1,2-dione 10g
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Figure S37. '"H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 10g
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Figure S38. *C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-i/]quinoline-1,2-dione 10g
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of 6-(4-chlorophenyl)-4,4,6,8-tetramethyl-5,6-

dihydro-4H-pyrrolo[3,2,1-ijlquinoline-1,2-dione 101

g ¥ T Y. Mencow, Frdkar AWEUU T 600,13 MEFG: {TH| 5= 12K SR =L, TE0 ACHILBEE =T 00 =1 SR=04 TE=30R 14 Ccober B2 Opr- Steclosko TeA Frop [0, Sulv. DWGCH6,
T
I NMR/29337781 111 I AR
5 =
]
£
cl
‘ N
o} o
a1
by %
LJ\_J S, |
e DiSO-d5 TS
T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 z2.0 1.5 1.0 0.5 oo
L I(/A L ‘|,J [EE hlat._ L
P h: 1 b

Figure S41. '"H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 101
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Figure S42. '3C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-if]quinoline-1,2-dione 101
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Figure S43. Data of HPLC-MS-ESI analysis of 101

1H, 13C NMR and data HPLC-HRMS-ESI spectra of 8-ethoxy-4,4,6-trimethyl-5,6-dihydro-4H-

pyrrolo[3,2,1-iflquinoline-1,2-dione 10m
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Figure S44. "H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-if]quinoline-1,2-dione 10m
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Figure S45. *C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 10m
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Figure S46. Data of HPLC-MS-ESI analysis of 10m
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of 6-(4-chlorophenyl)-4,4,6-trimethyl-5,6-dihydro-

4H-pyrrolo[3,2,1-ijlquinoline-1,2-dione 100
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Figure S47. '"H NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 100
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Figure S48. 3C NMR spectrum of 5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinoline-1,2-dione 100
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Figure S49. Data of HPLC-MS-ESI analysis of 100

1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-2-thioxo-5-(4,4,6-trimethyl-2-0xo0-5,6-

dihydro-4H-pyrrolo[3,2,1-ijlquinolin-1(2H)-ylidene)thiazolidin-4-one 12a
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Figure S50. 'H NMR spectrum of compound 12a
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Figure S51. 3C NMR spectrum of compound 12a
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Figure S52. Data of HPLC-MS-ESI analysis of compound 12a



1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-5-(8-iodo-4,4,6-trimethyl-2-0x0-5,6-dihydro-

4H-pyrrolo[3,2,1-ijflquinolin-1(2H)-ylidene)-2-thioxothiazolidin-4-one 12b
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Figure S53. 'H NMR spectrum of compound 12b
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Figure S54. 3C NMR spectrum of compound 12b

30



x10 2 |VWD1 - A:‘Wavelength=254 nm 1445.d

. *5.780
0.8
0.6
0.4
0.2
0l —
2 2.5 3 3.5 4 45 5 5.5 6 6.5 7 7.5 '

Response Units (%) vs. Acquisition Time (min)

x10 3 |5-(8-iodo-4,4,6-trimethyl-2-0x0-5,6-dihydro-4H-pyrrolo[3,2,1-ij]quinolin-1(2H)-ylidene)-2-thioxothia...

3 612.5307
2.5
) 470.9692 A
191 N\
" ’ 959.5068
051 140.3062 384.2101 703.1752 825.1055 L 1104.7567
Olewtva e P — | B M .I" T VORI P i N | |.

100 200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

Figure S55. Data of HPLC-MS-ESI analysis of compound 12b

1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-44,6-trimethyl-2-oxo-1-(4-0xo0-2-

thioxothiazolidin-5-ylidene)-1,2,5,6-tetrahydro-4H-pyrrolo[3,2,1-ijlquinolin-8-yl benzoate 12¢
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Figure S56. '"H NMR spectrum of compound 12¢
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Figure S57. 3C NMR spectrum of compound 12¢
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Figure S58. Data of HPLC-MS-ESI analysis of compound 12¢
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-44,6-trimethyl-2-oxo-1-(4-0xo0-2-
thioxothiazolidin-5-ylidene)-1,2,5,6-tetrahydro-4H-pyrrolo[3,2,1-ijlquinolin-8-yl ~ 2-methoxybenzoate
12d
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Figure S59. '"H NMR spectrum of compound 12d
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Figure S60. 3C NMR spectrum of compound 12d
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Figure S61. Data of HPLC-MS-ESI analysis of compound 12d

1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of (Z)-44,6-trimethyl-2-oxo-1-(4-0xo0-2-
thioxothiazolidin-5-ylidene)-1,2,5,6-tetrahydro-4H-pyrrolo[3,2,1-ijlquinolin-8-yl 3,4,5-

trimethoxybenzoate 12e
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Figure S62. 'H NMR spectrum of compound 12e
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Figure S64. IR spectrum of compound 12e
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Figure S65. Data of HPLC-MS-ESI analysis of compound 12e

1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-3-ethyl-5-(8-methoxy-4,4,6-trimethyl-2-oxo-

5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-1(2H)-ylidene)-2-thioxothiazolidin-4-one 12f
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Figure S66. 'H NMR spectrum of compound 12f
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Figure S67. >*C NMR spectrum of compound 12f
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Figure S68. Data of HPLC-MS-ESI analysis of compound 12f
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-5-(8-fluoro-4,4,6-trimethyl-2-oxo-6-phenyl-

5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-1(2H)-ylidene)-2-thioxothiazolidin-4-one 12g
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Figure S69. "H NMR spectrum of compound 12g

(3 ¥ =3 P Chermmiry, Moscow, Reaker A WGk AF =1 50,90 MFE (130 Sl=508 [=TTTT Pl =10 ACH0 AT R0 FE=d] SR=a5 15 TE=1ak 14 Oclober 2000 Upe Sbrelerko T A, Prep: [~ Salv. DWG—8,
F
L NMR/29337791 1/ R
= o -, w - -3 o -
§ = + 5 RS 3 - 5 ae
ES 2 2 =5 5 - S
3 - - - - - "
E ”
s
! L
N
]
|
|
|
|
|
1
|
|
|
|
| I lJ ” ‘
T T T T T T T T T T T T T T T T T T T T
200 130 180 170 160 150 140 130 120 110 100 20 a0 70 &0 50 40 30 a0 10 Ppol

Figure S70. 3*C NMR spectrum of compound 12g
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Figure S71. Data of HPLC-MS-ESI analysis of compound 12g
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5,6-dihydro-4H-pyrrolo[3,2,1-iflquinolin-1(2H)-ylidene)-2-thioxothiazolidin-4-one 12h
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Figure S72. "H NMR spectrum of compound 12h
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Figure S73. 3C NMR spectrum of compound 12h
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Figure S74. Data of HPLC-MS-ESI analysis of compound 12h
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-5-(8-iod0-4,4,6-trimethyl-2-0x0-6-phenyl-5,6-

dihydro-4H-pyrrolo[3,2,1-ijlquinolin-1(2H)-ylidene)-2-thioxothiazolidin-4-one 12i
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Figure S75. '"H NMR spectrum of compound 12i

[o=T e Chomeatry, Womeow, Fedke E TICTRER TOTT PR =110 AG-OATS RO=T 00 TETE-ERK A Cber HE (e Sedlas Ve A Frop: L0000, Soby: T8,
3
T
I NMR/20337792 11 N
: 3 =3 A z % %<dzdsEagzer ®
= sz : : S iiifeiiiiai: =
£
5|
) 5
|
| |
|
|
|
|
1 j 1
| [
|
| | | |
|
I
| H
|
|
‘. . ol ]
Aoy WUNER 1 T W PR
T T T T T T T T T T T T T T T T T T T T T
200 130 180 170 160 150 140 130 120 110 100 [0 80 70 &0 50 40 an 20 10 ppo

Figure S76. *C NMR spectrum of compound 12i
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Figure S77. Data of HPLC-MS-ESI analysis of compound 12i
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43



1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-5-(6-(4-chlorophenyl)-8-fluoro-44,6-

trimethyl-2-oxo-5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-1(2H)-ylidene)-2-thioxothiazolidin-4-one 12k
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Figure S82. 3C NMR spectrum of compound 12k
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Figure S83. Data of HPLC-MS-ESI analysis of compound 12k
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Figure S85. 3C NMR spectrum of compound 121
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1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of (Z)-5-(6-(4-chlorophenyl)-8-fluoro-4,4,6-
trimethyl-2-oxo-5,6-dihydro-4H-pyrrolol3,2,1-ijlquinolin-1(2H)-ylidene)-3-ethyl-2-thioxothiazolidin-4-

one 12m
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Figure S88. 3C NMR spectrum of compound 12m
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1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of (Z)-5-(6',6'-dimethyl-2'-0x0-5'6'-

dihydrospirolcyclohexane-1,4"-pyrrolo[3,2,1-iflquinolin]-1'(2'H)-ylidene)-2-thioxothiazolidin-4-one 12n
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Figure S92. 3C NMR spectrum of compound 12n
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Figure S94. Data of HPLC-MS-ESI analysis of compound 12n
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dihydrospiro[cyclopentane-1,4'-pyrrolol3,2,1-ijlquinolin]-1'(2'H)-ylidene)-2-thioxothiazolidin-4-one
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Figure S97. Data of HPLC-MS-ESI analysis of compound 120
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dihydrospiro[cycloheptane-1,4'-pyrrolol3,2,1-ijlquinolin]-1'(2'H)-ylidene)-2-thioxothiazolidin-4-one

12q
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Figure S102. 3C NMR spectrum of compound 12q

54



=10 2

1.51

0.51

WialD1 - A'wavelength=254 nm 0518.d

* 6567

—_—

x10 4

2.5

1.51

0.54

05 1 15 2 25 3 35 4 45 & 55 B B85 7 75
Response Units vs. Acguisition Time (min)

b-( B"-fluoro-&-methyl-Z2-oxe-5' B-dihydros pirc[cycloheptane-1,4-pyrrolo[3, 2, - Jguinolin}-1"(2'H)-y _.
850.3128
417.1100 T [ ;
SN
0755 1271.4070
123]1” ) 554 2252

1007300700 400 500 600 I80 @%0 900 1000 1100 1200 1300 1400 1500
Counts vs. Mass-to-Charge (m/z)

Figure S103. Data of HPLC-MS-ESI analysis of compound 12q
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Figure S107. Data of HPLC-MS-ESI analysis of compound 14a
1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-5-(6-(4-chlorophenyl)-8-fluoro-4,4,6-

trimethyl-2-oxo-5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-1(2H)-ylidene)-3-(prop-2-yn-1-yl)-2-

thioxothiazolidin-4-one 14b
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Figure S108. '"H NMR spectrum of compound 14b
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Figure S109. 3C NMR spectrum of compound 14b

YWD1 - A:Wavelength=254 nm 0539.d
*6.090

0.5 1 1.5 2 25 3.5 4 4.5 5.5
Response Units (%) vs. Acquisition Time (min)

6.5 7 7.5

5-(B-(4-chlorophenyl)-8-fluoro-4 4,6-trimethyl-2-0xo0-5,6-dihydro-4H-pyrrolo[3,2, 1-ijlquinolin-1(2H)-...
511.0717
0
./
~ i .
SN
NN
280.3334

610.3279 | 1043.3770
| l

YOI P L i .

500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

200 300 400

Figure S110. Data of HPLC-MS-ESI analysis of compound 14b

58



1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-8-ethoxy-4,4,6-trimethyl-1-(5-0xo0-2-

thioxoimidazolidin-4-ylidene)-5,6-dihydro-4H-pyrrolo[3,2,1-iflquinolin-2(1H)-one 16a
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Figure S112. 3C NMR spectrum of compound 16a
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Figure S113. Data of HPLC-MS-ESI analysis of compound 16a

1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of (Z)-44,6,8-tetramethyl-1-(5-oxo-2-

thioxoimidazolidin-4-ylidene)-5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-2(1H)-one 16b
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Figure S114. '"H NMR spectrum of compound 16b
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Figure S117. Data of HPLC-MS-ESI analysis of compound 16b

1H, 1BC NMR and data HPLC-HRMS-ESI spectra of (Z)-4,4,6-trimethyl-1-(5-ox0-2-
thioxoimidazolidin-4-ylidene)-6-phenyl-5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-2(1H)-one 16¢
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1H, 13C NMR, IR and data HPLC-HRMS-ESI spectra of (Z)-8-fluoro-4,4,6-trimethyl-1-(5-oxo-2-

thioxoimidazolidin-4-ylidene)-6-phenyl-5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-2(1H)-one 16d
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Figure S121. '"H NMR spectrum of compound 16d
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Figure S122. 3C NMR spectrum of compound 16d
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Figure S123. IR spectrum of compound 16b
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Figure S124. Data of HPLC-MS-ESI analysis of compound 16d
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1H, 13C NMR and data HPLC-HRMS-ESI spectra of (Z)-6-(4-chlorophenyl)-4,4,6,8-tetramethyl-1-(5-

oxo-2-thioxoimidazolidin-4-ylidene)-5,6-dihydro-4H-pyrrolo[3,2,1-ijlquinolin-2(1H)-on 16e
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Figure S125. 'H NMR spectrum of compound 16e
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Figure S126. 3C NMR spectrum of compound 16e
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Figure S127. Data of HPLC-MS-ESI analysis of compound 16e

Table S1. Residues participating in interaction with each of 24 tested compounds after docking

into factor Xa and factor XIa active sites.

Ne Interaction residues in factor Xa Interaction residues in factor XIa
12a Gly-216, Glu-217 Ser-195, Ser-214
12b Gly-216 Lys-192, Gly-193, Ser-195
12¢ Gly-216 Gly-216
12d GIn-61, Gly-216 His-57
12e Gly-216 Met-96
12f Ala-190 His-57, Met-96, Glu-98
12¢g Glu-217 His-57, Tyr-59
12h Arg-222 Lys-192
12i Glu-217 Tyr-59, Val-227
12§ Glu-217 Tyr-59
12k Glu-217, Arg-222 His-57, Tyr-59
121 Gly-216, Arg-222 Cys-40, Tyr-59
12m Ala-190, GIn-192, Trp-215 Met-96, Glu-98
12n Tyr-99 Arg-37, Cys-40, Ala-190
120 Trp-215 -
12p Gly-216 Lys-192
12q Glu-217 His-57, Trp-215
14a Glu-217 His-57, Trp-215
14b Gly-216 Lys-192, Gly-193, Ser-195
16a Tyr-99, Glu-217, Arg-222 His-57, Met-96, Ala-190, Ser-195
16b Arg-222 Met-96, Glu-98
16¢ Gly-216 Ser-195
16d Phe-174 Cys-191, Gly-193
16e Tyr-99 His-57, Tyr-59, Cys-191
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Table S2. Crystal complexes with actives used in validation of docking protocol for factor Xa and

factor Xla.
Factor Xa Factor Xla
SOL score, 1Cs0, nM SOL score, ICso, NnM
PDBID Ligand ID kcal/mol PDB ID Ligand ID kcal/mol  (Ki, nM)
2P3T 993 -6.89 0.06 4CRA XJ8 -5.10 (60)
2P94 ME4 -7.39 0.67 4CRB 7P0 -3.70 (1.6)
2VH6 GSV -6.78 0.2 4CRG J4X -5.98 <140
2VVC LZF -6.42 3 4CRE MVN -4.89 >1.1-10°
2W26 RIV -6.87 0.4 - BMS-654457 [1] -6.04 (0.2)
2Y7X MZA -7.17 1.3 - BMS-962212 [2] -6.0 (0.7)
31T D14 -6.64 9.5 - 3[3] -5.76 1.0
3TK6 D46 -6.95 1.7 - 4a [4] -6.52 (0.31)
47HS8 404 -7.09 - - 6b [5] -5.35 (3.7)
47ZHA 405 -5.77 - - 8 [6] -5.85 (2.0)

Structures of factor Xla inhibitors 3, 4a, 6b, and 8 can be found in Table 3 in ref. [7];

references to the original articles about these factor Xla inhibitors are presented in column
“Ligand ID”. For all cases of factor Xa presented in Table S2, and for PDB complexes of factor Xla
4CRA, 4CRB, 4CRG, 4CRE, and for the PDB complex 4CRC, the root-mean-square deviation, RMSD,
between all atoms of the crystallized native ligand pose and the docked ligand pose corresponding to the
lowest energy of the pro-tein-ligand complex, is less than 2.0 A.
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