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Examples of unstable 4-tolylsulfonyl adducts

The compounds were prepared using the same protocol as described in general method (A) for
synthesis of phenyl-N-(3-phenyl-1-tosylpropyl)acetamide. But we were unable to purify them
and could only confirm the presence of the compound with UPLC-MS for (S1) or NMR for (S2).
In these two cases, change of color was associated with degradation.
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Figure S.1 — Chromatogram of compound (S1) after flash chromatography



Compound (S2)
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Figure S.2 — NMR spectra of compound (S2) after flash chromatography
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Supercritical chiral chromatography
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Scheme S.1 — Synthetic scheme for the synthesis of chiral standard
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Figure S.3 — SFC chromatograms: chiral standard (left) and compound (11) (right)



Chiral HPLC chromatograms

Despite the peak having different shapes the area under the curve is the same.
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Figure S.4 — Chromatogram from chiral HPLC for compound (9)
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Compound (11)
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Figure S.5 — Chromatogram from chiral HPLC for compound (11). Normal reaction conditions.
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Figure S.6 Chromatogram from chiral HPLC for compound (11). Attempt to induce
enantioselectivity by adding quinine with KCN and maintaining reaction at -10°C.
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Figure S.7 — Chromatogram from chiral HPLC for compound (11). Attempt to induce
enantioselectivity by adding quinine at beginning and maintaining reaction at room
temperature. This reaction did not produce any product when performed at -10°C from
beginning until the end.

S-7



n-Hex/iPrOH 80/20 235 chiralpak IA flow 1 10-Dec-2018 PSG-2018-051-1 conc
|PSG_20181210_003 Channel 2 UV
‘ - An2|
537 6.04 5.07e5
227 ,
6.18
217 m 12.84 Pz
= ® 0.84 65
7 297.
I .98
Hl’TllIJ‘UKW
98 T T T T T T ™ T T T T T T T

1.00 2.00 3.00 4.00 5.00 6.00 7.00 9.00 10.00

PSG_20181210__003 Channel 1 CD

9.639.98 An1
5.02e5

Figure S.8 — Chromatogram from chiral HPLC for compound (11). The sample used is from the

experiment with methylsulfinic acid.
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Figure S.9 — Chromatogram from chiral HPLC for compound (13).



Compound (21)
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Figure $.10 — Chromatogram from chiral HPLC for compound (21).

LC-MS screening

In order to screen a considerable number of conditions, the initial target-molecule was
compound (11) which allows following the product formation with UPLC-MS. A calibration curve
was performed for each method, the longer method was only used when there was peak
overlap.

Calibration curve:

e Generic method, 13 concentrations in triplicate, R? = 0,9933, measured in a random
order. Method: 0-0.15 minutes: 95% H20+FA 0.1% 5% ACN+FA 0.1%; (gradient); 2-2.25
minutes: 100% H20+FA 0.1%; 0.7 mL/min
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Figure S.11 — Calibration curve for generic method on the UPLC-MS system. Prepared samples
ran during working hours (blue), night (orange), and reaction mixture with known concentration

(gray)
e Purity method, 13 concentrations in duplicate, R? = 0,9948, measured in a random order.

Method: 0-0.15 minutes: 95% H20+FA 0.1% 5% ACN+FA 0.1%; (gradient); 5-5.25
minutes: 100% H20+FA 0.1%
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Figure S.12 — Calibration curve for purity method on the UPLC-MS system. Prepared samples ran
during working hours.
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NMR spectra
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Figure $.13 — HNMR compound (9) in CDCls.
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Figure $.14 — COSY compound (9) in CDCls.
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Figure S.16 — HMQC compound (9) in CDCls.
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Figure $.17 - HNMR compound (11) in CDCls.
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Figure S.18 — COSY compound (11) in CDCls.
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Figure $.19 — CPD compound (11) in CDCls.
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Figure S.20 —- HNMR compound (11) in DMSO-d6.
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Figure $.21 — HNMR compound (11) in DMSO-d6.
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Figure S.22 — APT compound (11) in DMSO-d6.
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Figure $.24 — HMBC compound (11) in DMSO-d6.
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Compound (12)
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Figure $.25 - HNMR compound (12) in DMSO-d6.
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Figure $.26 — COSY compound (12) in DMSO-d6.
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Figure $.27 — APT compound (12) in DMSO-d6.
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Figure $.28 - HMQC compound (12) in DMSO-d6.
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Figure $.29 — HMBC compound (12) in DMSO-d6
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Figure $.30 - HNMR compound (13) in Acetone-d6.
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Figure $.31 — COSY compound (13) in Acetone-d6.
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Figure $.32 — APT compound (13) in Acetone-d6.
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Figure $.33 - HMQC compound (13) in Acetone-d6.
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Figure $.34 — HMBC compound (13) in Acetone-d6.
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Figure $.35 - HNMR compound (14) in CDCls.
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Figure $.36 — COSY compound (14) in CDCls.
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Figure S.37 — APT compound (14) in CDCls.
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Figure $.38 — HMQC compound (14) in CDCls.
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Figure $.39 — HMBC compound (14) in CDCls.
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Figure $.40 - HNMR compound (15) in CDCls.
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Figure S.41 — COSY compound (15) in CDCls.
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Figure $.42 — APT compound (15) in CDCls.
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Figure $.43 — HMQC compound (15) in CDCls.
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Figure $.44 — HMBC compound (15) in CDCls.
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Figure $.45 — HNMR compound (16) in Acetone-d6.
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Figure $.46 — COSY compound (16) in Acetone-d6.
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Figure $.47 — APT compound (16) in Acetone-d6.
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Figure $.48 - HMQC compound (16) in Acetone-d6.
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Figure S.49 — HMBC compound (16) in Acetone-d6.
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Figure $.50 —- HNMR compound (17) in CDCls.
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Figure S.51 — COSY compound (17) in CDCls.
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Figure $.52 — APT compound (17) in CDCls.
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Figure $.53 - HMQC compound (17) in CDCls.

2.5

f HMBCGPND CDCI3 {C:\nmr} PSG 27
; HC O N
PR é47
\ /
NH-¢
\

2.0

1.5

F10

r20

r30

L 40

50

r60

r70

r80

r90

100

110

r120

1.0

T T T T T T T T T T

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0

Figure $.54 — HMBC compound (17) in CDCls.
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Figure $.55 - HNMR compound (18) in CDCls.
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Figure $.56 — COSY compound (18) in CDCls.
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Figure S.57 — APT compound (18) in CDCls.
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Figure $.58 - HMQC compound (18) in CDCls.
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Figure $.59 — HMBC compound (18) in CDCls.
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Figure $.60 — HNMR compound (19) in CDCls.
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Figure S.61 — COSY compound (19) in CDCls.
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Figure $.62 — APT compound (19) in CDCls.
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Figure $.63 — HMQC compound (19) in CDCls.
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Figure $.64 — HNMR compound (19) in CDCls.
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Figure $.65 — HNMR compound (20) in CDCls.
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Figure $.66 — COSY compound (20) in CDCls.
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Figure $.67 — APT compound (20) in CDCls.
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Figure $.68 — HMQC compound (20) in CDCls.
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Figure S.69 — HMBC compound (20) in CDCls.
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Figure $.70 — HNMR compound (21) in CDCls.
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Figure S.71 — COSY compound (21) in CDCls.
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Figure S.72 — APT compound (21) in CDCls.
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Figure $.73 - HMQC compound (21) in CDCls.
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Figure $.74 — HMBC compound (21) in CDCls.
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Figure S.75 — HNMR compound (22) in MeOD-d4.
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Figure $.76 — COSY compound (22) in MeOD-d4.
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Figure S.77 — APT compound (22) in MeOD-d4.
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Figure $.78 — HMQC compound (22) in MeOD-d4.

S-43

2.5

2.0

ro
r10
r20
r30
r40
r50
r60
+70
r80
r90
100
r110
120
130

140




A

PSG2018-059-3fcprep.13.ser L20
HMBCGPND .
_— . ¢ godn ®g [
— bob I p' (1] 40
50
4 } ‘
OH 60
871&318 70
- / \ W wo [
- 7\ o ) 80
13— 14 /4: 017 ' .
1{/ \>15 6 90 ’g
110 +—2—N 100 g
19 ~
9—5 -
F110 *
L "] ol [0
il %h (] ! u@ b L 130
e iy Bg + @& ., 140
150
160
) 170
- ) [ ] ) 3
s k] 180
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f2 (ppm)
Figure $.79 — HMBC compound (22) in MeOD-d4.
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Figure $.80 —- HNMR compound (23) in CDCls.
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Figure $.81 — COSY compound (23) in CDCls.
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Figure $.82 — APT compound (23) in CDCls.
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Figure $.83 — HMQC compound (23) in CDCls.
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Figure $.84 — HMBC compound (23) in CDCls.
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Figure $.85 — HNMR compound (24) in CDCls.
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Figure $.86 — COSY compound (24) in CDCls.
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Figure $.87 — APT compound (24) in CDCls.
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Figure $.88 — HMQC compound (24) in CDCls.
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Figure $.89 — HMBC compound (24) in CDCls.

HRMS

The samples were used as delivered. 10ul of each sample was injected using the CapLC system
(Waters, Manchester, UK) and electrosprayed using a standard electrospray source. Samples
were injected with an interval of 3 minutes. Positive ion mode accurate mass spectra were
acquired using a Q-TOF Il instrument (Waters, Manchester, UK). The MS was calibrated prior to
use with a 0.1% H3PO4 solution.

The spectra were lock mass corrected using the know mass of the nearest H3P0O4 cluster or a
known background ion.

Analytes were detected as protonated molecule unless stated otherwise. The measured
masses, best fitting elemental composition and corresponding calculated monoisotopic masses
are given in the attached spectra. All measured masses are within a difference of Sppm
compared to the calculated mass unless specified otherwise. The presented MS data does
allow to calculate the elemental composition of the analytes, but does not decide on structure
or purity of the samples.
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Accurate mass sample submission list
Name: Pedro Santos Gongalves
Data file(s): GVH_20190122_06.raw

(MH)+
sample Code| C | H F|Cl|Br Mol weight | (M+H)+ |Structure (Chemdraw) measured | error (ppm)

- H\é///N
wn
<
: Y
§ 18|18 278,141913| 279,1492 279,1499 2,55
o
I
o
; T
> OTNE)LN ~
s 28|33 491,242021| 492,2493 i H N 492,2503 2,04
N \(
8 o)
o \K
§ 0 ~
< N ~
g 12|14 202,110613| 203,1179 H =N 203,1187 4,00
)
I
o
3 ®
<
o
@ (o}
§ 1512 236,094963| 237,1022 /& 237,1022 -0,16
o N™
& H N

N
iy o
<
3 \l)kN
g 13|23 269,173941| 270,1812 |y _H o 270,1812 -0,06
oN
? o
2 h
o
2 quﬁb//”
<
g 13|14 214,110613| 215,1179 0 215,1181 0,99
)
I
o
o
g quﬂ N
<
g 13|16 248,098334| 249,1056 0 249,1049 -2,85
I
? s
o
g A
T X N N
g 1113 203,105862| 204,1131 O)LH SN 204,1124 -3,61
S N
I
o
o
2 o I
g 10|11 189,090212| 190,0975 \)kN A 190,0970 -2,56
5 Ho |

—

2 N

Table S.1 — Results from HRMS analysis (1 of 3)
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Accurate mass sample submission list

Name: Pedro Santos Goncalves
)ata file(s): GVH_20190603_15.raw

(MHH)+ (M+Na)+
Qmple Cod{ C|H|N|O| Mol weight | (M+H)+ (M+Na)+ |Structure measured |error (ppm) |measured|error (ppm)
§ i OH
& HN
] 14|16 2 | 3 |260,116092| 261,1234 | 283,105312 -1000000,00 -1000000,00
2 SN
o
15|20| 2 | 4 |292,142307| 293,1496 | 315131527 |+ Methanol 293,1502 2,11 315,1330 467
- . O N
I}.‘; ‘(
=] H
g 11119| 3 | 3 |241,142641| 242,1499 | 264,131861 NH 242,1505 2,41 264,1328 3.55
P (o}
7]
3 N
o H
] N AN
@
§ 1518 2 | 1 [242,141913| 243,1492 | 265,131133 m 243,1502 4,16 265,1335
?
o
N
Y 0 Il
(=3
'z}
S N
g 17|23| 3 | 4 [333,168856| 334,1761 | 356158076 | YN B 334,1774 3,80 356,1597 4,56
I o0~
g T
7]
o \[<
[}
H
g N /N
"
8 oY
o‘é 14|16 2 | 3 |260,116092| 261,1234 | 283,105312 261,1236 0,89 283,1066 455
§ (0720 ©)
D |
o
Table S.2 — Results from HRMS analysis (2 of 3)
Accurate mass sample submission list
Name: Pedro Gongalves
)ata file(s): GVH 20191115_03.raw
GVH 20191129 05.raw
(M+H)+
ample Cod{ C[ H[ N| O |F|CI|Br| I [S|P Mol weight |  (M+H)+ (M+Na)+ _|Structure measured | error (ppm)
g
‘g [¢)
& OH
E HN)K/Y
< 14116( 2| 3 260,116092| 261,1234 | 283,105312 e} 261,1241 2,81
© \\N
8
o
7]
o

Table S.3 — Results from

HRMS analysis (3 of 3)
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LC-MS Chromatograms

Sample 1 Vial 2:13 ID PSG2016-009-fc-w File PSG2016-009-fc-w Date 06-Jan-2017 Time 16:09:53 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 1.2e+007
(5)
29 66%
407.0(27%)
7 1.93

0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 024 6e+004 11.69 0 3e+006
3 0.35 5e+004 8.88 0 2e+006
4 037  T7e+004 13.06 0 2e+006
5 Found 193 3e+005 66.37 0 1e+007 407.00
2: MS ES- :BPI Smooth (Mn, 2x3) 5.9e+006
(5)
10 66%
407.0(27%)
g / 1.93
(1)
34%
* 5 0.22
2
T T T T T T —rT T T — Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 022 1e+005 3429 0 2e+006
5 Found 193  2e+005 65.71 0 6e+006 407.00
3: UV Detector: TIC 3.216e-1
Range: 3.216e-1
(5)
3.0e-1 100%
407.0(27%)
1.93
2 .0e-1
2
1.0e-1
L e L B s L S B S B B S e S e e
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
Found 193  4e+003 100.00 0 3e+005 407.00
Peak ID Compound Time Mass Found
5 Found 1.93 408.00,430.00
5:(Time: 1.93) Combine (501:506-(492:495+513:515)) 1:MS ES+
9.5e+006
10 252.2 430.3
136.1
- D% L L253.2 o L431‘3 631.0659-3 837.4
O 0 L L S S B S S W L B D S S L S S BN A R R
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
5 1.93
5:(Time: 1.93) Combine (500:506-(492:494+512:515)) 2:MS ES-
6.4e+006
10 155.0
* E |}57.1 223:0 442.1 562.2
T T T T T T T T T ym/z
200.0 400.0 600.0 800.0 1000.0

Figure S.90 — Details of UPLC-MS report of compound (9) using generic method.
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Sample 1 Vial 1:8 ID PSG2018-051-2fc File PSG2018-051-2fc Date 05-Nov-2018 Time 10:33:41 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 3.4e+007
(1)
100: 71%
278.0(74%)
8o 278.0(34%)
; 1.80 (2)
60- 716222.1 14%
o 3 1.83
40 145302.5
20; (4) ;4%;2.04;39699.7
L LI e o L B e SR R B B LN NS A T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 Found 180  7e+005 7055 0 3e+007 278.00, 278.00
2 183  1e+005 14.31 0 9e+006
3 1.94 1e+005 11.22 0 8e+006
4 204  4e+004 391 0 2e+006
2: MS ES- :BPI Smooth (Mn, 2x3) 2.1e+006
(1)
100, 83%
278.0(74%)
oo 278.0(34%) 3)
60-
- § 89841.8 1.95
40 18514.2
20-
L L A B S S B B S S B B B B B e e e S
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
Found 180  9e+004 8291 0 2e+006 278.00, 278.00
3 195  2e+004 17.09 0 6e+005
3: UV Detector: TIC 4.731e-1
Range: 4.764e-1
1
100%
278.0(74%)
278.0(34%)
3.0e-1 1.80
2 5291.2
2.0e-1
1.0e-1
0.0 'I""I""I""I""I""I""I"'I""AI""I""I'ij
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 Found 180  5e+003 100.00 0 5e+005 278.00, 278.00
Peak ID Compound Time Mass Found
1 Found 1.80 279.00,301.00
1:(Time: 1.80) Combine (468:474-(460:463+478:481)) 1:MS ES+
2.4e+007
i 279.2
. E 117'2162.1252.2l)80'2 437.4 557.3576.6
T T 1 T T T T T T ym/z
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
1 Found 180 77.00
1:(Time: 1.80) Combine (468:473-(460:462+478:480)) 2:MS ES-
2.4e+006
277.2
101)% ; 321‘3224 2
-* 155.1 250. .
0% L s s e S B e e e e e ey BV 2
200.0 400.0 600.0 800.0 1000.0

Figure S.91 — Details of UPLC-MS report of compound (11) using generic method.
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Sample 1 Vial 1:76 ID PSG2018-045-3fr14 File PSG2018-045-3fr14 Date 28-Nov-2018 Time 09:53:58 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 6.6e+006
(4)
. 60% ;g:
1.65
80 109681.9 1596
60-
a3 =
40
20-
¢ T TT L [ LN LS e L | e Time
0.50 1.00 1.50 2.00 .50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 0.21 9e+003 475 0 3e+005
3 025 1e+004 533 0 8e+005
4 165  1e+005 59.60 0 6e+006
5 196  6e+004 30.33 0 4e+006
2: MS ES- :BPI Smooth (Mn, 2x3) 4.1e+005
@
; 1.65
- 12776.0
60-
3 =
40-
20-
n' R SRS ks " A
"""I""I"“l""I""I""I""l"“l""l""l""I‘Tm
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
4 1.65 1e+004 7242 0 4e+005
6 218  5e+003 27.58 0 6e+004
3: UV Detector: TIC 5.074e-1
Range: 5.109%e-1
(4) _
95%
1.65
4:0a=1 5489.8
2.0e-1 (1)
5%
0.19 1
304.1
0. ""I""I'"'I""I""I']"I"""""AI""'I""'I""ITm
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19  3e+002 525 0 6e+003
4 165  5e+003 94.75 0 5e+005
Peak ID Compound Time Mass Found
4 1.65
4: (Time: 1.65) Combine (429:434-(421:424+441:444)) 1:MS ES+
4.6e+006
237.2
1003 134.1 210 2L233 2
* . . . 374.3 492.5
cll'l"'Il'"'I""I""I""I""I""I""""Im/z
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
4 1.65
4:(Time: 1.65) Combine (428:433-(421:423+440:443)) 2:MS ES-
5.2e+005
10 235.1
® E o L236-1 312.5 453.0 704.6
T T T T T T T T T ym/z
200.0 400.0 600.0 800.0 1000.0

Figure S.92 — Details of UPLC-MS report of compound (12) using generic method.
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Sample 1 Vial 2:33 ID PSG2018-044-1fr13 File PSG2018-044-1fr13 Date 13-Sep-2018 Time 11:34:03 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 1.3e+007
(5)
100~ 638
¥ 1.5
" 205020.3| A5
60- 1.57
77162.0
*® = 2 (4)
a0 s 6%
E 0.28 1.42
20 21641.2 .
0 S0 L S L SO L L . L e B
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 028 2e+004 6.68 0 1e+006
4 142 2e+004 6.26 0 2e+006
5 155  2e+005 63.25 0 1e+007
6 157  8e+004 2381 0 5e+006
2: MS ES- :BPI Smooth (Mn, 2x3) 1.4e+005
10 (8)
8
6
-
4
2
L L A UL I e o e o o e o L B s e s g S
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
7 1.90 1e+004 36.34 0 6e+004
8 218  2e+004 63.66 0 1e+005
3: UV Detector: TIC 2.258e-1
Range: 2.288e-1
_ (5)
77%
T 1.55
= 2447.3
1.5e-1:
2 1.0e-1. (3) (6)
6% 1.17 .
5.0e-2; 0.23 329.2 220.8
E 183.2
U s T T T s [1me
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width  Height Mass Found
1 023  2e+002 576 0 5e+003
3 117 3e+002 1035 0 3e+004
5 155  2e+003 76.95 0 2e+005
6 158  2e+002 6.94 0 2e+004
Peak ID Compound Time Mass Found
5 1.55
5: (Time: 1.55) Combine (404:409-(394:397+413:415)) 1:MS ES+
8.7e+006
10 203.2
* E 1?6.2L2l:|-!.2 323.4
T gy | T T T T T T T I/ 2
200.0 400.0 600.0 800.0 i000.0
Peak ID Compound Time Mass Found
1.55
53 (Tme 1.55) Combine (403:409-(394:396+412:415)) 2:MS ES-
4.7e+004
100, 113.1 201.3 —
-* o f 247 0 311 0 376 5 457.0 520.9 667.3 \739 6 842 9860 8880 6971 899 .8
' 200.0 400.0 ' 600.0 800.0 1000.0.

Figure S.93 — Details of UPLC-MS report of compound (13) using generic method.
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Sample 1 Vial 1:30 ID PSG2018-056-1nmr File PSG2018-056-1nmr Date 09-Nov-2018 Time 14:26:29 Description

1: MS ES+ :BPI Smooth (SG, 2x2)

9.5e+006
(6)
(5) 51%
100- 40% 1.78
E 1.56 176614.7
80: 138149.5
w B (3) (4)
5% 5%
40: 0.25 1.53
20 18984.4 15783.3
e T e e e e Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 025  2e+004 543 0 2e+006
4 153  2e+004 452 0 1e+006
5 1.56 1e+005 39.52 0 9e+006
6 178  2e+005 5053 0 7e+006
2: MS ES- :BPI Smooth (Mn, 2x3) 2.8e+006
(6)
- 893
1.79
— 97015.1
60-
i = (5)
40 11%
E 1.56
20 12464.9
L L L S B | T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
5 156 1e+004 11.39 0 4e+005
6 1.79 1e+005 88.61 0 3e+006
3: UV Detector: TIC 2.11e-1
Range: 2.142e-1
(6) _
89%
1.79
AR 2317.9
2 1.0e-1
(2)
5.0e- %
0.23
123 .7 -
0. "'_.'AI""I""I""I-""I'""I—'AT_'VI""I""l""l""l'rim
0.50 1.00 1.30 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19  2e+002 6.28 0 5e+003
2 0.23 1e+002 467 0 5e+003
6 179  2e+003 89.05 0 2e+005
Peak ID Compound Time Mass Found
5 1.56
5:(Time: 1.56) Combine (406:412-(400:402+417:419)) 1:MS ES+
5.3e+006
10!)% 24T/.22
= 132.1185.1 50.2 392.4
T 7 LI T T T T 0/z
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
6 1.78
6: (Time: 1.79) Combine (464:469-(456:459+475:478)) 1:MS ES+
6.2e+006
400.2
1005104.2
: Ef 22122441 397-3401.2 481.2 559 777.3
—r——t—r—t—r———r— -7 /2
200.0 400.0 600.0 800.0 1000.0

Figure S.94 — Details of UPLC-MS report of compound (14) using generic method.
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Peak ID Compound Time Mass Found
5 1.56

5:(Time: 1.56) Combine (405:411-(385:387+426:428)) 2:MS ES-
4.4e+005
247.2 293.2

100
* oé 172.2 1 KL294-2 447.0
T T T

T T T T T T ym/z
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
6 1.78
6:(Time: 1.79) Combine (464:469-(456:459+474:477)) 2:MS ES-
3.6e+006
oy 192
- :
01.2 412.3 532.2
cl""l/z‘"'l ——T T T T T T /2
200.0 400.0 600.0 800.0 1000.0

Figure S.95 — Details of UPLC-MS report of compound (14) using generic method (continued).

Sample 1 Vial 2:75 ID PSG2018-055-1iso-pTLC2 File PSG2018-055-1iso-pTLC2 Date 16-Apr-2019 Time 15:41:31 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (7 1.3e+007
82%
100- 1.42
80-
60
e s
ow 114
4%
20 o5k 1.67
E MWW =
9""1""|""|'"'l""l"'_'_l_'_'_“'L'ﬁ""l'"'l""l""l"h-'e
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 020 1e+004 446 0 8e+005
6 077  8e+003 2.86 0 3e+005
T 142  2e+005 8196 0 1e+007
8 1.67 3e+004 10.72 0 2e+006
2: MS ES- :BPI Smooth (Mn, 2x3) 7.6e+005
(9)
100- | 59%
3 { 2.08
80- ’l
E (10)
60 H 413
w E ’ 2.19
40- l ‘
" l l|
= | e~
- s —
e".'—'/-]\:-"'I"';_I""I‘"'l""I""I""I""l""l""l'Tm
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
9 2.08 5e+004 59.13 0 6e+005
10 219 3e+004 4087 0 3e+005
3: UV Detector: TIC ) 1.159%e-2
11% Range: 1.498e-2
1.43

2 5
-
-,—f‘/\/
—'/-I’-’
L e o e B L e e o e o I e S g e £
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19  3e+002 2478 0 5e+003

Figure S.96 — Details of UPLC-MS report of compound (15) using generic method; peaks
number 9 and 10 are present in every run when the sample is diluted or does not produce
strong MS signals.
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Peak ID Compound Time Mass Found
T 1.42

7:(Time: 1.42) Combine (369:375-(362:364+387:389)) 1:MS ES+
8.2e+006
1093 116.2 =62 283.2
o : 234.2[ i 410.3
cl""l""(""l" T 1 T m/z
200.0 400.0 600. 800.0 1000.0
Peak ID Compound Time Mass Found
8 1.67
8: (Time: 1.67) Combine (434:440-(423:425+447:449)) 1:MS ES+
1.2e+006
1003 210.2 i3
- 158.2 304.1 566.1
0,....,..l%l,{..‘.,....,...., —T———————T7————— m/2z
200.0 400.0 600. 800.0 1000.0
Peak ID Compound Time Mass Found
T 1.42
7:(Time: 1.43) Combine (370:375-(361:364+384:386)) 2:MS ES-
9.7e+005
10 259.1 3p5.1
- 0% 200.1232_ll (
o LT 770 F LA [ KR B T S LI | TP R T T B/z
200.0 400.0 600. 800.0 1000.0

Figure S.97 — Details of UPLC-MS report of compound (15) using generic method (continued).

S-58



Sample 1 Vial 2:36 ID PSG-brnmr1 File PSG-brnmr1 Date 21-Nov-2018 Time 10:38:27 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 1.0e+007
(8)
0%, 88%
1.51
80: 338616.0
60-
» E
1 (9)
w©] W ™ 2
E 0.20 1.30 1.57
203 22923.6 13725.3 R2301-°
E 5
o-—.—.—.—.-““L,”'."T"T“.",....,.,..,....“‘]....-,—....,....,....,....,...., Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 020  2e+004 5.96 0 9e+005
7 130  1e+004 357 0 6e+005
8 1.51 3e+005 88.05 0 1e+007
9 157  9e+003 242 0 6e+005
2: MS ES- :BPI Smooth (Mn, 2x3) 1.2e+006
(8)
e 82%
1.53
o0 56293.2
60-
» E (10)
40- 18%
= 2.19
20 12651.5
e T T T T T g i T ¥ Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
8 1.51 6e+004 81.65 0 1e+006
10 219  1e+004 18.35 0 1e+005
3: UV Detector: TIC 1.429e-2
Range: 1.521e-2
1.0e-2 - /
(6) (6)
0191%9 .67 I /
= = - 1.12
e 339.3 g.46 372.5 :
0. 5
T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 019  3e+002 19.14 0 4e+003
2 027  1e+002 7.99 0 3e+003
3 046  5e+002 28.33 0 2e+003
4 053  2e+002 10.04 0 2e+003
5 067  2e+002 13.49 0 2e+003
Peak ID Compound Time Mass Found
9 157
9:(Time: 1.57) Combine (407:413-(403:405+416:418)) 1:MS ES+
7.7e+004
309.2
10 243.2
. 310.3
- EL “18-{2, [ |/ 406.4 506.5_531.6 638.8  725.0.748.9  °%-% 946.6 911/‘:
2(](IJ.0 I 406.0 606.0 I 806.0 I 100I0.0
Peak ID Compound Time Mass Found
8 1.51
8:(Time: 1.51) Combine (392:398-(372:374+449:451)) 2:MS ES-
1.3e+006
1003 198-1 268.2 3143
* 167.1{ 195.2 :
c""I""II('"3'58I3""I'"'I""I""I""I""Im/z
200.0 400.0 600.0 800.0 1000.0

Figure S.98 — Details of UPLC-MS report of compound (16) using generic method; peak 10 is
present in every run when the sample is diluted or does not produce strong MS signals.
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Sample 1 Vial 2:95 ID PSG2018-035-2fc2fr20 File PSG2018-035-2fc2fr20 Date 01-Nov-2018 Time 15:39:08 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 7.2e+006
_ (5)
10&_ 10% 70%
0.20 1.44
80: 14409.2 101525.8
60-
3 =
407
20-
e e e e e Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 020  1e+004 993 0 6e+005
3 025  2e+004 1.1 0 1e+006
4 027  1e+004 8.97 0 5e+005
5 144 1e+005 69.99 0 6e+006
2: MS ES- :BPI Smooth (Mn, 2x3) 5.3e+004
100- (7) ;64%:;2.18;7995.0
E (7) ;64%;2.13;7995.0
80-
60-
® E
40-
20-
0 T T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
6 196  5e+003 36.26 0 4e+004
T4 218  8e+003 63.74 0 5e+004
3: UV Detector: TIC 1.126e-2
Range: 1.41le-2
(5)
9%
1.45
2 28.6
T e Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19  2e+002 59.96 0 4e+003
2 024 1e+002 31.48 0 5e+003
5 145  3e+001 8.56 0 2e+003
Peak ID Compound Time Mass Found
5 144
5:(Time: 1.44) Combine (374:380-(368:370+385:387)) 1:MS ES+
4.4e+006
1003 215[.2 237.2
» 168.2188.3 - 341.4
c|""|"("|""|" T AT & T —— 7 m/z
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
5 144
5:(Time: 1.45) Combine (375:380-(369:372+385:387)) 2:MS ES-
4.6e+004
6 213.3 259.3
* Z:i (| 310.9 384.9 446.8 514.9571.1 635.4 704.4 770.6  B862.5 901'°94e.sm/z
206.0 I 406.0 I 606.0 ' 806.0 I 100I0.0

Figure S.99 — Details of UPLC-MS report of compound (18) using generic method.
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Sample 1 Vial 1:34 ID PSG2018-061-1fr11 File PSG2018-061-1fr11 Date 08-Jan-2019 Time 16:15:26 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (6) 3.1e+006
72%
10 .13
7
5
= W (4
10% 11%
’ iﬂ»ﬂwwvtﬁi’\wwwww
"""l""I""I""I""I""I""I/"I\"'I""l""‘l""'l'Tm
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.20 7e+003 10.12 0 3e+005
4 0.69 8e+003 11.01 0 4e+005
5 0.71 5e+003 727 0 3e+005
6 1.73 5e+004 71.60 0 3e+006
2: MS ES- :BPI Smooth (Mn, 2x3) (8) 3.1e+005
10
7
-« S
2
B I e e e L
b T T T T T T T T T T r— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
7 208  4e+003 10.22 0 5e+004
8 217  4e+004 89.78 0 3e+005
3: UV Detector: TIC (6) 1.506e-2
16% Range: 1.792e-2
4 S 1.73
§ /
E 5.oe_ //\//
—
0. —_—
T T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19 3e+002 2334 0 5e+003
Peak ID Compound Time Mass Found
6 1.73
6: (Time: 1.73) Combine (449:455-(443:445+461:463)) 1:MS ES+
1.9e+006
100% 216.2
- 168.6 L217-2
Y TrrrT—7—r—7—r—r—r—7—TrTr7T 77— Bf2Z
200.0 400.0 600.0 800.0 1000.0

Figure S.100 — Details of UPLC-MS report of compound (19) using generic method; peak 7 and
8 is present in every run when the sample is diluted or does not produce strong MS signals.
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Sample 1 Vial 2:96 ID PSG2018-050-3prepTLC3 File PSG2018-050-3prepTLC3 Date 06-Feb-2019 Time 14:22:35 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (6) 5.0e+006
73%
10 1.64
[/
;1
o = da @ (5)
0.20 7% 10%
’ MM
L L . B B s L L S B S S
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.20 1e+004 10.75 0 8e+005
4 0.28 9e+003 7.07 0 3e+005
5 0.68 1e+004 9.59 0 5e+005
6 164 1e+005 7258 0 5e+006
2: MS ES- :BPI Smooth (Mn, 2x3) (7) 7.6e+005
77%
10
7
-« 5 q
2 L
- T T ‘l—"_ﬁ T T |- |— T T T M‘I\‘ Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
U 217  Te+004 76.99 0 7e+005
8 230 2e+004 23.01 0 2e+005
3: UV Detector: TIC 1.186e-2
Range: 1.449%e-2
1.0e- (6)
9%
1.65
5.0e- 5
2 . 19%
0.23
u —'_‘_4-’-"/_/
Tt T T T T T T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19 3e+002 4955 0 5e+003
Peak ID Compound Time Mass Found
6 1.64
6: (Time: 1.64) Combine (426:432-(417:419+441:443)) 1:MS ES+
3.3e+006
1o 146.1 356.2
251.2278.1
Ld D% 234.2 357.2 520.0
cl"'l"l'\'l"/l"l'/"""I""I""I""I"'I"'Im/z
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
6 1.64
6: (Time: 1.65) Combine (427:432-(420:422+438:440)) 2:MS ES-
5.0e+005
10 332.2
258.1
* E et | L333;2395'2 520.8 860.8 976.5
I 206.0 I 40[!.1.0 I GOCII.O I BOll).O I 100|0.0

Figure S.101 — Details of UPLC-MS report of compound (20) using generic method; peak 7 and
8 are present in every run when the sample is diluted or does not produce strong MS signals.
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Sample 1 Vial 2:28 ID PSG2018-031-1pTLCfr40-45 File PSG2018-031-1pTLCfr40-45 Date 07-Jun-2018 Time 16:31:44 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (2) 4.6e+006
62%
10 2.13
7
(4)
25%
w 2 2.26
(1)
2 4%
WMMWM
L L S S AL S L A S B L L B R o Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 089  5e+003 3.69 0 2e+005
2 213 8e+004 6151 0 5e+006
3 218 1e+004 10.18 0 1e+006
4 226  3e+004 2462 0 2e+006
2: MS ES- :BPI Smooth (Mn, 2x3) (4) 3.2e+005
81%
10 2.26
7
(2)
- 5 19%
2.13
2
N e e ——— T T
T T T T T T T T T T — Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 213 2e+003 19.16 0 7e+004
4 226 1e+004 80.84 0 3e+005
3: UV Detector: TIC (2) 4.72e-1
82% Range: 4.742e-1
2.13
3.0e-1
i 2.0e-1 (4)
18%
1.0e-1 2.26
0. A e —————— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 213  5e+003 8233 0 5e+005
Peak ID Compound Time Mass Found
2 213
2:(Time: 2.13) Combine (555:560-(547:549+565:567)) 1:MS ES+
3.0e+006
10 214.2 514.3
- 2154.0 187.1[ 258.2 436.3 l/515.3
T -y 4 T T . T T T T T ym/z
200.0 400.0 600.0 800.0 1000.0
4: (Time: 2.26) Combine (588:594-(578:580+600:602)) 1:MS ES+
1.2e+006
10 409.3 ke
487.3 .
» D% 213.2231.2 |(41°-3 / 627.3_ | _659.5
T S L e s e e e e e e
200.0 400.0 600.0 800.0 1000.0

Figure S.102 — Details of UPLC-MS report of compound (21) using generic method.
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Sample 1 Vial 2:51 ID PSG2018-059-3prep1 File P$G2018-059-3prep1 Date 11-Oct-2019 Time 10:56:35 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 8.3e+006
(5)
100- - hrrd
80 20% 260.0(68%)
: 0.20 260.0(68%)
64925.1 1.36
60-
. E 238235.7 (6)
40- 3%
E 1.40
20- 10368.9
e e e e e e e Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 0.20 6e+004 20.08 0 4e+006
4 0.35 1e+004 3.03 0 4e+005
5 Found 1.36 2e+005 73.68 0 8e+006 260.00, 260.00
6 140 1e+004 321 0 7e+005
2: MS ES- :BPI Smooth (Mn, 2x3) 2.8e+006
(5)
s 55%
260.0(68%)
i 260.0(68%)
1.36
a0 120971.0
- 5 (O]
40- 45%
& 2.25
20- 100468.0
U T T T T T T T T T T — Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
Found 136 1e+005 5463 0 3e+006 260.00, 260.00
7 225 1e+005 4537 1 3e+005
3: OV Detector: TIC (5) 1.582e-2
9% Range: 1.766e-2
260.0(68%)
1.5e- 260.0(68%)
1.36
160.2
1.0e-
5.0e-
0.
T T T e Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19  4e+002 2449 0 4e+003
3 0.28 1e+003 66.51 1 4e+003
5 Found 1.36 2e+002 9.00 0 7e+003 260.00, 260.00
Peak ID Compound Time Mass Found
Found 1.36 261.00,283.00
5:(Time: 1.36) Combine (352:358-(343:345+368:370)) 1:MS ES+
6.5e+006
10 261.2 -
5 |
- 0% 117.1 243.2 I ri’ i —_—
77 Tt T T T T T T /2
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
Found 1.36 259.00
5:(Time: 1.36) Combine (353:359-(337:339+378:380)) 2:MS ES-
3.1e+006
10 259.1
o D% 232_1L260.2 373.:1 519.3 541.2 823.5
=T F 7 7 T+ T T T 1 T 1 0/z
200.0 400.0 600.0 800.0 1000.0

Figure S.103 — Details of UPLC-MS report of compound (22) using generic method.
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Sample 1 Vial 1:64 ID PSG2018-049-2fr12 File PSG2018-049-2fr12 Date 11-Dec-2018 Time 10:18:05 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 1.1e+007
(8)
100: 95%
1.08
- 208686.5
60-
® E
40- (1)
E 3%
20= 0.20
E 5879.2
0 T T T T T T T e e e e e e Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.20 6e+003 267 0 4e+005
6 075  2e+003 1.00 0 1e+005
8 1.08 2e+005 94.72 0 1e+007
10 218  4e+003 1.61 0 1e+005
2: MS ES- :BPI Smooth (Mn, 2x3) 5.0e+005
100- (9)
67%
; 2.31 (3131%)
80-
: 40645.9 2.22
60- 20268.7
® E
40-
20=
L N LN BT T IR LT T A TR N LI N T N OO R | 1me
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
9 211 4e+004 66.73 0 5e+005
1 222 2e+004 3327 0 2e+005
3: OV Detector: TIC 3.631le-2
Range: 3.913e-2
(8)
37%
3.0e-2 1.08
595.5
2 2.0e-2
~ -
1.0e-2 e
,./—”’_/—ﬁﬂ,/
0.83 e —
0. o )
— T T Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.19  3e+002 16.28 0 5e+003
2 023 1e+002 7.48 0 6e+003
3 026  3e+002 16.91 0 3e+003
4 040 2e+002 10.55 0 2e+003
5 061 1e+002 6.17 0 8e+002
Peak ID Compound Time Mass Found
8 1.08
8: (Time: 1.08) Combine (279:285-(271:273+292:294)) 1:MS ES+
7.6e+006
10‘)% 204L.2
- 177.2| 205.2
F———— 7 T T T T T T T T T T T T T T T /2
200.0 400.0 600.0 800.0 1000.0
Peak ID Compound Time Mass Found
8 1.08
8: (Time: 1.08) Combine (280:285-(269:272+294:296)) 2:MS ES-
3.1e+005
10 202.1
Lg D% 175.1[ 238.1 385.1 505.7 644.8 966.0
L e e e s e e P L e e B V2
200.0 400.0 600.0 800.0 1000.0

Figure S.104 — Details of UPLC-MS report of compound (23) using generic method; peak 9 and
11 is present in every run when the sample is diluted or does not produce strong MS signals.
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Sample 1 Vial 2:28 ID PSG2018-053-2fr17 File PSG2018-053-2fr17 Date 19-Dec-2018 Time 14:27:33 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 2.3e+007
. (2)
100: 98%
189.0(89%)
bt 0.51
60- 538765.7
- =
40
20-
0- L S B B s e B e S e B e e e
1.00 2.00 3.00 4.00 6.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 Found 051 5e+005 98.07 0 2e+007 189.00
3 063 4e+003 0.81 0 4e+005
4 394 6e+003 1.1 0 4e+005
2: UV Detector: TIC 8.682e-2
Range: 8.78le-2
_ (2)
8.0e-2 87%
189.0(89%)
0.51
6-0a-2 1657.7
3 4.0e-2
2.0e-2
0. ;-.lf.L,L....,....,.......’—'....,.—...,...y.ﬂl—.,—. - T —— Time
1.00 2.00 3.00 4.00 6.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.32 2e+002 12.93 0 1e+004
2 Found 051 2e+003 87.07 0 9e+004 189.00
Peak ID Compound Time Mass Found
2 Found 0.51 190.00,,
2:(Time: 0.51) Combine (241:251-(224:229+279:284)) 1:MS ES+
1.9e+007
10 190.2
«® Dé 193 .2
e L s L L S S L S S S S S S B B S T T Wz
200.0 400.0 600.0 800.0 1000.0

Figure $.105 — Details of UPLC-MS report of compound (23) using purity method.

FT-IR Chromatograms for Selected Compounds

Note: the nitrile band is apparently missing (low signal-to-noise ratio) for some compounds;
this phenomenon is common with ATR FT-IR (these spectra acquired with a Bruker Alpha
Platinum ATR apparatus), due to the high absorbance of diamond in that region (see for

example: Larkin, P. J. Instrumentation and Sampling Methods. In Infrared and Raman

Spectroscopy; Second Edition, Elsevier: Amsterdam, 2018; pp 29—61).
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Figure $.106 — FT-IR spectra of compound (11)
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Figure $.107 — FT-IR spectra of compound (12)
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Figure $.108 — FT-IR spectra of compound (14)
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Figure $.109 — FT-IR spectra of compound (15)
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Figure S.110 — FT-IR spectra of compound (16)
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Figure S.111 — FT-IR spectra of compound (17)
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Figure S$.112 — FT-IR spectra of compound (18)
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Figure S$.113 — FT-IR spectra of compound (20)
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Figure S.114 — FT-IR spectra of compound (21)

06 9L¥
19°20G
96°89G
€0°€C9
90°Cv9
8€'G69
91°0¢L
9G'9v.
G9'89L
V9v6L
9v'L06
8696
868201
1€°0901
06°180L
86°LLLL
LLZ9LL
66°/6L1
€¢'esel
0§'LLclL
90°¢ceeL
Sy'iselL
LyoLylL
zg8gerl
0,961
16°8€51
G6°€09L
866991
L¥'ce9l

121744

G9'8¢6¢C

¥0'620€
16°090€

9Ev6Ce

LRUKER

S0

0

T T
€0 4]
s)un @oueqlosqy

10

00

2500 2000 1500 1000 500
Wavenumber cm-1

3000

3500

08/06/2020]

Instrument type and / or accessory

PSG2018-059-3

C:\Users\Public\Downloads\MEAS\PSG2018-059-3.0

Figure S.115 — FT-IR spectra of compound (22)

S-71



