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Table I: Crystallographic data

Crystal data
Chemical
formula
M,
Crystal
system,
space group
Temperature

(K)
a,b,c(A)

a, B, v (°)

V (A3)

Z
Radiation
type
p (mm™')
Crystal size
(mm)

venetoclax
acetonitrile
solvate (1:1)

C47H53CINgO;
S
909.50

Triclinic, P-1

95

12.2261 (5),
14.0822 (6),
15.1150 (5)
67.388 (4),
72.278 (3),
74.731 (3)

2256.41 (17)

2

Cu Ko

1.68
0.08 x 0.06 x
0.02

venetoclax
oxalate
acetonitrile
solvate (1:1:1)

C49Hs5CINgO11S
999.54

Triclinic, P-1

120

11.1533 (4),
12.6185 (5),
19.2633 (7)
71.723 (3),
85.508 (3),
73.590 (3)

2469.28 (17)

2

Mo Ka

0.19
0.49 x 0.23 x
0.14

venetoclax
fumurate
acetonitrile
solvate (1:1:3)

CssHg3CINoO1
S
1107.68

Monoclinic,
P21/C

95

12.6958 (5),
43.0206 (12),
10.8969 (5)
90,
110.267 (5),
90
5583.2 (4)
4

Cu Ka

1.52
0.13 x 0.08 x
0.04

venetoclax

napsylate

acetonitrile
solvate (1:2:0.5)

Ce6He7.50CIN7 50
01555
1305.45

Triclinic, Pl

95

10.8016 (1),
10.8223 (1),
14.0795 (1)
84.7041 (9),
83.8240 (9),
76.704 (1)

1588.57 (2)

1

Cu Ko

2.04
0.21 x0.11 x
0.09

venetoclax
tosylate (1:2)

CsoHesCIN;O4
353
1212.86

Triclinic, P-1

95

12.1935 (1),
15.7385 (1),
17.4811 (2)

109.4801 (9),
95.9264 (8),
109.2612 (9)
2898.70 (5)

2

Cu Ko

2.18
0.16 x 0.14 x
0.10
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Data collection

Diffractom Oxford Oxford Oxford Oxford Oxford
‘?ecr ome Diffraction Diffraction Diffraction Diffraction Diffraction
SuperNova SuperNova SuperNova SuperNova SuperNova
Multi-scan ) ) ) Multi-scan
. Multi-scan Multi-scan Multi-scan .
Absorntion C’y(‘;éhzli RO Crysdlis PRO Crysdlis PRO Crysdlis PRO C’y(‘;él’ili RO
Pt g (Rigaku Oxford (Rigaku Oxford (Rigaku Oxford &
correction Oxford > ; 4 . > . Oxford
) . Diffraction, Diffraction, Diffraction, . :
Diffraction, 2017) 2017) 2017) Diffraction,
2017) 2017)
Trnins Tnax 0.37, 0.96 0.85,0.97 0.57, 0.95 0.40, 0.83 0.56, 0.81
No. of
measured,
mdegﬁgdem 16343, 8774, 18873, 11173, 34290, 11044, 54398, 11525, 100705,
7093 7533 8249 11444 11510, 10350
observed [/
> 2.00(1)]
reflections
Rine 0.035 0.029 0.065 0.036 0.045
(S“E/g/igmax 0.621 0.677 0.622 0.621 0.622
Refinement
R[F?>
26(F2)], 0.040, 0.098, 0.053, 0.165, 0.053, 0.138, 0.055, 0.150, 0.047, 0.137,
WR(F?), S 0.99 0.99 0.98 1.05 091
No, of 8773 11173 11040 11525 11458
reflections
No. of 589 651 703 835 768
parameters
No. of 12 19 0 1146 21
restraints
H atoms H atoms
treated by a H atoms treated H atoms treated =~ treated by a
mixture of by a mixture of H-atom by a mixture of mixture of
H-atom . . . .
independent  independent and parameters independent and  independent
treatment . . .
and constrained constrained constrained and
constrained refinement refinement constrained
refinement refinement
Apglgxﬁf)’mm 0.45,-0.54 1.56, -0.73 0.62, —0.69 0.70, -0.33 0.71,-0.75
CCDC 2377711 2377712 2377714 2393684

2393682
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Table II: Selected bond distances (A) and angles (°) of venetoclax acetonitrile solvate.

Cl1—C2
C8—N9
N9—C10
N9—C53
C11—N12
N12—C13
N12—C52
C17—018
C17—NI19
N19—S20
S20—021
S520—022
S20—C23
C26—N27

C8—N9—C10
C8—N9—C53
C10—N9—C53
Cl11—N12—C13
Cl11—N12—C52
CI13—N12—C52
C17—N19—S20
N19—S20—021
N19—S20—022
021—S20—022

1.747 (2)
1.476 (2)
1.461 (2)
1.463 (2)
1.465 (2)
1.401 (2)
1.468 (2)
1.218 (2)
1.385 (2)
1.6518 (15)
1.4271 (13)
1.4412 (14)
1.7453 (18)
1.336 (2)

109.46 (15)
110.89 (15)
110.15 (15)
115.25 (15)
110.78 (15)
117.18 (15)
124.37 (13)
110.47 (8)
102.56 (8)
120.12 (8)

N27—C28
C31—032
032—C33
C33—C34
C35—N37
N37—038
N37—039
C40—042
042—C43
C46—N47
C46—N50
N47—C48
N50—C51
N62—C63

C35—N37—038
C35—N37—039
038—N37—039
C40—042—C43
C46—N47—C48
N19—S20—C23
021—S20—C23
022—S20—C23
C46—N50—C51
C26—N27—C28

1.459 (2)
1.437 (2)
1.431 (2)
1.524 (3)
1.443 (2)
1.236 (2)
1.242 (2)
1.390 (2)
1.404 (2)
1.374 (2)
1.332 3)
1.368 (3)
1.339 (3)
1.143 (4)

118.79 (15)
119.29 (14)
121.93 (15)
117.68 (14)
108.73 (16)
104.48 (8)
109.03 (8)
108.98 (8)
114.50 (16)
124.73 (15)

Table I1I: Hydrogen-bond geometry (A, °) for venetoclax acetonitrile solvate.

D-H...A D-H H.. A D..A D-H...A
N19—H191---042 0.85 2.292(19) 2.724 (2) 111.9 (16)
N27—H271---018] 0.86 2.24 2.945 (3) 140 (1)



N47—H471---022i  0.87 2.28 3.108 (3) 161 (2)

Symmetry codes: (i) —x+1, —y+2, —z+1; (ii)) —x+1, —y+1, —z+1

Table IV Hydrogen-bond geometry (A, °) for venetoclax oxalate acetonitrile solvate

DA DU 4 D4 DA
C4—H41--067i 0.93 2.57 3.274 (4) 132
C8—H82---C60 1.01 2.58 3.296 (4) 128
C8—H81---066' 0.99 2.59 3262 (4) 125
C10—H102---066%  0.98 2.50 3.184 (4) 127
Cl1—HI11---051i  0.99 2.40 3.345 (4) 159
C53—H532---044V  0.95 2.47 3.322 (4) 149
C60—H601---030  0.93 2.43 3.108 (4) 129
N31—H311---016  0.888 (16) 1.923 (18)  2.643 (4) 137.0 (16)
N9—HO91---062i  0.901 (16) 1.905 (17)  2.782 (4) 163.8 (17)
N21—H211---N19v  0.871 (16)  2.015 (17)  2.871 (4) 167 (2)
067—H671---0641  0.853 (18) 1.93 (3) 2.658 (4) 143 (3)
N39—H391---051  0.865 (16) 1.992 (17)  2.636 (4) 130.3 (15)

Symmetry codes: (1) —x+2, —y+2, —z; (ii) —x+1, —y+2, —z; (iil) —x+1, —y+2, —z+1; (iv) —x+2, —y+2,

—z+1; (v) x, y—1, z; (Vi) —x, —p+2, —z+1.

Table V: Selected bond distances (A) and angles (°) of venetoclax fumarate acetonitrile solvate

Cll—C2 1.746 (3) S30—C33 1.744 (3)
C7—C8 1.512 (3) C36—N37 1.339 (3)
C8—N9 1.516 (3) N37—C38 1.456 (3)
N9—C10 1.497 (3) C41—042 1.414 (4)
N9—C53 1.502 (3) 042—C43 1.420 (4)
Cl11—NI12 1.466 (3) C45—N47 1.447 (3)
N12—C13 1.371 (3) N47—048 1.240 (3)
N12—C52 1.465 (3) N47—049 1.231 (3)
C15—016 1.391 (3) C21—N22 1.375 (3)

016—C17 1.402 (3) N22—C23 1.368 (3)
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N29—S30
S30—031
S30—032
031—S30—032
N29—S30—C33
031—S30—C33
032—S30—C33
C7—C8—N9
C8—N9—C10
C8—N9—C53
C10—N9—C53
C15—016—C17
C21—N22—C23
C23—N24—C25

1.6506 (19)
1.4287 (17)
1.4299 (18)
119.91 (11)
106.04 (11)
108.19 (11)
109.14 (11)
112.81 (19)
109.35 (17)
110.94 (19)
110.51 (17)
120.74 (18)
108.2 (2)

115.1 (2)

C23—N24
N24—C25
C2—C3
C27—N29—S30
N29—S30—031
N29—S30—032
Cl11—N12—C13
C11—N12—C52
C13—N12—C52
C36—N37—C38
C41—042—C43
C45—N47—048
C45—N47—049
048—N47—049

1.337 3)
1.340 (3)
1.382 (4)
125.54 (17)
110.09 (10)
102.61 (10)
123.3 (2)
110.11 (18)
123.83 (19)
123.9 (2)
110.2 (2)
119.8 (2)
118.5 (2)
121.7 (2)

Table VI: Hydrogen-bond geometry (A, °) for venetoclax fumarate acetonitrile solvate.

D-H...A D-H H.. A D..A D-H...A
N29—H291---016 0.85 1.89 2.604 (4) 140
N22—H221---N24i 0.86 2.01 2.845 (4) 162
N37—H371---048 0.86 1.95 2.622 (4) 134
062—H621---068i  0.84 1.73 2.551 (4) 164
N9—H91---068 0.93 1.77 2.691 (4) 171

Symmetry codes: (i) x+1, y, z; (v) x, —y+1/2, z+1/2; (i1) x, —y+1/2, z—1/2.

Table VII: Selected geometric parameters (A, ©) of venetoclax napsylate acetonitrile hemisolvate

Cl1—C2 1.753 (3) C43—C56 1.375 (4)
C2—C3 1.379 (5) C44—C45 1.375 (4)
C2—C7 1.382 (4) C45—C46 1.422 (4)
C3—C4 1.386 (4) C46—N47 1.344 (3)
C4—C5 1.401 (4) C46—C55 1.422 (4)
C5—C6 1.390 (4) N47—C48 1.458 (4)



C5—C8
Co—C7
C8—C9
C8—C13
C9—C10
C9—Cl16
C10—Cl11
Cl11—C12
C12—C13
C12—C14
C12—C15
Cl16—N17
N17—CI18
N17—C22
C18—C19
C19—N20
N20—C21
N20—C23
C21—C22
C23—C24
C23—Co6l1
C24—C25
C25—026
C25—C36
026—C27
C27—C28
C27—C35
C28—C29
C29—C30
C29—C33
C30—N31

1.494 (4)
1.401 (4)
1.336 (4)
1.507 (4)
1.523 (4)
1.503 (4)
1.518 (4)
1.532 (4)
1.542 (4)
1.525 (4)
1.528 (4)
1.518 (3)
1.499 (3)
1.484 (4)
1.523 (4)
1.464 (4)
1.467 (3)
1.398 (3)
1.525 (3)
1.406 (4)
1.404 (4)
1.383 (4)
1.387 (3)
1.406 (3)
1.389 (3)
1.387 (4)
1.379 (4)
1.396 (4)
1.415 (4)
1.432 (3)
1.349 (3)

C48—C49
C49—C50
C49—Cs4
C50—Cs1
C51—052
052—C53
C53—C54
C55—Cs6
C55—N57
N57—058
N57—059
C60—Col
S62—063
S62—064
S62—065
S62—C66
C66—C67
C66—C71
C67T—C68
C68—C69
C69—C70
C69—C75
C70—C71
C70—C72
C72—C73
C73—C74
C74—C75
S76—077
S76—078
S76—079
S76—C80

1.529 (4)
1.524 (4)
1.529 (4)
1.516 (4)
1.442 (4)
1.426 (4)
1.522 (4)
1.398 (4)
1.451 (3)
1.222 (3)
1.241 (3)
1.385 (4)
1.433 (2)
1.475 (2)
1.465 (2)
1.773 3)
1.422 (4)
1.361 (4)
1.371 (5)
1.416 (4)
1.424 (4)
1.416 (4)
1.425 (4)
1.413 (5)
1.380 (5)
1.406 (6)
1.359 (5)
1.466 (2)
1.446 (2)
1.457 (2)
1.778 (3)



C30—N34
N31—C32
C32—C33
N34—C35
C36—C37
C36—C60
C37—038
C37—N39
N39—840
S40—041
S40—042
S40—C43
C43—C44

Cl1—C2—C3
cnn—Cc2—C7
c3—C2—C7
C2—C3—C4
C3—C4—Cs
C4—-C5—Ce6
C4—C5—C8
C6—C5—C8
C5—C6—C7
Co—CT7—C2
C5—C8—C9
C5—C8—C13
C9—C8—C13
C8—C9—C10
C8—C9—Cl16

C10—C9—C16
C9—C10—C11

1.345 (3)
1.391 (3)
1.358 (4)
1.348 (3)
1.496 (3)
1.393 (4)
1.223 (3)
1.368 (4)
1.664 (2)
1.425 (2)
1.429 (2)
1.754 (3)
1.402 (4)

119.5 (2)
118.4 (2)
122.1 3)
118.9 (3)
120.9 (3)
119.0 (2)
120.4 (2)
120.5 (2)
120.7 (2)
118.5 (3)
123.2 3)
114.1 (2)
122.7 (2)
121.7 3)
122.7 (2)
115.5 (2)
113.0 (2)

C80—C81
C80—CS85
C81—C82
C82—C83
C83—C84
C83—C8&9
C84—CS85
C84—C86
C86—C87
C87—C88
C88—C89
N90—C91
C91—C92

S40—C43—C44
S40—C43—C56
C44—C43—C56
C43—C44—C45
C44—C45—C46
C45—C46—N47
C45—C46—C55
N47—C46—C55
C46—N47—C48
N47—C48—C49
C48—C49—C50
C48—C49—C54
C50—C49—C54
C49—C50—Cs1
C50—C51—052
C51—052—C53
052—C53—C54

1.408 (4)
1.372 (4)
1.373 (4)
1.398 (5)
1.428 (5)
1.433 (5)
1.420 (5)
1.415 (5)
1.364 (6)
1.404 (8)
1.365 (7)
1.119 (11)
1.432 (10)

119.9 (2)
119.3 (2)
120.6 (2)
120.1 (3)
122.1 (3)
120.2 (2)
115.5 (2)
124.3 (2)
124.2 (2)
112.9 (2)
111.1 (2)
111.0 (2)
109.4 (2)
110.1 (2)
110.6 (2)
111.0 (2)
112.3 3)



C10—C11—CI12
C11—C12—C13
Cl11—C12—C14
C13—C12—C14
C11—C12—C15
C13—C12—C15
C14—C12—Cl15
C12—C13—C8

C9—C16—N17

Cl16—N17—C18
C16—N17—C22
C18—N17—C22
N17—C18—C19
C18—C19—N20
C19—N20—C21
C19—N20—C23
C21—N20—C23
N20—C21—C22
C21—C22—N17
N20—C23—C24
N20—C23—C61
C24—C23—Ceo1
C23—C24—C25
C24—C25—026
C24—C25—C36
026—C25—C36
C25—026—C27
026—C27—C28
026—C27—C35
C28—C27—C35
C27—C28—C29

111.9 (2)
107.7 (2)
110.0 (2)
109.5 (2)
110.8 (2)
110.3 (2)
108.6 (3)
115.0 (2)
112.4 (2)
112.25 (19)
110.5 (2)
108.0 (2)
110.3 (2)
113.0 (2)
116.8 (2)
115.8 (2)
116.3 (2)
112.3 (2)
111.7 (2)
120.7 (2)
121.3 (2)
118.0 (2)
120.7 (2)
121.1 (2)
122.1 3)
116.7 (2)
118.6 (2)
118.7 (2)
119.0 (2)
122.2 (2)
117.6 (2)

C49—C54—C53
C46—C55—C56
C46—C55—N57
C56—C55—N57
C55—C56—C43
C55—N57—058
C55—N57—059
058—N57—059
C36—C60—Ce61
C23—C61—C60
063—S62—064
063—S62—065
064—S62—065
063—S62—C66
064—S62—C66
065—S62—C66
S62—C66—C67
S62—C66—C71
C67T—C66—C71
C66—C67—C68
C67—C68—C69
C68—C69—C70
C68—C69—C75
C70—C69—C75
C69—C70—C71
C69—C70—C72
C71—C70—C72
C70—C71—Co66
C70—C72—C73
C72—C73—C74
C73—C74—C75

111.0 (2)
122.6 (2)
121.7 (2)
115.7 (2)
119.1 (2)
119.2 (2)
118.9 (2)
121.9 (2)
123.0 (2)
120.0 (2)
113.10 (12)
114.72 (12)
111.06 (12)
106.67 (13)
104.21 (12)
106.15 (13)
119.0 (2)
119.6 (2)
121.3 3)
119.3 (3)
121.0 (3)
119.4 (3)
122.2 (3)
118.4 (3)
118.5 (3)
119.3 3)
122.2 (3)
120.4 (3)
120.4 (3)
120.0 (3)
120.7 (3)



C28—C29—C30 117.9 (2) C69—C75—C74 121.1 3)
C28—C29—C33 136.7 (3) 077—S76—078 113.01 (13)
C30—C29—C33 105.4 (2) 077—S76—079 111.30 (12)
C29—C30—N31 110.0 (2) 078—S76—079 113.28 (15)
C29—C30—N34 122.6 (2) 077—S76—C80 105.83 (13)
N31—C30—N34 127.3 (3) 078—S76—C80 107.53 (14)
C30—N31—C32 107.0 (2) 079—S76—C80 105.22 (13)
N31—C32—C33 110.7 (2) $76—C80—C81 120.3 (2)
C29—C33—C32 106.8 (2) $76—C80—C85 118.0 (2)
C30—N34—C35 119.4 (2) C81—C80—C85 121.5 (3)
C27—C35—N34 120.2 (2) C80—C81—C82 119.7 (3)
C25—C36—C37 126.6 (3) C81—C82—C83 120.6 (3)
C25—C36—C60 116.2 (2) C82—(C83—C84 119.9 (3)
C37—C36—C60 117.1 2) C82—C83—C89 122.2 (3)
C36—C37—038 120.6 (3) C84—C83—C89 117.8 (4)
C36—C37—N39 118.4 (2) C83—(C84—C85 118.6 (3)
038—C37—N39 120.9 (2) C83—C84—C86 119.8 (3)
C37—N39—S40 122.43 (18) C85—C84—C86 121.4 (3)
N39—840—041 103.34 (12) C84—C85—C80 119.5 (3)
N39—S40—042 109.04 (12) C84—(C86—C87 120.6 (4)
041—S40—042 120.08 (12) C86—C87—C88 119.8 (4)
N39—840—C43 107.24 (12) C87—C88—C89 121.8 (4)
041—S40—C43 108.56 (13) C83—C89—C88 120.0 (4)
042—S40—C43 107.90 (12) N90—C91—C92 178.6 (9)

Table VIII: Hydrogen bond geometry (A, °) of venetoclax napsylate acetonitrile hemisolvate

DoH--A D_H 0o A DA DA
C6—H61-+-052i 0.92 2.49 3.336 (4) 152
C33—H331---038ii 0.94 2.44 327 (4) 146
N31—H311---065i 0.858 (17) 1.968 (19) 2.767 (4) 155 (2)
N34—H341--O64i 0.861 (17) 1.79 (19) 2.628 (4) 164 (3)



C48—H481--041" 0.96 2.57 3.432 (4) 150
N47—H471---059 0.852 (17) 1.995 (18) 2.634 (4) 131 (16)
C56—H561+--078" 0.92 2.42 3.288 (4) 156
N39—H391---079" 0.848 (17) 2.066 (18) 2.879 (4) 160.3 (18)
C19—H191---078 0.97 2.41 3.347 (4) 163
N17—H171---077 0.897 (17) 1.892 (18) 2.756 (4) 161.1 (19)
C4—H41---063 0.92 2.43 3.123 (4) 132
C85—H851--059" 0.95 2.54 3.427 (4) 155
C92—H921-+-038vi 0.95 2.55 3.422 (4) 152
C92—H921--042vi 0.95 2.43 3.175 (4) 135

Symmetry codes: (i) x+1, y+1, z+1; (i) x, y+1, z; (ii1) x—1, y+1, z; (iv) x, y—1, z; (v) x—1,y, z;
(vi) x+1, y+1, z; (vii) x, y, z+1.

Table IX: Selected geometric parameters (A, °) of venetoclax tosylate

Cll—C2 1.747 (3) C36—C37 1.391 (4)
C2—C3 1.372 (5) C37—N38 1.441 (4)
C2—C7 1.379 (5) C37—C41 1.427 (4)
C3—C4 1.391 (5) N38—039 1.238 (4)
C4—C5 1.385 (5) N38—040 1.232 (4)
C5—C6 1.398 (5) C41—N42 1.342 (4)
C5—C8 1.496 (4) C41—C50 1.427 (4)
C6—C7 1.386 (5) N42—C43 1.456 (4)
C8—C9 1.339 (5) C43—C44 1.542 (4)
C8—C59 1.517 (5) C44—C45 1.525 (4)
C9—C10 1.504 (4) C44—C49 1.525 (4)
C9—C56 1.506 (4) C45—C46 1.517 (5)
C10—NI11 1.506 (4) C46—047 1.437 (4)
N11—C12 1.500 (4) 047—C48 1.431 (4)
N11—C55 1.495 (4) C48—C49 1.512 (5)
Cl12—C13 1.515 (4) C50—C51 1.361 (4)
C13—N14 1.464 (4) C52—C53 1.377 (4)
N14—C15 1.378 (4) C54—C55 1.519 (4)



N14—C54
C15—Cl16
C15—Cs3
Cl16—C17
C17—018
C17—C28
018—C19
C19—C20
C19—C27
C20—C21
C21—C22
C21—C25
C22—N23
C22—N26
N23—C24
C24—C25
N26—C27
C28—C29
C28—Cs2
C29—030
C29—N31
N31—S32
S32—033
S32—034
S32—C35
C35—C36
C35—Csl

Cl1—C2—C3
Cl1—C2—C7
c3—C2—C7

1.461 (4)
1.416 (4)
1.408 (4)
1.382 (4)
1.399 (4)
1.398 (4)
1.378 (3)
1.386 (4)
1.384 (4)
1.384 (4)
1.419 (4)
1.427 (4)
1.354 (4)
1.336 (4)
1.382 (4)
1.362 (5)
1.355 (4)
1.480 (4)
1.394 (4)
1.219 (4)
1.384 (4)
1.663 (3)
1.429 (2)
1.430 (2)
1.744 (3)
1.369 (4)
1.404 (4)

120.2 (3)
118.3 (3)
121.5 (3)

C56—C57
C57—Cs58
C58—C59
C58—C60
C58—Ceé1
S62—063
S62—064
S62—O065
S62—C66
C66—C67
C66—C71
C67—C68
C68—C69
C69—C70
C69—C72
C70—C71
S73—074
S73—075
S73—076
S73—C77
C77—C78
C77—C83
C78—C79
C79—C80
C80—C&81
C80—C82
C82—C83

C36—C37—C41
N38—C37—C41
C37—N38—039

1.526 (5)
1.530 (5)
1.529 (5)
1.528 (5)
1.529 (6)
1.473 (2)
1.443 (2)
1.455 (2)
1.780 (3)
1.393 (5)
1.381 (5)
1.386 (5)
1.392 (6)
1.384 (6)
1.517 (5)
1.391 (5)
1.445 (2)
1.475 (2)
1.463 (2)
1.770 (4)
1.391 (5)
1.392 (5)
1.385 (5)
1.392 (6)
1.510 (6)
1.389 (6)
1.381 (6)

121.9 (3)
122.2 (3)
119.4 (3)



C2—C3—C4
C3—C4—C5
C4—C5—Co
C4—C5—C8
C6—C5—C8
C5—C6—C7
Co—C7—C2
C5—C8—C9
C5—C8—C59
C9—C8—C59
C8—C9—C10
C8—C9—C56
C10—C9—C56
C9—C10—N11
C10—N11—C12
C10—N11—C55
CI12—N11—C55
N11—C12—C13
C12—CI13—N14
C13—N14—C15
C13—N14—C54
C15—N14—C54
N14—C15—C16
N14—C15—C53
C16—C15—Cs53
C15—C16—C17
Cl16—C17—018
Cl16—C17—C28
018—C17—C28
C17—018—C19
018—C19—C20

119.7 (3)
120.6 (3)
118.2 (3)
121.7 3)
120.0 (3)
121.7 (3)
118.3 (3)
124.3 (3)
113.9 3)
121.7 3)
121.6 (3)
122.8 (3)
115.3 3)
114.2 (3)
112.6 (2)
109.5 (2)
109.8 (2)
110.4 (2)
111.2 (2)
120.6 (2)
112.4 (2)
118.5 (3)
120.6 (3)
121.7 3)
117.6 (3)
120.0 (3)
116.3 (3)
122.5 (3)
120.8 (3)
119.0 (2)
124.9 (3)

C37—N38—040
039—N38—040
C37—C41—N42
C37—C41—C50
N42—C41—C50
C41—N42—C43
N42—C43—C44
C43—C44—C45
C43—C44—C49
C45—C44—C49
C44—C45—C46
C45—C46—047
C46—047—C48
047—C48—C49
C44—C49—C48
C41—C50—C51
C35—C51—C50
C28—C52—C53
C15—C53—C52
N14—C54—C55
C54—C55—N11
C9—C56—C57
C56—C57—C58
C57—C58—C59
C57—C58—C60
C59—C58—C60
C57—C58—C61
C59—C58—C61
C60—C58—C61
C58—C59—C8
063—S62—064

118.6 (3)
122.0 3)
124.5 (3)
115.4 (3)
120.1 (3)
123.3 (3)
112.4 (3)
110.2 (3)
111.6 (3)
110.3 (3)
111.5 (3)
112.5 3)
111.0 (2)
110.2 (3)
110.6 (3)
122.3 (3)
120.1 (3)
122.4 (3)
120.6 (3)
110.1 (3)
111.0 (2)
113.3 3)
112.4 (3)
107.4 (3)
109.5 (3)
109.7 (3)
111.3 3)
109.9 (3)
109.0 (3)
114.1 3)
112.07 (14)



018—C19—C27
C20—C19—C27
C19—C20—C21

C20—C21—C22
C20—C21—C25
C22—C21—C25
C21—C22—N23
C21—C22—N26
N23—C22—N26
C22—N23—C24
N23—C24—C25
C21—C25—C24
C22—N26—C27
C19—C27—N26
C17—C28—C29
C17—C28—C52
C29—C28—C52
C28—(C29—030
C28—(C29—N31
030—C29—N31
C29—N31—S32
N31—S32—033
N31—S32—034
033—S32—034
N31—S32—C35

033—S32—C35

034—S32—C35

S32—C35—C36

S32—C35—C51

C36—C35—C51

C35—C36—C37

113.9 (3)
121.2 3)
118.3 (3)
118.3 (3)
136.4 (3)
105.3 (3)
109.7 (3)
122.3 3)
128.0 (3)
107.4 (3)
110.4 (3)
107.2 (3)
119.3 3)
120.6 (3)
127.4 (3)
116.7 (3)
115.9 (3)
122.8 (3)
116.3 (3)
120.9 (3)
122.7 (2)
110.62 (14)
103.48 (14)
119.51 (14)
101.91 (14)
108.81 (14)
111.01 (14)
120.2 (2)
119.2 (2)
120.3 (3)
119.9 (3)

063—S62—065
064—S62—065
063—S62—C66
064—S62—C66
065—S62—C66
S62—C66—C67
S62—C66—C71
C67—C66—C71
C66—C67—C68
C67T—C68—C69
C68—C69—C70
C68—C69—C72
C70—C69—C72
C69—C70—C71
C70—C71—C66
074—S73—075
074—S73—076
075—S73—076
074—S73—C77
075—S73—C77
076—S73—C77
S73—C77—C78
S73—C77—C83
C78—C77—C83
C77—C78—C79
C78—C79—C80
C79—C80—C81
C79—C80—C82
C81—C80—C82
C80—C82—C83
C77—C83—C82

110.58 (14)
114.98 (14)
104.97 (14)
106.42 (15)
107.10 (15)
119.4 (3)
120.6 (3)
120.0 (3)
119.5 (3)
121.1 (3)
118.5 (3)
120.8 (4)
120.7 (4)
121.0 (4)
119.8 (3)
111.47 (15)
113.47 (14)
111.73 (14)
107.61 (15)
105.21 (15)
106.80 (16)
119.8 (3)
120.0 (3)
120.2 (3)
119.2 (3)
121.4 (4)
120.1 (4)
118.2 (4)
121.6 (4)
121.4 (4)
119.5 (4)



C36—C37—N38 1159 (3)

Table X: Hydrogen bond geometry (A, °) of venetoclax tosylate

DH-A DM HooA DA DHA
C7—H71---064! 0.95 2.49 3.428 (5) 171
CI2—H122--074  0.98 2.34 3.043 (5) 128
C24—H241---074i  0.94 2.30 3.205 (5) 161
C45—H451---C161  0.98 2.60 3.569 (5) 170
C53—H531---033i  0.94 2.54 3.451 (5) 164
C54—H541---033i  0.98 2.46 3.209 (5) 134
C55—H551---065  0.99 2.44 3.121 (5) 126
N42—H421---0307  0.859 2.205 2915 (5) 139.9 (19)
N42—H421---039  0.859 2.023 2.655 (5) 129.7 (17)
N31—H311---047"  0.852 2.061 2.837 (5) 151 (3)
N26—H261---075%  0.867 1.755 2.617 (5) 173 ()
N23—H231---076%  0.859 2.055 2.851 (5) 154 (3)
NI1I—HI11---063  0.896 1.891 2772 (5) 168  (2)

Symmetry codes: (i) —x+2, —y+1, —z+1; (ii) x—1, y, z; (iii) —x+1, =y+1, —z+2; (iv) —x, —y+1,
—z+2; (v) x+1,y, z; (vi) —x+1, —y+2, —z+2.
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Nuclear magnetic resonance — transcript of spectra

Venetoclax camsylate

'H NMR (500 MHz, DMSO) & 11.77 (s, 1H), 11.70 (s, 1H), 9.17 (s, 1H), 8.64 (t, J = 6.1 Hz, 1H),
8.58 (d, J =2.3 Hz, 1H), 8.06 (d, J = 2.7 Hz, 1H), 7.82 (dd, J = 9.4, 2.4 Hz, 1H), 7.60 — 7.50 (m,
3H), 7.41 (d, J = 8.0 Hz, 2H), 7.12 (dd, J = 23.7, 8.7 Hz, 3H), 6.74 (dd, ] = 9.1, 2.4 Hz, 1H), 6.44
—6.40 (m, 1H), 6.28 (d, ] = 2.3 Hz, 1H), 4.30 (s, 10H), 3.86 (dd, J = 11.0, 4.3 Hz, 2H), 3.69 (d, J
=13.5 Hz, 2H), 3.60 (d, J = 4.8 Hz, 2H), 3.35 — 3.23 (m, 4H), 3.06 (t,J = 12.6 Hz, 2H), 2.90 (d, J
=14.7 Hz, 2H), 2.76 (d, J = 11.1 Hz, 2H), 2.66 (q, J = 10.4 Hz, 2H), 2.51 (d, ] = 4.2 Hz, 7H), 2.41
(d, J=14.7 Hz, 2H), 2.33 — 2.19 (m, 4H), 2.03 (s, 2H), 1.98 — 1.81 (m, 4H), 1.79 (s, 1H), 1.62 (d,
J=13.0 Hz, 2H), 1.47 (t, ] = 6.5 Hz, 2H), 1.34 — 1.21 (m, 5H), 1.05 (s, 5SH), 0.95 (s, SH), 0.75 (s,
5H).

Venetoclax dodecylbesylate

'"H NMR (500 MHz, DMSO) 4 7.52 — 7.40 (m, 3H), 7.32 (d, /= 8.0 Hz, 1H), 7.04 (ddd, J = 23.1,
9.0, 4.9 Hz, 3H), 5.12 (s, 2H), 3.78 (dd, /= 11.1, 4.3 Hz, 1H), 3.61 (d, J = 13.5 Hz, 1H), 3.27 -
3.15 (m, 2H), 2.96 (t, J=12.7 Hz, 1H), 2.67 (d, /= 11.4 Hz, 1H), 2.43 (d, /= 4.2 Hz, 5H), 2.11
(s, 1H), 1.94 (s, 1H), 1.84 (s, OH), 1.54 (d, J = 13.3 Hz, 1H), 1.49 (s, 1H), 1.44 — 1.33 (m, 3H),
1.24 —1.06 (m, 10H), 0.93 (s, 1H), 0.86 (s, 2H), 0.73 (dq, J=21.4, 6.5 Hz, 4H).

Venetoclax esylate

"H NMR (500 MHz, DMSO) 6 11.78 (s, 1H), 11.70 (s, 1H), 9.21 (s, 1H), 8.64 (t, J= 6.0 Hz, 1H),
8.57 (d, J=2.3 Hz, 1H), 8.07 (d, /= 2.5 Hz, 1H), 7.82 (dd, J=9.3, 2.3 Hz, 1H), 7.59 (d, /= 2.6
Hz, 1H), 7.57 — 7.50 (m, 2H), 7.43 — 7.37 (m, 2H), 7.14 (d, J= 9.3 Hz, 1H), 7.12 — 7.07 (m, 2H),
6.73 (dd, J =9.0, 2.3 Hz, 1H), 6.42 (dd, J = 3.4, 1.8 Hz, 1H), 6.28 (d, J = 2.4 Hz, 1H), 4.05 (s,
14H), 3.89 — 3.82 (m, 2H), 3.69 (d, J = 13.5 Hz, 2H), 3.59 (d, J = 4.5 Hz, 2H), 3.35 — 3.23 (m,
5H), 3.09 (s, OH), 2.75 (d, J = 11.3 Hz, 2H), 2.45 (q, J = 7.4 Hz, 4H), 2.21 (d, J = 7.2 Hz, 2H),
2.02 (s, 2H), 1.89 (tt,J=11.3, 3.0 Hz, 1H), 1.65 — 1.58 (m, 2H), 1.46 (t, /= 6.4 Hz, 2H), 1.26 (qd,
J=12.1,4.5 Hz, 2H), 1.08 (t, J= 7.4 Hz, 5H), 0.95 (s, SH).

Venetoclax fumarate

'H NMR (500 MHz, DMSO) & 11.70 (d, J= 2.6 Hz, 1H), 8.62 (t, J= 6.0 Hz, 1H), 8.57 (d,J=2.3
Hz, 1H), 8.05 (d, /= 2.6 Hz, 1H), 7.81 (dd, J=9.2, 2.3 Hz, 1H), 7.57 — 7.47 (m, 3H), 7.38 — 7.32
(m, 2H), 7.12 (d, J=9.4 Hz, 1H), 7.08 — 7.01 (m, 2H), 6.69 (dd, J=9.1, 2.3 Hz, 1H), 6.64 (s, 4H),
6.40 (dd, J=3.4, 1.8 Hz, 1H), 6.20 (d, J= 2.3 Hz, 1H), 3.89 — 3.82 (m, 2H), 3.34 — 3.23 (m, 4H),
3.08 (d,J=5.4 Hz, 4H), 2.77 (s, 2H), 2.44 (q, J = 7.3 Hz, 1H), 2.22 (s, 4H), 2.15 (s, 2H), 2.07 (s,
1H), 1.96 (s, 2H), 1.89 (ddd, /=11.3, 7.5, 3.9 Hz, 1H), 1.62 (d, /= 12.3 Hz, 2H), 1.39 (t, /= 6.5
Hz, 2H), 1.26 (qd, /= 12.1, 4.5 Hz, 2H), 0.93 (s, 6H), 0.90 (d, /= 7.3 Hz, 1H).

Venetoclax malonate

"H NMR (500 MHz, DMSO) 6 11.72 — 11.68 (m, 1H), 8.62 (t, J = 6.0 Hz, 1H), 8.57 (d, J = 2.3
Hz, 1H), 8.04 (d, /= 2.7 Hz, 1H), 7.81 (dd, J=9.1, 2.3 Hz, 1H), 7.54 (d, /= 2.6 Hz, 1H), 7.53 —
7.46 (m, 2H), 7.34 (dd, J = 8.4, 1.8 Hz, 2H), 7.12 (d, J = 9.3 Hz, 1H), 7.07 — 7.01 (m, 2H), 6.68
(dd, J=9.0, 2.4 Hz, 1H), 6.39 (dt,J=3.7, 1.8 Hz, 1H), 6.19 (d, /= 2.4 Hz, 1H), 3.88 — 3.81 (m,
2H), 3.35 (s, 5H), 3.33 — 3.21 (m, 4H), 3.08 (d, /= 5.6 Hz, 4H), 2.82 (s, 2H), 2.26 (s, 4H), 2.13 (d,



J=6.6 Hz, 2H), 1.95 (s, 2H), 1.89 (ddd, J= 11.4, 6.4, 2.7 Hz, OH), 1.64 — 1.57 (m, 2H), 1.38 (t, J
= 6.4 Hz, 2H), 1.25 (qd, J = 10.3, 5.8 Hz, 2H), 0.91 (s, 4H).

Venetoclax maleate

'H NMR (500 MHz, DMSO) 6 11.72 (t,J = 2.4 Hz, 1H), 8.64 (t,J= 6.0 Hz, 1H), 8.58 (d,J=2.3
Hz, 1H), 8.05 (d, /= 2.6 Hz, 1H), 7.82 (dd, /=9.3, 2.3 Hz, 1H), 7.58 — 7.49 (m, 3H), 7.42 — 7.35
(m, 2H), 7.14 (d, J= 9.4 Hz, 1H), 7.10 — 7.04 (m, 2H), 6.71 (dd, /= 9.1, 2.3 Hz, 1H), 6.41 (dd, J
=3.4, 1.8 Hz, 1H), 6.24 (d, J= 2.3 Hz, 1H), 6.13 (s, 2H), 3.86 (ddd, J = 11.4, 4.5, 1.9 Hz, 2H),
3.35-3.23 (m, 4H), 2.69 (s, 3H), 2.18 (t, /= 6.3 Hz, 2H), 2.00 (d, /= 2.8 Hz, 2H), 1.90 (ddp, J =
11.2,7.6, 3.6 Hz, 1H), 1.62 (ddd, J=12.8, 4.1, 2.0 Hz, 2H), 1.44 (t, /= 6.4 Hz, 2H), 1.32 — 1.14
(m, 2H), 0.94 (s, SH).

Venetoclax mesylate

"H NMR (500 MHz, DMSO) 6 11.76 (s, 1H), 11.69 (s, 1H), 9.14 (s, 1H), 8.63 (t, J = 6.1 Hz, 1H),
8.56 (d, J =2.4 Hz, 1H), 8.05 (d, J = 2.6 Hz, 1H), 7.81 (dd, ] = 9.3, 2.4 Hz, 1H), 7.57 (d,J = 2.7
Hz, 1H), 7.55 — 7.49 (m, 2H), 7.39 (d, J = 8.0 Hz, 2H), 7.13 (d, J = 9.3 Hz, 1H), 7.08 (d, ] = 8.0
Hz, 2H), 6.72 (dd, J = 8.9, 2.3 Hz, 1H), 6.43 — 6.39 (m, 1H), 6.26 (d, J = 2.2 Hz, 1H), 4.06 (s,
11H), 3.85 (dd, J =11.2, 4.3 Hz, 2H), 3.68 (d, J = 13.5 Hz, 2H), 3.58 (d, J = 4.6 Hz, 2H), 3.28 (dt,
J=224,9.1 Hz, 6H), 3.04 (t,J = 12.8 Hz, 2H), 2.74 (d, J = 11.2 Hz, 2H), 2.50 (d, ] = 4.5 Hz, 7H),
2.48 (s, 1H), 2.35 (s, 5H), 2.19 (d, J = 6.6 Hz, 2H), 2.02 (s, 2H), 1.89 (d, J = 12.8 Hz, 1H), 1.61 (d,
J=12.9 Hz, 2H), 1.46 (t,J = 6.4 Hz, 2H), 1.25 (qd, J = 12.1, 4.4 Hz, 2H), 0.94 (s, SH).

Venetoclax napsylate

"H NMR (500 MHz, DMSO) 6 11.77 (s, 1H), 11.70 (s, 1H), 9.08 (s, 1H), 8.64 (t, ] = 6.0 Hz, 1H),
8.58 (d,J =2.4 Hz, 1H), 8.15 (d, J = 1.6 Hz, 2H), 8.06 (d, ] = 2.6 Hz, 1H), 7.97 (dt, ] = 7.1, 3.6
Hz, 2H), 7.94 — 7.84 (m, 4H), 7.82 (dd, J = 9.2, 2.4 Hz, 1H), 7.71 (dd, J = 8.5, 1.7 Hz, 2H), 7.58
(d, J=2.7 Hz, 1H), 7.53 (dq, ] = 9.9, 3.3 Hz, 6H), 7.40 (d, J = 8.2 Hz, 2H), 7.14 (d, ] = 9.4 Hz,
1H), 7.12 — 7.05 (m, 2H), 6.72 (dd, J = 9.0, 2.3 Hz, 1H), 6.42 (dd, J = 3.4, 1.9 Hz, 1H), 6.27 (d, J
= 2.4 Hz, 1H), 5.58 (s, SH), 3.89 — 3.82 (m, 2H), 3.68 (d, J = 13.5 Hz, 2H), 3.59 (d, ] = 4.9 Hz,
2H), 3.34 — 3.22 (m, 6H), 3.02 (d, J = 12.6 Hz, 2H), 2.75 (d, J = 11.4 Hz, 2H), 2.18 (s, 2H), 2.01
(s, 2H), 1.89 (ddd, J = 11.4, 7.4, 3.8 Hz, 1H), 1.61 (d, J = 12.9 Hz, 2H), 1.43 (t, ] = 6.4 Hz, 2H),
1.26 (qd, J =12.0, 4.5 Hz, 2H), 0.93 (s, 6H).

Venetoclax oxalate

'H NMR (500 MHz, DMSO) 6 11.72 (t, J = 2.4 Hz, 1H), 8.63 (t, J= 6.0 Hz, 1H), 8.58 (d,J=2.3
Hz, 1H), 8.05 (d, /= 2.6 Hz, 1H), 7.82 (dd, J=9.3, 2.3 Hz, 1H), 7.56 (d, /= 2.6 Hz, 1H), 7.54 —
7.48 (m, 2H), 7.39 — 7.33 (m, 2H), 7.13 (d, /= 9.4 Hz, 1H), 7.09 — 7.03 (m, 2H), 6.70 (dd, J= 9.0,
2.4 Hz, 1H), 6.40 (dd, /= 3.4, 1.8 Hz, 1H), 6.21 (d, J=2.3 Hz, 1H), 3.86 (ddd, J=11.5, 4.6, 1.9
Hz, 2H), 3.34 — 3.23 (m, 4H), 3.16 (t, J=4.9 Hz, 4H), 2.43 (s, 4H), 2.16 (t, J= 6.5 Hz, 2H), 1.97
(s, 2H), 1.89 (dqd, /=11.0, 7.1, 3.3 Hz, 1H), 1.65 — 1.58 (m, 2H), 1.40 (t, /= 6.5 Hz, 2H), 1.26
(qd, J=12.0, 4.5 Hz, 2H), 0.93 (s, 6H).

Venetoclax tosylate

"HNMR (500 MHz, DMSO) 8 11.77 (s, 1H), 11.70 (s, 1H), 9.09 (s, 1H), 8.67 —8.61 (m, 1H), 8.58
(d, J=2.3 Hz, 1H), 8.07 (d, ] =2.7 Hz, 1H), 7.82 (dd, J = 9.3, 2.3 Hz, 1H), 7.61 — 7.46 (m, 6H),
7.41(d,J=8.0 Hz, 2H), 7.11 (dd, ] = 16.4, 8.0 Hz, 6H), 6.76 — 6.70 (m, 1H), 6.45 — 6.40 (m, 1H),



6.28 (d,J = 2.3 Hz, 1H), 5.58 (s, SH), 3.86 (dd, J = 11.2, 4.3 Hz, 2H), 3.69 (d, J = 13.5 Hz, 2H),
3.60 (d, ] = 4.8 Hz, 2H), 3.29 (dt, J = 23.0, 8.9 Hz, 5H), 2.76 (d, J = 11.3 Hz, 2H), 2.51 (s, 2H),
2.30 (s, SH), 2.19 (s, 2H), 2.02 (s, 2H), 1.89 (s, 1H), 1.62 (d, J = 13.0 Hz, 2H), 1.45 (t, ] = 6.4 Hz,
2H), 1.27 (tt, T = 12.5, 6.3 Hz, 2H), 0.95 (s, SH).

Venetoclax Acetonitrile solvate

'H NMR (500 MHz, DMSO) 6 11.69 (t, J = 2.4 Hz, 1H), 8.60 (t, J= 6.0 Hz, 1H), 8.56 (d,J=2.3
Hz, 1H), 8.04 (d, J= 2.6 Hz, 1H), 7.80 (dd, J=9.3, 2.3 Hz, 1H), 7.54 (d, /= 2.6 Hz, 1H), 7.52 —
7.46 (m, 2H), 7.37 - 7.31 (m, 2H), 7.11 (d, J=9.4 Hz, 1H), 7.07 — 7.00 (m, 2H), 6.68 (dd, J= 9.0,
2.3 Hz, 1H), 6.39 (dd, /= 3.4, 1.9 Hz, 1H), 6.19 (d, /= 2.3 Hz, 1H), 3.85 (ddd, /J=11.5,4.6, 1.9
Hz, 2H), 3.32 (s, 11H), 3.07 (d, J= 6.1 Hz, 3H), 2.76 (s, 1H), 2.22 — 2.18 (m, 2H), 2.13 (d, J=6.9
Hz, 2H), 2.07 (s, 3H), 1.95 (s, 2H), 1.88 (ddt,/=11.4, 7.9, 3.9 Hz, 1H), 1.65 — 1.57 (m, 2H), 1.38
(t,J=6.5Hz, 2H), 1.25 (qd, /= 12.1, 4.5 Hz, 2H), 0.92 (s, 5H).



Camsylate

Venetoclax acetonitrile solvate
Camsylate
Camphorsulfonic ac.

JUL.IJJ»MJJULUJM

J.IMMLLJJ‘JWMW_

Dodecylsylate

Venetoclax acetonitrile solvate
Dodecylsylate

30 40

10 20 10 20 30 40
2Theta 2Theta
Esylate Fumarate

Venetoclax acetonitrile solvate
Esylate

[T -

IJJJUMLUJ‘JM

R

Venetoclax acetonitrile solvate
Fumarate
Fumaric ac.

20 30 40

20 30 40

2Theta 2Theta

Maleate Malonate

— Venetoclax acetonitrile solvate Venetoclax acetonitrile solvate
\ — Maleate ‘ — Malonate
Maleic ac. | I Malenic ac.
JM_JML» Wbt JI.' I || P KT
i L
10 20 30 40 10 20 30 40

2Theta 2Theta

Mesylate Napsylate

Venetoclax acetonitrile solvate
Mesylate

ledull.um _

JAUU)IIUJUNH-ILLMJMA

Venetoclax acetonitrile solvate
Naphsylate
Naphtalenesulfonic ac.

T T y T
10 20 30 10

20 30

2Theta 2Theta
Oxalate Tosylate

— Venetoclax acetonitrile solvate
— Oxalate
Oxalic ac.

bbb
o S

Venetoclax acetonitrile sclvate
— Tosylate
Toluenesulfonic ac.

20
2Theta

30

Fig. II: Normalized diffraction patterns of novel salts

Temp. range [°C]

Mass loss [%]

25-50

Camsylate 50— 100

-0.82
-0.80

25-50

Dodecylbesylate 50— 100

-0.97
-0.43




Esylate 5205__ 1500() :8?491
Fumarate 21 ry
50 — 100 -0.3

Maleate 2(5) B 188 :8?2
Malonate 5205__ 15000 :8(3)3
Mesylate 5205: 15000 :(1)40147‘
Napsylate 5205__ 1500() (l)gg
Oxalate 5205__15000 :822
Tosylate 5205:15000 :882

Table XI: Mass loss calculated from TGA for the region of 25 — 100°C of all salts
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Fig. III: UV-Vis spectra of venetoclax and aromatic acids
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Fig. VI: The asymmetric unit of venetoclax acetonitrile solvate with thermal ellipsoids and

numbering of non C/H atoms. The thermal ellipsoids are shown at the 50% probability level.
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Fig VII: Comparison between calculated diffraction pattern and bulk powder of venetoclax

acetonitrile solvate



Fig. VIII: The asymmetric unit of venetoclax oxalate acetonitrile solvate with thermal ellipsoids

and numbering of non C/H atoms.
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Fig IX: Comparison between calculated theoretical diffraction pattern of solvated venetoclax

oxalate and measured desolvated bulk powder
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Fig. X: The asymmetric unit of venetoclax fumarate acetonitrile solvate with thermal ellipsoids

and numbering of non C/H atoms. The thermal ellipsoids are shown at the 50% probability level.
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Fig XI: Comparison between calculated theoretical diffraction pattern of solvated venetoclax

fumarate and measured desolvated bulk powder



Fig. XII: The asymmetric unit of venetoclax napsylate 1:2 acetonitrile hemisolvate with thermal

ellipsoids and numbering of non C/H atoms. The thermal ellipsoids are shown at the 50%

probability level.
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— Calculated
10 20 30 40
2Theta

Fig XIII: Comparison between calculated theoretical diffraction pattern of solvated venetoclax

napsylate and measured desolvated bulk powder



Fig. XIV: The asymmetric unit of venetoclax tosylate 1:2 with thermal ellipsoids and numbering

of non C/H atoms. The thermal ellipsoids are shown at the 50% probability level.
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Fig XV: Comparison between calculated theoretical diffraction pattern of venetoclax tosylate and

measured bulk powder
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