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1. Optimization of the reaction conditions?®
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Entry Catalyst Solvent Time Yield® Yield®

6aa 7

1 - DMSO 12 44 (40)° 10
2 - DMSO 24 37 3
3 - DMF 12 42 8

4 - DMA 12 40 12

5 - NMP 12 39 12

6 - Ethyl acetate 12 - 34 (28)°

74 DMSO 12 23 4
8 TsOH<H20 (30 mol%) DMSO 12 - -
9 FeCl3 (30 mol%) DMSO 12 33 3
10 ZnCl2 (30 mol%) DMSO 12 41 8

All of the reactions were carried out using 1a (0.25 mmol, 42 mg), 2a (0.25 mmol, 27 mg) and
solvent (2 mL). °The yields were determined by 'H NMR analyses of the crude reaction mixtures
using CH2Br, as the internal standard. “Isolated yield. 92 equiv. of 1a (0.5 mmol, 83 mg) was
used. DMSO = Dimethyl sulfoxide, DMF = Dimethylformamide, DMA = Dimethylacetamide,

NMP = N-Methyl-2-pyrrolidone.
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2. Single crystal X-ray analytical data

A solvent mixture of ethyl acetate and dichloromethane was used to obtain crystals of 3aa by a
slow evaporation method at ambient temperature. In the case of 3af, a mixture of hexanes and
dichloromethane was used. The crystals of 6ea were obtained using ethyl acetate as a solvent
system. X-ray reflections were collected using Mo Ko X-radiation (A = 0.71073 A) on the single
crystals at 200 K using a Bruker Kappa APEX-II diffractometer. All the crystal structures were
solved and refined using SHELX-97. The details of crystals data collections and data refinement

parameters are given in Table S1, S2 and S3.

Ortep (ellipsoid counter 30% probability) diagram and crystal data of compound 3aa: CCDC
Number 2334143
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Table S1. Crystal data and structure refinement for d24546 (3aa).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

4
Density (calculated)

Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.00°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(])]
R indices (all data)

Absolute structure parameter

Largest diff. peak and hole

d24546

C1sH;,BrCINO

257.71

200(2) K

0.71073 A

Orthorhombic

Pca?2l

a=20.4024(11) A a=90°.
b=28.0914(4) A B=90°.
c=16.3490(8) A Y =90°.
2699.0(2) A3

8

1.268 Mg/m3

0.270 mm-!
1072

0.52 x 0.48 x 0.30 mm3

2.00 to 25.00°.

24<=h<=23, -8<=k<=9, -16<=1<=19
19163

4314 [R(int) = 0.0842]

99.6 %

multi-scan

0.9234 and 0.8725

Full-matrix least-squares on F2

4314/1/325

1.002
R1 = 0.0435, wR2 = 0.1049
R1 = 0.0635, wR2 = 0.1140
0.06(7)

0.604 and -0.176 e.A-3
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Ortep (ellipsoid counter 30% probability) diagram and crystal data of compound 3af: CCDC
Number 2370736

S5



Table S2. Crystal data and structure refinement for 25152 (3af).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

4
Density (calculated)

Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.05°
Absorption correction

Max. and min. transmission
Refinement method
Data / restraints / parameters

Goodness-of-fit on F2
Final R indices [[>2sigma(])]
R indices (all data)

Largest diff. peak and hole

d25152

CisH;sCINO

299.78

200(2) K

0.71073 A

Monoclinic

P21/n

a=9.9614(6) A o= 90°.
b=15.472709) A
c=11.3672(7) A Y =90°.
1652.20(17) A3

4

1.205 Mg/m3

0.230 mm-!
632

0.53 x 0.44 x 0.03 mm3

2.31 to0 25.05°.

-11<=h<=11, -18<=k<=18, -13<=I<=13
34591

2917 [R(int) = 0.0954]

99.7 %

None

0.9931 and 0.8880

Full-matrix least-squares on F2

2917/0/186

1.149
R1=0.0576, wR2 = 0.1394
R1=0.0746, wR2 = 0.1516

0.503 and -0.540 e.A-3

B=109.434(2)°.

S6



Ortep (ellipsoid counter 30% probability) diagram and crystal data of compound 6ea: CCDC
Number 2360356

~* Br1
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Table S3. Crystal data and structure refinement for d25025 (6ea).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.07°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Largest diff. peak and hole

d25025

C24 Hig Bra N2 O

526.22

200(2) K

0.71073 A

Monoclinic

C2lc

a=232.4571(15) A a=90°.

b =13.4666(5) A B=110.33°.

c=11.2783(5) A Y =90°.
4622.4(3) A3

8

1.512 Mg/m3

3.529 mm-!

2096

0.21 x 0.10 x 0.03 mm3

2.36 t0 25.07°.

-38<=h<=38, -16<=k<=14, -13<=I<=13
23074

4072 [R(int) = 0.0642]

99.4 %

None

0.9015 and 0.5244

Full-matrix least-squares on F2
4072/0/271

0.685

R1=10.0355, wR2 = 0.0960
R1=10.0431, wR2 =0.1038

0.546 and -1.033 e.A-3
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Comments on checkcif:

Checkcif highlighted A level alerts which have been commented on here

Compound 6ea

PLAT601 ALERT 2 A Unit Cell Contains Solvent Accessible VOIDS of. 272 Ang**3

Author response: The highest peak in the final difference map is just 0.55 e/A* and no model

could be found for any solvent.
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3. NMR Spectra copies
3-chloro-1-phenylprop-2-en-1-one (1a)
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3-chloro-1-(p-tolyl)prop-2-en-1-one (1b)
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3-chloro-1-(4-methoxyphenyl)prop-2-en-1-one (1¢)
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3-chloro-1-(4-chlorophenyl)prop-2-en-1-one (1d)
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1-(4-bromophenyl)-3-chloroprop-2-en-1-one (1e)

2 g
- o
SaEE88R 2 EE888E & 88 2 mnah C>g
B e S S e e
'\'\ J// \\ // | l ' | \’ Current Data Parameters
HAME Suresh-740
EXENG 1
PROCNO 1
(o] F2 - Aogquisition Parameters
Date_ 20231211
= Time 15.11
Cl INSTRUM spect
PROBHD 5 mm PAEBO EB/
zg30
Br 32768
coCl3
16
| Ds o
| SWH 7211.539 Hz
A __,L_ [, d_)'\, W FIDRES 0.220079 Hz
RO 2.2719147 sec
T T T T T T T 1 1D*L- 2‘533;
7.8 7.7 7.6 7.5 7.4 73 ppm OE 10,06 uses
TE 298.8 K
Wl W e e :
al s o 3l |2 = e '
-------- CHANNEL £1 mmmmmmmm
SFO1 400.1324008 MHz
NOC1 1H
Pl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300000 MHz
WDW EM
S5B 0
LB 0 Hz
GE 0
BC 1.00
M A L
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
ENgEs
cilg|nilglrlre
-
by
: BRUKER
Current Data Parameters
NAME Suresh-740
EXPNO 3
PROCNO 1
F2 - RAequisition Parameters
(o) Date_ 20231211
Time 17.20
P INSTRUM spect
Cl PROBED 5 mm PABEC BB/
FULPROG PR30
T 32768
Br SOLVENT cDC13
HE 512
D& o
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AD 0.6815744 sec
RG 198.09
oW 20.800 usec
DE 6.50 usec
TE 298.5 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHAMNEL £1
SFO1 100.6228298 MHz
NUC1 13C
Pl 10.00 usec
PLW1 42.50000000 W
------- CHANNEL f2 =m===mmmee=
SFO2 400.1316005 MHz
HOC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
FZ2 - Processing parameters
51 32768
sF 100.6127685 MHz
} WDW E
58B o
LB 2.00 Hz
GB o
T T T T T T T T T T T F¢ .00
200 180 160 140 120 100 80 60 40 20 ppm

S14



(Z2)-2-chloro-1-phenyl-3-(phenylamino)prop-2-en-1-one (3aa)
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(Z)-1-phenyl-3-(phenylamino)prop-2-en-1-one (4aa)
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(Z)-2-chloro-1-phenyl-3-(o-tolylamino)prop-2-en-1-one (3ab)
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(Z)-2-chloro-1-phenyl-3-(m-tolylamino)prop-2-en-1-one (3ac)
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PULPROG zopg 30
Cl ™ 32768
SOLVENT CDC13
| NS 412
DS Ul
NH SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 32768
DW 20.800 usec
DE 6.50 usec
TE 286.2 K
13 2.00000000 sec
D11 0.03000000 sec
TDO 1
-------- CHANNEL f] ====ss==
noc1 13c
Pl 10.00 usec
PL1 4.20 dB
5F01 100.6233325 MHz
-------- CHANNEL 2 ==msa==e
CEDPRG (2 waltzlé
Noc2 18
PCPD2 90.00 usec
PL2 10.20 4B
PL12 26.00 dB
PL13 29.00 dB
SFo2 400.1316005 MHz
F2 - Processing parameters
51 32768
SFP 100.6127690 MHz
WDOW EM
S5B 0
LE 1.00 Hz
GB 0
I T T T I T I I I T I BC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z2)-2-chloro-1-phenyl-3-(p-tolylamino)prop-2-en-1-one (3ad)

NH
— M M ___J ___
I T T T T T T T 1
80 78 76 74 72 70 ppm
of [ellslel Ol e
- ~llcled ol led o
S} L
I I I T I T T T I T
12 1 10 9 8 7 6 5 4 3 ppm
it 4
—lric|eils|eiled o
(@]
Cl
NH
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

o)
BRUKER
(<)

Current Data Parameters

NAME
EXFRO
PROCHO

Suresh-730
2
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
FULFROG

™
SOLVENT
NS

Ds

SWH
FIDRES
A

20231120

12.04

spect

5 mm PRBBO BB/
230

32768

DC13

16

0
7211.53% Hz
0.22007% Hz

2.2719147 sec
89.08
69.333 usec
10.06 usec
299.4 K
2.00000000 sec
1

mmmmmmm= CHANNEL f1 ===mm===

SFO1
NUC1
Pl

PLW1

400.1324008 MHz
1H
15.00 usec
13.50000000 W

F2 - Processing parameters

51
SF
WDW
S55B
LB
GB
PC

1638
400.1300107 MHz
EM
0
0 Hz
[}

1.00

P,
BRUKER
(<)

Current Data Parameters

HAME Suresh-730

EXPNO 3

FROCNO 1
F2 - hequisition Parameters

Date_ 20231120

Time 12.06

IHSTRUM spect

5 mm PRBEO BB/

z2gpg30

32768

CcDC13

400

o
24038.461 Hz
0.733596 Hz
0.6815744 sec
198.09
20.800 usec
6.50 usec
299.4 K
2.00000000 sec
0.03000000 sec

1

CHANNEL f1
SFO1 100.6228298 MHz
HOC1 l3c
Pl 10.00 usec
PLW1 42.50000000 W
CHANNEL £2
SFO2 400.1316005 MHz
HOC2 18
CPDPRG (2 waltzl6
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW1Z 0.34722000 W
PLW13 0.28125000 W
F2 = Processing parameters
81 32768
SF 100.6127685 MHz
WDW EM
S5B
LB 00 Hz
GE o
PC 0o

S19



W\W NV

1

1.24
1.23
1.2

IO

(>

(0] Current Data Parameters
Enaminone
Cl 22
| 1
NH F2 Aeccquisition Parameters
Date_ 20231101
Time 11.12
INSTRUM spect
FROBHD 5 mm PAEBO BB/
FULPROG 230
| | p{2] 32768
J ' i SOLVENT CDC13
| NS 16
f N N | DS 0
A — e SWH 7211.539 Hz
FIDRE: 0.220079 Hz
T T T T T T T AQ 2.2719147 sec
8.0 7.8 7.6 7.4 7.2 7.0 ppm R 113.31
DW 69.333 usec
DE 10.06 usec
g & 8|2 3 a TE 298.7 K
- = =l o o D1 2.00000000 sec
TDO 1
CHANNEL £1
SFO1 400.1324008 MH=z
NUC1 1H
Pl 15.00 usec
FLW1 13.50000000 W
F2 - Processing parameters
s1 16384
SF 400.1300000 MHz
WOW EM
558 0
JUA s C L L= 0 he
FC l.00
T T T T T T T T T T T T
1 10 9 8 7 6 5 4 3 2 1 ppm
=l=leleileiled o o
3 2 H
o 3 .
= = a
= | |~ BRUKER
Current Data Parameters
Enaminone
o
Cl
NH NS
F 0.733
g 0.6815744 sec
e} 32768
DW 20.800 usec
DE 65.50 usec
TE 295.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
DO 1
mmms CHANNEL fl] s=sss===
13C
10.00
4.20
100.6233325
HANMEL £2
CPDPRG[2 waltzl6
PL12
PL13
SFO2 400.
| F2 - Processing parameters
51 32768
| 5F 100.6127690 MHz
- WOW EM
55B
LB o
GB L]
T T T T T T T T T T e oe
180 160 140 120 100 80 60 40 20 ppm

S20



(Z£)-2-chloro-3-((4-isopropylphenyl)amino)-1-phenylprop-2-en-1-one (3af)

8
a
WW N% Current Data Farameters
HAME Enaminene
EXFNO 8
FROCNO 1
F2 - Acquisition Parameters
Date_ 20240705
10.30
spect
5 BB/
FULFROG 2930
™o 32768
»M( | SOLVENT cpe1s
|
W SOV | S Ns 18
T | SWH 7211.539 Hz
FIDRES 0.220079 Hz
79 73 7? ?5 ?5 ?é ?3 72 ?1 ?0 5.9 F) 2.2719147 sec
RG 128.9
oW 59,333
8 2 (8 |8 & DE 10.06
- - ol o o TE 300.6
D1 2.00000000 sec
TDO 1
Cl mmma== CHANNEL f]l =====
| SFO1 400.1324008
NUC1 1H
NH Fl 15.00 usec
PLW1 13.50000000 W
F2 Processing parameters
51 16384
SF 400.1300103 MHz
WoW EM
S5B L]
LB 0 Hz
l GB 1]
. o
) IL BC 1.00
T T T T T T T T T T
10 9 8 5 4 3 2 1 ppm
g8|8 g 25
~l=la - oiled
8 3 =1 = =
o mEmEan : = &
Currcnt Data Paramete
Suresh-
O .
F2 - Requisition Parameters
Cl Date 20231008
Time 13.18
| INSTRUM spect
PROBHD S5 mm PRABBO BB/
NH PULEROG 2gpg30
™ 32768
SOLVENT CchC13
NS 256
Ds L]
SWH 24038.461 Hz
FIDRES 0.733596 Hz
A 0. 681514» sec
RG .0
oW 20 800 usec
DE 6.50 usec
TE 2927.7T K
D 2.00000000 sec
D11 0.03000000 sec
D0 1
CHANNEL f1
SFO1 100.6228298 MHz
HUC1 13C
Pl 10.00 usec
PLW1 49.50000000 W
CHANNEL £2
SFO2 400.1315005 MHz
18
waltzlé
20.00 usec
12.50000000 W
0.34722000 W
0.28125000 W
_ 1 . . . 100.6127685 MHz
— o ladeh " EM
o
2.00 Hz
0
T T T T T T T T 1.00
180 160 140 120 100 80 60 40

S21



(Z)-2-chloro-3-((2,6-dimethylphenyl)amino)-1-phenylprop-2-en-1-one (3ag)

L=]
L | BRUKER
@ 8
Current Data Parameters
| I HAME Enaminone
EXPNO 72
PROCHO 1
F2 - Acquisition Parameters
o) Date_ 20240702
Time 19.56
Cl INSTRUM spect
FROBHD 5 mm PABBO BB/
| PULFROG zg30
™ 32768
NH SOLVENT CDCL3
NS 16
Ds [
SWH 7211.539 Hz
FIDRES 0.220079 Hz
J k AU AQ 2.2719147 sec
L RG 113.31
oW 69.333 usec
I T T T T T T T T T T T 1 DE 10.06 usec
TE 298.2 K
77 76 75 74 73 72 71 70 69 68 ppm o1 5 00000000 sec
TDO 1
~
§ § 3 ,8_ 5 EF -= CHANNEL f1 =
SFO1 400.1324008 MH=z
NOC1 1H
Pl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300103 MH=z
WoW EM
S5B 1}
LB 0 Hz
GB 0
PC 1.00
I I | | 1 I I I | I 1 I
10 9 8 7 6 5 4 3 2 1 ppm
e s“sﬁ?[s\ 8
cil=leil+ledle ©
5 Z38E5ERE = w (_.Xj
RO e e I~ -
2 2RE%ARE 8 BRUKER
Current Data Parameters
HAME Enamincne
EXPRO 25
o) PROCNC 1
F2 - Requisition Parameters
Cl 20231102
51
| E spect
PROBHD 5 mm PABBO BB/
NH PULBROG z2gpg30
™o 32768
SOLVENT CDCL3
NS 256
DS [
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 see
RG 193.09
oW 20.800 usec
E £.50 usec
TE 299.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
———————— CHANNEL f1 sesmmsms
sFOl 100.6228298 MHz
HUCl 13¢
Pl 10.00 usec
PLWL 49.50000000 W
== CHAWNEL £2 =
5F02 400.1316005 MHz
Huc2 1H
CPDPRG[2 waltzlé
PCPDZ 90.00 usec
PLWZ 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 Processing parameters
| 51 32768
i || { sF 100.6127685 MHz
- i WDW EM
S5E 0
LE 2.00 Hz
GE ]
T T T T T T T T T T T PC 1.00
200 180 160 140 120 100 80 60 40 20 0 ppm
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(Z2)-2-chloro-3-((2,4-dimethylphenyl)amino)-1-phenylprop-2-en-1-one (3ah)

33
2.30

2.33

JR—
—0.03

=Z

BRUKER
3 : - . . o
6

kﬂxﬁ;\—%" ‘/z//. \] Current Data Parameters

HAME Suresh-727

EXPRO 1
PROCHO 1
0] F2 - hogquisition Parameters
Cl Date_ 20231120
Time 10.07
‘ INSTROM spect
! NH FROBHD 5 mm PABREO BB/
PULPROG E
™
SOLVENT
f ‘ \ NS
i DS
k-L J ”“ N '.\M | S
| S (. A SRS FIDRES Hz
AQ 47 sec
T T T T T T T RG
8.0 7.8 7.6 7.4 7.2 7.0 Ppm oW
DE
! \ | ‘ TE 299.3
B 8 5 'l"‘_‘ E Dl 2.00000000
- all |elled o ;3. DO 1
£1 -
SFO1 400.1324008 MHz
HUC1 1H
Fl 15.00 usec
PLW1 13.50000000 W
F2 Processing parameters
sI 16384
5F 400.1300000 MHz
WOW EM
55B o
LB 0 Hz
GB o
| PC 1.00
S L_Jl ——
T T T T T T I T T T T
10 9 8 7 6 5 4 3 2 1 ppm

S =

B8

o
% a5
: i BRUKER
nt Data
FROCHO
F2 - Acquisition Parameters
Date_ 20231120
Time 12.29
(0] spect
BB/
Cl zapa30
| D 32768
SOLVENT cDCl3
NH NS 126
Ds 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
nQ 0.5815744 sec
RG 198.09
oW 20.800 v
DE 6.50
TE 2939.3
D1 2.00000000 sec
D11 0.03000000 sec
Do 1
“HANNEL £1
SFO1 100.6228298
NUC1 13C
Fl 10.00
PLW1 49.50000000
CHANNEL f£2
400.1316005 MHz
1H
RG[2 waltzls
PCPD2 90.00 usec
FLW2 12.50000000 W
FLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
51 327
SF 100.6127685 MH=
WDOW EM
S5B 0
LB 2.00 Hz
GE o
I T T I T T I I I T T e .00
200 180 160 140 120 100 80 60 40 20 ppm

S23



(Z£)-2-chloro-3-((2-methoxyphenyl)amino)-1-phenylprop-2-en-1-one (3ai)

cmEmemN o m s a8
Sy ' aRORER
3 P - - T IE T e T o : ';:?“"““ Current Data Parameters
el L L L L L - [ERP RV HAME sh-512
B Vi SV i
PRCCNO 1
F2 - Acquisition Parameters
Date_ 20221029
e 15.55
spact
5 mm PRBEO BB/
O =g30
32768
| | Cl coe13
&
| :
7211.539 Hz
b |. I ’ NH 0.220079 Hz
I s f,] i |
f\a | |
SN ¥ VAN W R Y L__ O~
I T T T T T T T 1
8.0 7.8 7.6 7.4 7.2 7.0 6.8 ppm 1
_______ - 1 E e
12‘ jsaf 3 sns H js”s‘ 0 1524008
= sl |<l Islla = laill= 1
15.00
13.50000000
parameters
16364
sSF 400.1300098 MHz
WOW EM
S5B [
LB 0 Hz
GB L]
[ FC 1.00
f T T T T T T T T T T T
1 10 -] 8 7 6 5 4 3 2 1 ppm
CEELRERE g
rlel-leleil=leil~ @
o ~ NN TAC O
a3 L SEadITREL FH3 a e -
= 5 C@ZCmmmmd Mmoo aen A
2 5 33333333 333 EER 3 BRU ER
Current Data Parameters
NAME Suresh-512
0 EXFNO 4
FROCHO 1
Cl
F2 - Rcquisition Parameters
| Date 20221029
Time 16.13
NH TNSTRUM spect
PROBHD 5 mm PRBEO BB/
(ONg PULPROG zapa30
™ 32768
SOLVENT CDC13
1495
D& 0
SWH 24038.461 Hz
FIDRES 0.7335%6 Hz
RO 0.6815744 sec
RG 198.09
oW 20.300 usec
DE 6.50 usec
TE 293.2 K
bl 2.00000000 sec
D11 0.03000000 sec
TDO 1
““““““““ CHANHEL f] =w=ssmew
SFO1 100.6228298 MHz
NOC1 13c
Pl 10.00 usec
PLW1 4%.50000000 W
-------- CHANNEL f2 ========
SF0O2 400.1316005 MHz
Nocz2 1H
CPDPRG[2 waltzlé
FCFD2 90.00 usec
PLW2 2.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
sI 32768
5P 100.61276685 MHz
- : - “ WDW EM
SSB 0
LB 2.00 Hz
GB 0
| | 1 I | 1 I I | I PC 1.00
200 180 160 140 120 100 80 40 20 ppm
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(Z)-2-chloro-3-((4-methoxyphenyl)amino)-1-phenylprop-2-en-1-one (3aj)

EXPHO 3
PROCNO 1
F2 = Acquisition Parameters
Date_ 20230307
Time 13.48
1 INSTRUM apect
BROBHD 5 mm PABRO BB/
PULPROG zg30
™™ 32788
(6] SOLVENT chCls
HE 1
Cl 0
7211.539 Hz
| 0.220079 Hz
2.2719147 sec
NH 113.31
62.333 usec
10.06 usec
298.2 K
2.00000000 sec
1
O, = mmmeeees CHANNEL f] s=sss===
~ 5F01 400.1324008 MH=z
HUC1 1H
Fl 15.00 usec
PLW1 13.50000000 W
Processing parameters
16384
400.1300000 MHz
EM
o
0 Hz
0
1.00
— _.L-L T S —
1 1 1 I 1 1 I 1 I
1 10 9 5 4 3 2 1 ppm
e
fvﬁ
2 Y @ m o
o ] o R by
= -1 ] "l
3 3 V 8 BRUKER
Current Data Parameters
20230307
EXENO 4
PROCHO 1
o}
F2 Acquisition Parameters
Cl Date_ 20230307
Time 13.51
| INSTROM spect
FPROEHD 5 mm PABBO BB/
NH PULPROG
™
SOLVENT
Hs
Ds ]
SWH 24038.461 Hz
FIDRES 0.733596 Hz
o) AQ 0.6815744 sec
~ RG 198.09
oW 20.800 usec
DE 6.50 usec
TE 2909.9 K
Dl 2.00000000 sec
D11 0.03000000 sec
D0 1
CHANHEL f] =mm=sm===
100.6228298 MHz
13c
10.00 usec
49.50000000 W
mmmmmmm= CHANNEL f2 m=sssm=s
SFO2 400.1316005 MHz
HOpC2 1H
CEDPRG [2 waltzlé
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
‘J 5I 32768
" A " L oL " o e L TR SF 100.6127685 MHz
T o o - e T - - o Ll Lt " L WDW EM
S55B 0
LE 2.00 Hz
GE ']
T T T T T T T T T T BC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-3-((2-nitrophenyl)amino)-1-phenylprop-2-en-1-one (3ak)

C><)
RUKER

—0.09

B e e e

—

Current Data Parameters
NAME

E 20230309
EXFHO 3
| PROCNO 1
i F2 - Acquisition Parameters
Date_ 20230309
(0] Time 16.54
INSTRUM spect
Cl PROBHD 5 mm PABRO BB/
| | PULFROG zg30
’ 32768
NH \ CDC'I;
I
0
NO, JU ] | 7211.539 Hz
e, J AV . . 0.220079 Hz
, 2D 2.2719147 sec
f T T T T T T T T T T ] RG 138.09
DW 69.333 usec
84 82 80 78 76 74 72 70 68 ppm 0 1one et
TE 299.0 K
o o 8| [=||e © D1 2.00000000 sec
3 2 bed | ] DO 1
- - ol ledlled ol
=m=== CHANNEL f] ====s==e=
400.1324008 MHz
18

15.00 usec
13.50000000 W

F2 - Processing parameters

51

5F 400.1300000 MH=z
WoW EM

55B o

LB 0 Hez
GB o

JIL g i L ‘ L _’“_L. - o

12 1 10 9 6 5 4 3 2 1 Ppm
|'-'|
: L)
g B?%R
Current Data Parameters
MAME 2023030%
EXPHO 1
PROCHO 1
F2 - Aoquisition Parameters
Date_ 20230313
18.11
spect
5 mm PREBO BB/
(0] 2gpg30
32768
Cl €De13
1673
| o
24038.461 Hz
NH 0.733596 Hz
0.6815744 see
NO, 198.09
20.800 usec
6.50 usec
300.0 K
2.00000000 sec
0.03000000 sec
1
CHANNEL f£1
SFO1 100.6228298 MHz
NUC1 13
Pl 10.00 usee
PLW1 49.50000000 W
"""""" CHANNEL f2 =m==mmmm=
SFO2 400.1316005 MH=z
NUC2 1H
CPDFRG (2 waltzlé
PCED2 90.00 usec
PLW2 12.50000000 W
PLW1Z 0.34722000 W
FLW13 0.28125000 W
FZz - Processing parameters
s 32768
J SF 100.6127685 MHz
. P LS .\ . h WOM EM
- v -y » " " SSE o
LB 2.00 Hz
GB [
T T T T T T T T T T T— ¢ 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-3-((3-nitrophenyl)amino)-1-phenylprop-2-en-1-one (3al)

7 A
e e e e

N\ SN\

t Data Parameters

20230309
1

| fon Parameters
@) l “ 20230309
16.41
Cl ! spect
| \ | 5 mm PABBO BB/
‘ | |, 2g3d
32768
NH | | | ’ SOLVENT DHsO
LN, l Jl ,l s 8
| W Ds o
e St 7211.539 Hz
FIDRES
T T T T T T T T T 1 AQ
NO; 82 81 80 79 78 7.7 76 175 ppm 5
DW usec
DE usec
3 8 8 5 = e i
- - - o wi o1 zec
DO
wesmmess CHANHEL fl ==e=esses
SFO1 400.1324008 MHz
HUC1 1H
Fl 15.00 usec
PLW1 13.50000000 W
2 sing parameters
5 16384
5F 400.1300000 MHz
WDW EM
558 0
LB 0 Hz
GB 0
PC 1.00
,- JA | S 4
T T T T T T T T T T T T
1 10 9 8 7 6 5 L) 3 2 1 ppm
- =lrleleiln
& g onfeBodE ¥ A (-.‘X—)
! D SamnMnae & wa
= F ¥ERAmEaG 5 48 BRUK!R
Current Data Parameters
NAME 20230309
EXPNO 7
PROCHO 1
F2 = Bcquisition Parameters
Date_ 20230313
Time 1B.06
INSTRUM spect
FROBHD 5 mm PABEO BB/
o} PULEROG zapg30
cl ™ 32768
SOLVENT DMSO
| NS T64
Ds 0
NH SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 198.09
oW 20.800 usec
DE 5.50 usec
NO, TE 300.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL £1
SFO1 100.62282%8 MHz
NOC1 13C
Pl 10.00 usec
PLW1 49.50000000 W
-------- CHANNEL £2 mwmmmmm=
SF02 400.1316005 MHz
NuCz 1H
CPDFRG[2 waltzlé
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 Processing parameters
sI 32768
X " " - . § . J X SF 100.6127685 MHz
P v Lda kil | s N w ¥ i gt pilen 1 W WD EM
55B o
LB 2.00 Hz
GB 0
T I T T T T T T T T T PC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z£)-2-chloro-3-((4-nitrophenyl)amino)-1-phenylprop-2-en-1-one (3am)

—_—10

Current Data Para
,,,,, et . e es HAME
e R o EXEND

W s

o}
Cl
NH
0
7211.539 Hz
| | 3 0.220079 Hz
2.2719147 zec
J ,-]I\ ,J'.f JI\ Jrul_ 12&.;
o — 69.333 usec
( N02 10.06 usec

T T T T T T T T T T 1 29%.3
82 81 80 79 78 77 76 75 74 ppm 2.0000'cvalo

W e sl e

NUC1
Pl 15.00 usec
PLW1 13.50000000 W

F2 - Processing parameters

51 16384
SF 400.1300000 MHz
WDW EM
55B o
LB 0 Hz
GB 0
| l BC 1.00
| LA X [ .
T T T T T T T T T T T T
11 10 9 8 7 6 5 4 3 2 1 ppm
= ollreleleloiled
3 2 3395383 (’"’)(7

Current Data P

HAME
EXPNO
PROCNO
O F2 - hoquisition Parameters
20231107
Cl 14.09
NH
24038.461 Hz
0.733596 Hz
0.6815744 sec
NO,

2.00000000 sec
0.03000000 sec
1

CHANMEL f1

SFO1 100.6228298 MHz
NHUC1 13C

Pl 10.00 usec
PLW1 50000000 W

CHANNEL

CPDPRG[2

PCPD2

FLW2

PLW12

PLW13

Proceszing parameters

32768
100.6127685 MHz
El

"
2.00 Hz
T T T T T T T T T T 1.00
180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-3-((2-chlorophenyl)amino)-1-phenylprop-2-en-1-one (3an)

F2
| e
o ohe

Requizition Parameters
20230307
14.04

cl w ' ™
SOLVENT
| ‘ S
DS
SWH
NH ‘ |I | ' “ FIDRES
cl _ﬁ_,_,,;u | T ]
T T T T T T T o usee
7.8 7.6 7.4 7.2 7.0 ppm = K
D1 sec
™m0
o e lelsle el
- ] =l ledl [ - - (=]
sFo1 MHz
| HUC1
31 15.00 usec
PLW1 3.50000000 W
parameters
16364
300000 b
EM
0
E 0 Hz
3B 0
N t i [ AL BC 1.00
T T T T T T T T T T
12 1 10 6 5 4 3 2 1 PPM
: W,
=
I BE%R
Current Data Parameters
HAME 20230307
EXFNO L]
PROCHO 1
F2 Acquisition Parameters
Date_ 20230307
Time 14.08
INETRUM spect
PROBHD 5 mm PABBO BB/
O PULEROG Zgpg 30
™ 32768
Cl SOLVENT cor13
| HS 8g
Ds ]
NH SWH 24038.461 Hz
FIDRES 0.733896 Hz
Cl AQ 0.6815744 sec
RG 198.09
DwW 20.800 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
mensssss CHANNEL f] ssssssms
SFOl 100.6228298 MHz
HOC1 13C
Pl 10.00 usec
PLW1 9.50000000 W
PCPD2 90.00 usec
PLW2 50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
FZ - Processing pa:.arnete s
1 768
SF 100. 612 685 MHz
e Y
55B ]
LB 2.00 Hz
GB 1]
T T T T T T T T T T T PC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-3-((3-chlorophenyl)amino)-1-phenylprop-2-en-1-one (3a0)

EXPRO

C <)
BERUKER
(<)

Current Data Parameters
HAME

20230306

"
FROCRO 1
F2 - Aeguisition Parameters
Date_ 20230308
O Time 14.46
spe
Cl | S mm PABEO B
NH '
]'l ||jl | )
S BTN L W, LT PR ~ mg
Cl oW
f T T T T 1 pE
78 76 74 72 70 68 ppm It 295.3
D1 2.00000000
o o T 1
CIEENS 8z 3 |8 |8
- | |=llei a| =] [~ =] =1 CHANHEL £1
SFO1 400.1324008 MHz
NOC1 1H
Pl 15.00 usec
FLW1 13.50000000 W
Processing parameters
1638
400.1300380 MHz
J
0
0 Hz
o
; e i 1.oe
T T T T T T T T T T
1 10 9 5 4 3 2 1 ppm
o
g BRUKER
Current Data Param
HAME
EXFNO
PROCNO
Fz Acquiszition Parameters
Date 20230306
Time 14.50
% INSTRUM spest
Cl PROBHD 5 mm PABBO BB/
PULPROG zopg3o
| T 32768
SOLVENT cDCl13
NH NS 430
Ds [}
SW 24038.461 Hz

Cl

51
SF
WDW
558
LB
GB
PC

CHANNEL

= CHANNEL
0o0.

0.733596 Hz
0.6815744
198.0%
20.800
6.50
299.% K
00000000
.03000000
1

100.6: .‘;3293
13¢

10.00
49.50000000 W

4

90.00
12.50000000
0.34722000 W
0.28125000 W

usec

F2 - Processing parameters

32768
100.6127685 MHz
EM

1}
2.00 Hz
1]

1.00
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(Z)-2-chloro-3-((4-chlorophenyl)amino)-1-phenylprop-2-en-1-one (3ap)

- T - o
! p ! - : :
PR eI e R AT ISE ST ILSSHARRAESRIRARE2ES
e e e N e LA L
W W’ Current Data Parameters
NAME Suresh-722
EXPNO 4
PROCHO 1
Cl F2 - Acquisition Parameters
Date_ 20231124
Time 21.22
INSTROM spect
NH PROBHD 5 mm PABEO BB/
PULPROG 230
i) 32768
SOLVENT cDCl3
HS 16
Ds o
SWH 7211.539 Hz
Cl FIDRES 0.220079 Hz
i AQ 2.2719147 sec
o \_,‘ - IJ‘K MR ¥ R — RG 113.31
oW 69.333 usec
I | 1 | I ! ! DE 10.06 usec
TE 298.2 K
8.0 7.8 7.6 7.4 7.2 7.0 6.8 ppm = s onoannes S
TDO 1
,8_- § § § § E == CHAMNEL fl = m——
400.1324008 MHz
18
15.00 usec
13.50000000 W
F2 - Processing parameters
51 16384
sSF 400.1300000 MHz
WoW EM
558 o
LB 0 Hz
GB 0
EC 1.00
T T T T T T T T T T
10 8 7 6 5 4 3 2 1 ppm
LR
i Z83452383 § = (_‘Xj
g FARASA8S 5 3 £ BRUKER
Current Data Parameters
NAME -722
EXPHO 5
PROCHO 1
F2 - Aoguisiticon Parameters
Date 20231124
. 21.24
spect
Cl PROBHD 5 mm PABBO BB/
PULPROG zgpg30
| 0 32768
SOLVENT CDC13
NH NS 512
D& ]
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 198.09
oW 20.800
DE 6.50
Cl TE 298.3
D1 2.00000000
D11 0.03000000 sec
TDO 1
-------- CHANNEL f] mm=mas===
SFO1 100.6228296 MHz
HUC1 13C
Pl 10.00 usec
PLW1 42.50000000 W
-------- CHANNEL £2 mmmmmmme
SFO2 400.1316005 MHz
Hucz 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW1Z 0.34722000 W
PLW13 0.28125000 W
Frocessing parameters
276
100.6127685 MHz
EM
N o
2,00 Hz
o
T T T T T T T T T T Leoo
200 180 160 140 120 100 80 60 40 20 ppm
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(Z2)-3-((4-bromophenyl)amino)-2-chloro-1-phenylprop-2-en-1-one (3aq)

)
BRUKER
(>

Current Data Parameters

HAME Suresh-734
EXPNO
PROCHO 1
Cl F2 - Aoquisition Parameters
Date_ 20231201
Time -0z
INSTRUM spect
NH PROBHD 5 mm PABBC BB/
zg30
32768
CcDC13
16
0
7211.53% Hz
0.2200792 Hz
Br 2.2719147 sec
128.9
69.333
T T T T 10.06
298.3
8.0 7.8 7.4 7.2 7.0 6.8 pm 5 00000080
1
o el el
- ol =] o
Fl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
SI 16384
SF 400.1300000 MHz
WOW EM
S5B o
LE 0 Hz
G [
J BC 1.00
. S . " - J\J-LL e
T T T T T T T T T T T
10 8 7 6 5 4 3 2 1 ppm
ShE2EEE
miririNiNioIN
] mOC-OTo wo W@
- cEmmaanomnoT e
& FREMARE 55 8 o
| WAV V2 BRUKER
Current Data Parameters
Suresh-734
4
1
F2 - Acquisiticn Parameters
Cl Date_ 20231204
Time 21.30
| INSTRUM spect
FROBHD 5 mm PABBO BB/
PULPROG zapa30
NH TD 32768
SOLVENT CDC13
NS 302
a
24038.461 Hz
Br
2.00000000 sec
0.03000000 sec
1
-------- CHANMEL f] ====s===
SFO1 100.62282938 MHz
HUC1 13C
Pl 10.00 usec
PLW1 49.50000000 W
-------- CHANNEL £2 mwmmmmmm
SFO2 400.1316005 MHz
NOC2 1H
CPDPRG[2 waltzlé
90.00 usec
12.50000000 W
0.34722000 W
0.28125000 W
- Processing parameters
32768
m L Lol 100.6127685 MHz
Mt s e sl i EM
a
2.00 Hz
[
T T T T T T T T T T T 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z£)-3-(benzylamino)-2-chloro-1-phenylprop-2-en-1-one (3ar)

CEEE 9 o 250
Y =
EXFRO 3
() PROCHO 1
Cl | F2 - Acquisition Parameters
Date_ 20231206
| |‘ 14.36
NH J ‘ J .
1 \f 1
hll |IiI A | Ul
PLAVYU ARV WAL :
9 Hz
r T T T T T 1 s
7.6 7.5 7.4 7.3 7.2 ppm sses
10 usec
298.5 K
Waﬁafﬁar" ngf 2 000basie hee
- - ' - 1
1 —— CHANNEL f1 ==w=m===
SFO1 400.1324008 MHz
Hucl 1H
3 15.00 u
PLW1 13.50000000 W
F2 - Processing pa ters
51 6384
5P 400.1300000 MHz
WOW EH
S5B [
LB 0 Hz
GB o
PC 1.00
— e B S A
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 pPpm
CECTI -
rlrlel- = o
- W NeoroTows o
@ € 92L3R385 B 58 5 (_‘><7
= - @ o]
| T D\:\W T rr:\;V:? 3 B(R_%R
Current Data Parameters
HAME Suresh-733
EXPNO 4
PROCNO L
o
F2 - Roguisition Parameters
Cl Date_ 20231206
| Time 14.38
INSTRUM spect
NH PROBHD 5 mm PABBC BB/
PULPROG 2gpg 30
™ 32768
SOLVENT CDC13
NS 230
Ds 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
RO 0.6815744 sec
RG 198.09
DwW 20.800 usec
DE 6.50 usec
TE 298.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
== CHANNEL fl =
SFOl 100.6228298 MHz
NUC1 13C
Pl 10.00 usec
PLW1 49.50000000 W
memmesss CHANNEL f2 msesses=
SFO2 400.1316005 MHz
NuUCz 1H
CEDPRG([2 waltzlég
FCFD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
51 32768
SF 100.6127685 MHz
WDW EM
55B 0
LB 2.00 Hz
GB 0
T T T T T T T T T T T BC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z2)-2-chloro-3-(phenethylamino)-1-phenylprop-2-en-1-one (3as)

593 ] g
338 38 (<O
e = oa
O \ ' ’ | | Current Data Parameters
HAME exp 724
Cl EXPNO 3
| } PROCHO 1
F2 - hoguiszition Parameters
NH Date 20231116
Time 21.39
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPRCG zg30
. ™ 32768
\ | SCLVENT CrCl3
[ ns 16
v I ﬁ Ds 0
\ N SWH 7246.377 Hz
— FIDRES 0.221142 Hz
r T T T T 1 ; 2.2609?:1 sec
76 69.000 usec
6.50 usec
296.2 K
2.00000000 sec
1
CHANNEL £1
NUC1 1H
Pl 15.00 usec
PL1 11.10 4B
SFO1 400.1324008 MHz
ing parameters
sI 16384
SF 400.1300118 MHz
WOW EM
S5B Q
LB 0 Hz
| f |L GB Q
— —— u — I — e - FC 1.00
T T T T T T T T
10 9 8 7 6 4 2 ppm
B LN CH =]
£ T Nanonwea - m
a A NTNoSa-o o ® 0w o o
I G erCesmern w7 nR ¥ i
5 5 anodanay £ FEE 2 = BRUKER
Current Data Parameters
HAME exp 724
EXPNO 2
PROCHO 1
F2 - Acquisition Parameters
Date_ 20231116
O Time 20.59
INSTRUM spect
Cl PROBHD 5 mm BBO BB-1H
PULPROG Zgpg 30
| pin) 32768
SOLVENT CDC13
NH NS 407
Ds 1}
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 32768
oW 20.800 usec
DE 6.50 usec
TE 296.2 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
13C
10.00 usec
4.20 4B
100.6233325 MHz
-------- CHANNEL f2 =m=mmmm=
CEDPRG [2 waltzlé
Hocz 1H
PCPD2 20.00 usec
PL2 10.20 dE
PL12 26.00 4B
PL13 29.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
5I 7
. ™ A SF 100.6127690 MHz
ui " L T o~ o WDW EM
SEB 1}
LB 1.00 Hz
GB 1}
I I I I I 1 I 1 e 100
200 180 160 140 120 100 80 40 ppm
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(Z)-2-chloro-3-(phenylamino)-1-(p-tolyl)prop-2-en-1-one (3ba)

o
= & =}
& o ¢
@ w0 e M AR D0 O DS G TE E e CN
o i T R R R A B e B Rt e e
e e e L% Current Data Parameters
| AV ZZAA % e
1
1
F2 = Aoquisition Parameters
Date_ 20231223
Time 1
INSTRUM spect
FROBHD 5 mm PABBO BB/
PULPROG 230
p{2] 32768
| SOLVENT coel3
Cl NS 15
Ds o
) SWH 7211.539 Hz
FIDRES 0.220079 Hz
| _._._LM/_J Vv A k_J __ aa NH 2.2719147 sec
99.72
[ I 1 I I T I I 1 I I T 1 69,333 usec
10.06 usec
79 78 7.7 76 75 74 7.3 72 71 7.0 ppm 1006 u
2.00000000 sec
g g g8 8 |= g h
- o il el e S e - CHANNEL £1 mmmmmm==
SFO1 400.1324008 MHz
NOC1 1H
Pl 15.00 usec
PLW1 3.50000000 W
F2 - Processing parameters
51 16384
5P 400.1300103 MHz
WOW EM
55B o
LB 0 Hz
GE o
EC 1.00
" A L
I T I I T I T T
10 9 8 7 6 5 4 ppm
8|8 212 él
-
a &% = -
= o RS 4.
E ‘|’ “\I/“ a BRUKER
Current Data Parameters
NAME exp 747
EXPHO 2
PROCRO 1
F2 - Aocquisition Parameters
Date_ 20231223
Time 21.08
(0] INSTRUM spect
PROBHD 5 mm BBO BB-1H
Cl PULPROG 2qpg30
| 2768
SOLVENT CDC13
NS 1024
NH D& o
SWH 24038.461 Hz
FIDRES 0.733596 Hz
D 0.6815744 sec
RG 32768
oW 20.800 usec
DE 6.50 usec
TE 298.5 K
D1 2.00000000 sec
D11 0.03000000 sec
OO 1
Pl 10.00 usec
PL1 4.20 dB
SFO1 100.6233325 MHz
-------- CHANNEL f2 mssssm==
CEFDPRG[2 waltzlé
ucz 1H
FCPD2 20.00 usec
FL2 10.20 4B
PL12 26.00 4B
FL13 22.00 dB
SFO2 400.1316005 MHz
F ng parameters
51 32768
SF 100.6127690 MHz
" " WOW EH
S5B 0
LB 1.00 Hz
GB 0
I 1 I I I 1 I I T 1 | PC l1.00
220 200 180 160 140 120 100 80 40 20 0 ppm
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(Z)-2-chloro-3-((4-methoxyphenyl)amino)-1-(p-tolyl)prop-2-en-1-one (3bj)

=]
. g - 5
| 1 | BRUKER
Current Data Parameters
HAME Suresh-T48
EXPNO 2
PROCRO 1
cl F2 A i
- RAcquisition Parameters
| Date 20231223
Time 17.25%
NH IHSTRUM spect
5 mm PAEBO BB/
zg30
32768
CDC13
16
o
\ 0.22007%2
e _J 'IL_J"J\_M - - AQ 2.2719147 =
RG 99.72
r T T T T T T T T T T T 1 oW 69.333
78 7.7 76 75 7.4 7.3 72 71 7.0 69 ppm DE 10.06 u
D 2.00000000
g 8 2 |8 g8 o :
- - o e A === CHANNEL £1 mmmmmmm=
400.1324008 MHz
1H
15.00 usec
13.50000000 W
F2 - Processing parameters
1 81 16384
SF 400.1300089 MHz
WOW
SSB
LB
GBE
BC
J A .
T T T T T T
10 9 5 3 2 1 ppm
8
m
- w8 M AT m
2 §  @fgzsE 8 g m
= = ol i ol o = .
5 0 FEmEaa =1 w
R T e
Current Data Parameters
RAME exp T48
EXFNO 2
PROCHO 1
F2 - Reoquisition Parameters
o) Date_ 20231223
Time 16.46
Cl INSTROM spect
PROBHD 5 mm BBO BB-1H
| PULPROG zgpg 30
™ 32768
NH SOLVENT €DC13
NS 512
DE 0
SWH 24038.461 Hz
FIDRES 0.7335%6 Hz
AQ 0.6815744 szec
RG 32768
0] DW 20.800 usec
- DE 6.50 usec
TE 227.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
= CHANNEL f1 =
HOC1 13c
Fl 10.00 usec
PL1 4.20 dB
SFO1 100.6233325 MHz
-------- CHANHEL {2 ==s=====
CPDPRG (2 waltzlé
HOC2 1H
PCPD2 90.00 usec
PL2 10.20 dB
PL12 26.00 dB
PL13 22.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
51 32768
5F 100.61276%0 MHz
WDW EM
S5B 0
LB 1.00 Hz
GB ]
I I I I I I | I I I I C 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-3-((3-nitrophenyl)amino)-1-(p-tolyl)prop-2-en-1-one (3bl)

22 4 HESR8%
aa ¢ daddde (—')(7
an - snvenres o CN
283 ARRERERR e
G R PRI I
Vo N NN \! o cuceent Data Pazamscass
HAME Suresh-74%
Cl 1
| 1
Fz2 Acquisition Parameters
NH Date_ 20240117
Time 20,35
THSTRUM spect
PROBHD 5 mm PABBO BB/
| PULPROG zg30
™ 32763
| N02 SOLVENT DMSO
|| ! NS 16
DS q
/ Il.l P‘ SWH 39 Hz
YA B | P —— FIDRES 79 Hz
AQ 2.2719147 sec
I T T T T T T T T T T 1 G 113.31
oW 69,333 usec
82 81 80 79 78 77 76 7.5 7.4  ppm oW §.333 usec
TE 298.3 K
5 z[ 18 2 a D1 2.00000000 sec
=] el e < B O 1
P CHANNEL f1 ========
sFO1 400.1324008 MHz
NDC1 1H
Pl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
51 16384
5F 400.1300000 MHz
WOW EM
556 0
LB 0 Hz
H GB [
c 1.00
. s M J. N
f T T T T T T T T T T
9 7 6 5 4 3 2 1 ppm
r«J
: y ¥ 8 (o)
7 % &8 gt
5 - 85 3
| I I P|I BE%R
Current Data Parameters
NAME Suresh-749
EXPRO &
PROCND 1
P2 - Acquisition Parameters
(0] Date_ 20240117
cl Time 22.01
INSTRUM spect
| PROEBHD 5 mm PRBED EB/
PULPROG zgpg3l
™ 327&8
NH SOLVENT DMSO
us 12096
Ds o
SWH 24038.461 Hz
FIDRES 0.733596 Hz
NO, RO 0.6815744 sec
RG 198.09
oW 20.800 usec
DE 6.50 usec
TE 298.3 K
Dl 2.00000000 sec
D11 0.03000000 sec
DO 1
-------- CHANNEL fl ====mmm=m=
SFO1 100.6228298 MHz
NDC1 13C
Pl 10.00 usec
PLW1 4%.50000000 W
CHANNEL f£2
400.1316005 MHz
_ 1H
waltzlé
90.00 usec
12.50000000 W
0.34722000 W
LW13 0.28125000 W
F2 - Processing parameters
I iz7ea
SF 100.6127685 MHz
. WDW EM
SSB o
LE 2.00 Hz
GE 1}
T T T T T T T T T T T BC 1.oo
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-3-((4-chlorophenyl)amino)-1-(p-tolyl)prop-2-en-1-one (3bp)

6.83
6.88

_és:a:
6.6

’ i
_Ju ]\_ — ‘w/_\ﬁ\—\_-___l_%} v l\__
I

T T T T T T T T T T
78 7.7 76 75 74 73 72 71 7.0

lsf

1
ppm

EE " .

—-0.00

Cl

NH

Cl

Bl
BRUKER
(. ><)

Current Data Parameters

HAME Suresh-750
EXPHO 2
PROCNC 1
F2 - Acq ition Parameters
Date_ 20231223
Time 17.3%
TNSTRUM spect
PROBED 5 mm PRBEO BB/
PULFROG zg30
D 32768
SOLVENT CDC13
HE 16
D& o
SWH 7211.539 Hz
FIDRES 0.220079 Hz
2.2719147 sec
113.31

9.333 usec
10.06 usec
297.7T K

2.00000000 sec
1

= CHANNEL f1 =

5F01 400.1324008 M
NOC1 18

139 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
51 16384

5F 400.1300090 MHz
WOW EM
SEB o

LB 0 Hz
GB 0

BC 1.00

2 ppm
r'-' rlsiale o
= B
2 n me m
= =l g5 e
: : g an
Current Data Parameters
HAME Suresh-750
EXPNO
PROCHO
F2 = RAequisition F
Date_ 20
Time
INSTRUM -
o} PROBHD 5 mm PABBO BB/
PULPROG zapg30
cl ™ 32768
SOLVENT CDC13
| N3 682
Ds 0
SWH 24038.461 Hz
NH FIDRES 0.733 z
AQ zec
RG
oW usec
DE usec
TE K
Dl 2.00000000 sec
Cl D11 0.03000000 see
00 1
CHANNEL £1
100.6228298 MHz
il 13C
Pl 10.00 usee
PLW1 49.50000000 W
CHANNEL £2
SFO2 400.1316005 MHz
ROC: 1H
CPDPRG [2 waltzls
FCPD2 90.00 usec
PLWZ2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Procesaing parameters
81 32768
" i . X " o VJ 1y __SF 100.6127685 MHz
. i u DW EM
S8B o
LB 2.00 Hz
GBE o
I 1 I 1 1 I 1 I I LR 1.00
200 180 160 140 120 100 80 40 20 ppm
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(Z)-2-chloro-1-(4-methoxyphenyl)-3-(phenylamino)prop-2-en-1-one (3ca)

o 9 8
= a g
- - 7 R
Current Data Paramet
0 HAME Enaminone
EXPNO 87
cl PROCNO 1
| F2 - Requisition Parameters
~ Date_ 20240
O NH T ime 14
INSTRUM
PROBHD
PULPROG
™
SOLVENT
Hs
| D3 0
l | | SWH 7211.539 Hz
_.ll lL Y ] FIDRES 0.220079 Hz
- - 3 — S A 2.2719147 sec
RG 128.9
I L I I I I I T 1 Ll Ll I I I oW 69,333 usec
79 78 7.7 76 75 74 73 7.2 7.1 70 69 ppm b 10.06 usec
01 2.00000000 sec
g 8 8 = 2 e '
e - o eli= e —— CHANNEL f] ========
SFO1 400.1324008 MHz
HOC1 1H
Fl 15.00 usec
FLW1 13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300098 MHz
WDW EM
55B 0
LB 0 Hz
GB 1]
. P . — - - e BC 1.00
T I 1 I I I I I I I T
10 9 8 7 6 5 4 3 2 1 ppm
LRt g
SN~ ©
" = LA RER. Hew BT
[ - oo QoM wm o s
N g S5 4858 438 gEe % BRUKER
Current Data Parameters
HAME exp 738
EXPHO 2
PROCNO 1
F2 - Acquisition Parameters
fo) Date_ 20231213
Time 21.54
Cl INSTRUM zpect
PROBHD 5 mm BBO BB-1H
| PULPROG 2gpg30
~ ™ 32768
O NH SOLVENT cDC13
NS 232
Ds 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 32768
oW 20.800 usec
DE 6.50 usec
TE 296.5 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f£1
NOC1 13c
Pl 10.00 usec
PL1 4.20 dB
SFO1 100.6233325 MHz
CHANNEL f2
CFDFRG[2 waltzlé
Nucz 1H
PCFD2 90.00 usec
PL2 10.20 dB
PL12 26.00 dB
PL13 22.00 dB
SFo2 400.1316005 MHz
F2 - Processing parameters
I 32768
N . N EF 100.61276%0 MHz
b A it s WOW EM
SSB 0
LE 1.00 Hz
GE [1]
Br
T T T T T T T T T T T e 100
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-1-(4-methoxyphenyl)-3-((4-methoxyphenyl)amino)prop-2-en-1-one (3cj)

C><)
Bwn

urrent Data Parameters

—_— 3.0
—— .80

HAME Suresh-736

EXPNO
PROCNO

4
1

- Acquisition Parameters
Cl 20231211
17.14
\ | M spect
PROBHD 5 mm PAEBO BB/
o NH PULPROG
i ™
i SOLVENT
| Hs
| | DS
| I SWH
i i At .U FIDRES
U] JUA L \ 20
| L VNN T - O\ Pt
T T T T T T T E‘;
7.8 7.6 7.4 7.2 7.0 ppm TE
D1
DO
- o o ol = === CHANNEL f] m=sass=s
400.1324008 MHz
1H
15.00 usec
13.50000000 W
F2 - Processing parameters
51 6384
SF 400.1300000 MHz
WOW EM
S8B 0
LE 0 Hz
GB [
EC 1.00
s e
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
dh gkl s
~ledl loleils oiled
@ w o e ] =oym W M
o 0 n @AW S HBE - e o
- - 8 - eeo e ow iR e
S g8 § #4% 3558 EEE i3 BRUKER
Current Data Parameters
NAME Suresh-736
EXPNO 3
FROCHQ 1
F2 - Acquisition Parameters
Cl Date_ 20231210
Time 15.01
INSTROM spect
NH PROBHD 5 mm PABBO BB/
PULPROG zgpg3o
T 32768
SOLVENT CDC13
NS 512
D& 0
SWH 24038.461 Hz
o) FIDRES 0.733596 Hz
~ AQ 0.6815744 sec
RG 1%g.09
oW 20.800 usec
DE 6.50 usec
TE 299.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHAMNEL f£1
SFO1 100.62282%8 MHz
NUC1 13cC
Pl 10.00 usec
PLW1 49.50000000 W
mmmmm=== CHANNEL {2 ==ss====
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG([2 waltzlé
PCPD2 20.00 usec
PLWZ 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
FZ - Frocessing parameters
5I 32768
. . SF 100.6127685 MHz
ARy e e d WDW EM
S5B 0
LB 2.00 Hz
GB 1]
T T T T T BC 1.00
140 120 100 80 20 ppm
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(Z)-2-chloro-1-(4-methoxyphenyl)-3-((3-nitrophenyl)amino)prop-2-en-1-one (3cl)

o @ o
= 2 g
~rer-ere [ == m
WW }// W \W Current Data Param 5
HAME Suresh-737
EXPHO 4
PROCKNO 1
[0}
F2 - Aequisition Parameters
Cl Date_ 20231213
Time 21.44
| IHSTRUM spect
~ PROBHD 5 mm PABBO BB/
(0) NH PULPROG £g30
70 32766
SOLVENT CDC13
| l Hs 16
DS o
e L—J" NO SWH 7211.539 Hz
T T | 2 f‘éﬂRES 2022?{3?:? Hz
A .27 7 sec
8.0 7.8 7.6 7.4 7. 70 ppm RG 158.74
DW 69,333
DE 10.06
ol = ] - o Dl 2.000 3000
100
HANNEL f£1
SFO1 400.1324008 MHz
HUC1 1H
Fl 15.00 usec
PLW1 13.50000000 W
F2 Processing parameters
51 16384
SF 400.1300000 MHz
WDW EM
SEB ]
LB 0 Hz
JL GB 0
PC 1.00
“ |
T T T T T T T T T T
10 9 8 7 6 5 4 3 1 ppm
allreledl = ledled ©
o & OS= 000 oArmaqoc H
Current Data Parameters
NAME Suresh- 'H'.‘
EXENO
PROCRO 1
F2 - Aoguisition Parameters
0o Date_ 20231210
Time 16.00
Cl INSTROM spact
FROBHD 5 mm PREBO BB/
\ FULFROG P
N ™ 32768
9] NH SOLVENT €De13
NS 512
Ds 0
SWH 24038.451 Hz
FIDRES 0.733596 Hz
NO, AQ 0.6815744 sec
RG 198.09
oW 20.800 usec
DE 6.50 usec
TE 2%98.9 K
D1 2.00000000 sec
D11 0.03000000 sec
0 1
== CHANNEL f£1 ==
SFOL 100.6228298 MH
NUC1 13
Pl 10.00 usec
PLWL 4%.50000000 W
-------- CHANMEL f2 m=mmmmmm
SFO2 400.1315005 MHz
NOC2 1H
CPDFRG[2 waltzls
FCPD2 20.00 usec
PLWZ 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
| I s1 32768
" b Ak SF 100.6127685 MHz
WDW EM
S5B 0
LE 2.00 Hz
GE 0
I I T T T T I I FC 1.00
200 180 160 140 120 100 20 ppm
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(Z)-2-chloro-3-((4-chlorophenyl)amino)-1-(4-methoxyphenyl)prop-2-en-1-one (3cp)

8 g ]
Current Data Parameters
HAME Suresh-73%
EXFNO 6
FROCHNO 1
F2 Bequisition Parameters
Date_ 20231216
T 21.05
INSTRUM spect
(e} 5 mm PABBO BB/
ROG zg3d
Cl 32768
Iy LVENT €oc13
I B WS _J’\"'\H_..Uull‘ \ - ‘ 16
r T T T T T T T T T T T 1 o NH 7211.53%
0.22007
79 78 7.7 76 75 74 73 72 71 7.0 ppm S a5 et
144.49
CI: s 8 |3 3 ooes
- o o - ol e 298.2
Cl 2.00000000
1
-------- CHBNNEL f] memmmm==
SFO1 400.1324008
NOC1 1H
Pl 15.00 usec
FLW1 13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300000 MHz
WOW EM
S8B Q
LB 0 Hz
[ GE Q
e M L PC 1.00
I I I I I I I I I
10 9 6 5 4 3 2 1 ppm
8
Q
r~ ~ wmwems @ wAn
e N mesnan. ane mo
g 2R ; B
Current Data Paramete
NAME 39
EXENO 7
PROCNO 1
F2 - Roquisition Parameters
Date_ 202312186
o} Time 21.07
INSTROM apect
Cl PROBHED 5 mm PABEO BB/
‘ PULPRCG zgpg 30
~ ™ 32768
(@) NH SOLVENT cDe13
HS 15000
Ds 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 1%8.09
Cl D 20.800 usec
DE 6.50 usec
TE 298.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANHEL fl ====mwm==
100.6228298 MHz
13C
10.00 usec
42.50000000 W
-------- CHANNEL 2 mmmmmmmm
SFO2 400.1316005 MH=z
NOCc2 1H
CPDFRG [2 waltzl6
PCPD2 20.00 usec
FLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
51 32768
SF 100.6127685 MHz
Il - WOW EM
55B o
LB 2.00 Hz
GB [t}
T T T T T T T T T T T FC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-1-(4-chlorophenyl)-3-(phenylamino)prop-2-en-1-one (3da)

<)
RUKER
(<

Current Data Parameters

HAME 20230412
EXPNO 2
PROCRO 1
Cl F2 - hcquisition Parameters
Date_ 20230413
Time 15.43
INSTROM spect
PROBHD 5 mm PABBO BB/
PULPROG 2g30
I 0 32768
SOLVENT CDC13
NS 8
Ds [:]
|| SWH 7211.539 Hz
W T Hwes oatine b
X AR ; . zec
_.vJu.-'l...AJLM._____J LA NEDOV AR "V A ._J‘J-“._ f \ e 89.08
oW 69.333 usec
I T T T T T T T T T T DE 10.06 usec
T8 297.7 K
79 78 77 76 75 74 73 72 74 ppm o ool K
TD0 1
«© w -
Jsf S-S (R - (R i e
SFO1 400.1324008 MHz
HuCl 1H
Pl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
SI 16384
] 00000 MHz
EM
o
0 Hz
1]
" L ] 1.00
u i " —
T T T T T T T
10 8 7 6 5 3 2 ppm
~loiledledl—led
~ BmuBerIY W o~
= AOmo@AeEm W m
: ideodss: ¢ g <)
I OV BRUKER
Current Data Parameters
NAME 20230412
EXPNO 3
PROCNO 1
[e) F2 - Rcoquisition Parameters
Date_ 20230413
cl Time 15.44
INSTRUM apect
| PROBHD 5 mm PABBO BB/
PULPROG zgpg30
Cl NH 32768
SOLVENT CDC13
NS 123
Ds 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 198.09
oW 20.300 usec
DE 6.50 usec
TE 293.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
masssses CHAHNNEL f] sessesse
SFO1 100.6228298 MHz
NOC1 13c
Pl 10.00 usec
PLW1 49.50000000 W
== CHANNEL f2 ===
SFO2 400.1316005
Hoc2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
] BLW13 0.28125000 W
F2 - Processing parameters
uln j 51 32768
4 P " Lo /) " T L 5F 100.6127685 MHz
e L o " it g " WO M
S5B o
LB 2.00 Hz
T T T T T T T T T e Loe
200 180 160 140 120 100 80 60 40 ppm
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(Z)-2-chloro-1-(4-chlorophenyl)-3-((4-methoxyphenyl)amino)prop-2-en-1-one (3dj)

= H g
- - o
nn
t Data Parameters
| Suresh-754
4
1
o
F2 - Acquisition Parameters
Cl Date_ 20231228
Time 17.26
| INSTRUM spect
PROBHD 5 mm PABEO BB/
Cl NH PULPROG 2530
™ 32768
SOLVENT CDC13
Ms 16

] | \, \ 0.220079 Hz
VL AU W VN 2.2719147 sec
144.49
69.333
10.06
298.1

2.00000000
1

l Ds [}
% WE 7211.539 Hz

‘--._N\__._j L. /0

78 7.7 76 75 74 73 72 71 7.0 69 ppm

R G-

CHANNEL f] =====e==
400.1324008 MHzZ
1H
15.00 usec
13.50000000 W

F2 - Processing parameters
s8I 16384

SF 400,130(};0'3 MHz
WDW EM
55B Q
LB Q Hz
GB Q
ﬁ }l PC 1.00
WUAL A o \
T T T T T T T I T T I
10 9 8 7 6 5 4 3 2 1 ppm

ELbEE o

C><)
@ ™ = %
@ ] =1 a
[ T T m BCR%R
Current Data Parameters
HAME Suresh-754
EXPNO 3
PROCRO 1
o
- Bcquisition Parameters
Cl 20231228
15.57
| INSTRUM spect
PROBHD 5 mm PABBO B
Cl NH PULPROG
™
SOLVENT
NS
Ds 1}
SWH 24038.461 Hz
FIDRES 0.733596 Hz
(o) A 0.6815744 sec
-~ RG 198.09
oW 20.800 usec
DE 6.50 usec
TE 298.5 K
Dl 2.00000000 sec
D11 0.03000000 sec
DO 1
CHANNEL £1 == -
100.6228298 MHz
13C
10.00 usec
PLW1 49.50000000 W
=mmmmm== CHANNEL f2 =sssss=s
SF02 400.1316005 MHz
NOC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
12.50000000 W
0.34722000 W
0.28125000 W

F2 Processing parameters
SI 32768

PRI FrPTPTTY " SF 100.6127685 MHz
o T e ’ WOW EM

S5B 0
LE 2.00 Hz
GB ]

T T T T T T T T T EC 1.00

T T
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-1-(4-chlorophenyl)-3-((3-nitrophenyl)amino)prop-2-en-1-one (3dl)

) ) N Current Data Parameters
HAME Suresh-755
ENPHO 4
PROCHO 1
F2 - Requisition Parameters
| Date_ 20240116
Time
| o -
| L Cl
M W |
—_— ———— ——— . TS e e—
/ — - cl NH o
T T T T T T T T T T 1 7211.539 He
0.220079 Hz
82 81 80 79 78 77 76 75 ppm 2.2719147 sec
113.31
69.333 usec
\8[ WSr ﬁsr jgrklsr NOZ 10.06 usec
Cl - E o o 298.1 K
2.00000000 sec
1
HANNEL £1
SFO1 400.1324008 MHz
NOC1 1H
Pl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300000 MHz
WOW EM
S5B (1]
LB 0 Hz
GBE
PC 1.00
f
— A N - I G Y N
1 1 I 1 I | I I 1
10 9 6 5 4 3 2 1 ppm
-
2 LB
T I L)
Current Data Parameters
HAME Suresh-755
EXPNO 5
PROCNO 1
F2 = Rogquisition Parameters
Date_ 20240116
Time 22.21
INSTRUM spect
(@) PROBHD 5 mm BEABEC BB/
PULPROG zgpg30
Cl ™ 32768
SOLVENT DMSO
| Hs 14950
Ds o
Cl NH SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 198.09
oW 20.800 usec
DE 6.50 usec
N02 TE 298.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f£1
5FO1 100.6228298 MHz
NOC1 13c
Pl 10.00 usec
PLW1 49.50000000 W
mmmmmmm= CHANNEL £2 ===s====
SFO2 400.1316005 MHz
NOoC2 1H
CEDFRG[2 waltzlé
PCFDZ 90.00 usec
PLWZ2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
51 32768
SF 100.6127685 MH=z
L WDW EM
55B 1}
LE 2.00 Hz
GE o
1 I I 1 I I I I I I I PC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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(Z)-2-chloro-1-(4-chlorophenyl)-3-((4-chlorophenyl)amino)prop-2-en-1-one (3dp)

-

79 78 77 76 75 74 73

e

Cl

rrent Data Parameters
Su

O EXFNO

PROCNO
CI F2 - F\L“’.]ulsl'.lan Parameters
| Date_ 20240108
T

20.23
NH

spect

5 mm PABBO BB/
zg30

32768

DMSO

16

0

7211.53%

0.220079

2.2719147 =

123.%

69.333

10.06 wu.

298.3

2.00000000 =
1

Cl

EL £1 ===

400.1324008 MHz
18

Pl 15.00 uszec
PLW1 13.50000000 W
F2 - Processing parameters

SI 16384
400.1300000 MHz
E

SsoosX

186.35

—108.11

Cl

Cl NH

Cl

Data Parameters
Suresh-756
q

1

F2 -
Date_
Time
INSTRUM
PROBHD
PULFROG

™
SOLVENT
NS
bs

SWH
FIDRES
AQ

tion Parameters
20240108
20.25
spect
5 mm PABBO BB/

0.03000000 sec
1

CHANNEL £1
100.6228298 MHz
13C

10.00 us
49.50000000 W

CHAMMEL £2

5F02 400.1316005 MHz
NOC2 1H
CPDPRG[2 waltzlé
PCPD2

PLW2

PLW12

PLW13

51
SF
WOW
55B
LB

GB

T T PC

20 ppm

F2 - Processing parameters
2768

3
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(£)-1-(4-bromophenyl)-2-chloro-3-(phenylamino)prop-2-en-1-one (3ea)

usec
dBE
dBE
dB
MHz

MH=z

Hz

a8
e
EXPNQ 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20231212
Time 11.08
INSTRUM spect
| PROBHD 5 mm PABBO BB/
PULFROG zg30
™ 32768
SOLVENT CDCL3
NS 16
D& ]
L i ., puesE
I . 79 He
Ut VML R AQ 2,2719147 sec
G 128.9
! ! ! ! ! D 69.333 usec
7.8 7.6 7.4 7.2 7.0 ppm DE 10.06 usec
TE 238.4 K
Dl 2.00000000 sec
g 8‘ | s‘r \Ef \a‘ we '
- o - - o
CHRNNEL f1
400.1324008 MHz
18
15.00 usec
13.50000000 W
F2 - Processing parameters
51 16384
5F 400.1300094 MHz
WOW EM
5 o
0 Hz
o
C 1.00
1 A J
T T T T T T T T T T T
10 9 8 7 6 5 3 2 1 ppm
PCEREE
rloileilell=l=lei
e SgH8ngRs ¥ % 3 m
< igrdssas & g ?
= oo Gt i o . e S = IEI;';I: Ih‘ l;l
WAV ' Aok
Current Data Parameters
HAME
EXPNO
o PROCNO
Cl F2 - Acquisition Parameters
| Date, 20231211
Time 22.14
INSTRUM apect
Br NH PROBHD 5 mm EBO BB-1H
FULPROG zgpg30
™ 32768
SCLVENT chCl3
512
o
24038.461
0.733596 E
0.6815744
32768
20.800
6.50
295.2 ¥
2.00000000
0.03000000
1
smsssane CHANNEL {1l ====
NUC1 13C
Fl 10.00
FL1 4.20
SFO1 100.6233325
——————— CHANNEL £2 ===
CPDPRG[2 waltzl6
HUC2 1H
PCPD2 20.00
PL2 10.20
PL12 26.00
PL13 29.00
SFO2 400.1316005
F2 - Processing parameters
51 32768
e e Lo
WOW EM
55B 0
LB 1.00
GB
T T T T T T T T T T EC 1.00
200 180 160 140 120 100 80 40 20 ppm
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(2)-1-(4-bromophenyl)-2-chloro-3-((4-methoxyphenyl)amino)prop-2-en-1-one (3ej)

Current Data Parameters

HAME Suresh-T42
EXFNO 1
PROCHO 1

F2 - Aequisiticn Parameters
Date_ 20231212
Time 18.13
IHNSTRUM speact
PROBHD 5 mm PRBBO BB/
PULPROG zg30

i 32768
SOLVENT cDC13

Hs5 16

Ds 1}

SWH 7211.539 Hz
FIDRES 0.220079 Hz
AQ 2.2719147 :
RG 113.31

ow 69.333 usec
D 10.08 c
TE 299.3 K
Dl 2.00000000 sec
0 1

400.1324008 MHz
1H

15.50 usec
13.50000000 W

F2 - Processing parameters
51 16384

(0]
Cl
|
Br NH
L J'-l M AR 0
I T I I I I I I I T T 1
7.7 76 75 74 73 72 71 7.0 69 ppm
- S
- - - = b
- . |
) ) ) I I I I I
10 9 8 7 6 5 1 ppm
ELEe 8
rlrlrlells ©
(e}
Cl
|
Br NH
_O
- i v ,
T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

SF 400.1300090 MHz
WDW EM

55B o

LB 0 Hz
GB 0

PC l1.00

Curzent
HAl

Data Parame
Suresh-742
2

1

F2 - Acquisition Parameters

Date, 20231212
Time 18.16
IRSTRUM speat
PROBHD 5 mm PARBBC BB/
PULPROG 2gpg30

™ 3z768
SOLVENT coCls

Hs 412

Ds o

SWH 24038.461 Hz
FIDRES 0.733596 Hz
A 0.6315744 sec
RG 198.09

oW 20.800 usec
DE 6.50 usec
TE 299.4 K
D1 2.00000000 sec
D11 0.03000000 szec
TDO 1
-------- CHANNEL f] ===em=e=
SFO1 100.6228298 MHz
NUCL 3c

Pl 10.00 usec
FLW1 42.50000000 W

CHANMEL £2

SFO2 400.1316005 MHz
NUOC2 1H
CEDPRG [2 waltzlé
PCFD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W

F2 Frocessing parameters

51 32768

SF 100.6127685 MHz
WOW EM

55B o

LB 2.00 Hz
GE 0

PC 1.00
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=11
nnmaa

e e

A4 B(I:?Iggﬂ

Current Data Parameters
HAME

Suresh-T44
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

1) Date_ 20231215
Time 10.3%9
Cl INSTRUM spect
PROBHD 5 mm PABBO BB/
| PULPROG 230
0 32768
Br NH SOLVENT DMSO
NS 16
| DS [
SWH 7211.539
| U FIDRES 0.220079 Hz
1 AQ 2.2719147
AN JU /L nl NO> RG 113.31
— S DW 69.333 usec
T T T T T T T T T T T T ] E égé"i psee
83 82 81 80 79 78 77 76 75 74 ppm D1 2.00000000 sec
00 1
15{ 8 g5 \I;‘!l/ me= CHANHEL £l mmmmmmm=
- - - & 5 400.1324008 Mz

1H
15.00 usec
13.50000000 W

F2 - Processing parameters
51 16384
SF 400.1300000 MHz
WOW EM
55B 1]
LB 0 Hz
GB 0
PC 1.00
l i A

ahORR
(S0

101\
1.02° g
1012
6.18 ~

186
—148.95
2.15
—138.23
131.91
W21
—10%.06

—143.22
Te—142.

Current Data Parameters
sh-744

sition Parameters
2312
10.42
spect
5 mm PABBO BB/
zgpg30
32768
DMsSO
512
o

Cl 0
24038.461 Hz
0.733596 Hz
0.6815744 sec
198.09
20.800 usec
DE 6.50 usec
TE 298.9 K
D1 2.00000000 sec
D11 0.03000000 sec
NO, DO 1

Br NH

mmmmmmms CHANNEL f1 ===
sFOL 100. 6228298 MHz
NUC1 lic

10.
49.50000000 W

CHANNEL 2 ===eccc=
400.1316005 MHz
18

90.00 usec
12.50000000 W
4722000 W
0.28125000 W

- Precessing parameters
32768

100.6127635 MHz
EM

o
2.00 Hz

1.00

T T
200 180 160 140 120 100 80 60
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(Z2)-1-(4-bromophenyl)-2-chloro-3-((4-chlorophenyl)amino)prop-2-en-1-one (3ep)

—_—.3

BE%R

rrent Data Parameters

MAME Suresh-T43
EXPNO 2
PROCNO 1

F2 - Aequisition Parameters
2023121

| J A IC|

i
_ k«JII\_____J (] ‘J (N ..___)'l |L| l‘ z'f | [L___,__ Br NH

7.

Hz
Hz
7 sec

T
7. 6 75 m

gﬁ?fa W;F ng 135( ?ﬁf i !

3 usec
usec

=

sec

== CHANNEL f1 ==
400.132400
18

15.00
13.50000000 W

5F 400.1300000
WDW EM
S5B @
LB 0 Hz
I l [l-]
L] B BC 1.00
T T T T T T T T T T T T
1 10 9 7 6 5 a4 3 2 1 ppm
| e
- ~ledlelleiled
3 2339%RE8y o s29338% C><)
w MO o T o @
| :\:\T:\iij‘;l: T w BE‘“XKE)R
Current Data Parameters
NAME Suresh-743
EXPNO 5
PROCRO 1
F2 - Acquisition Parameters
Date_ 20231215
Time 13.05
() INSTRUM spect
PROBHD 5 mm PABBO BB/
Cl PULPRCG zgpg 3o
D 32768
| SOLVENT DMSO
Br NH bs =
SWH 24038.461 Hz
FIDRES 0.7335%6 Hz
AQ 0.6815744 sec
RG 198.09
oW 20.800 usec
DE 6.50 usec
Cl TE 298.7 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
m=mmmm== CHANNEL fl ========
5F01 100.62282%8 MHz
NOC1 13c
Pl 10.00 usec
PLW1 49.50000000 W
CHANNEL f£2
sPo2 400.1316005 MHz
nuC2 1H
CPDPRG[2 waltzlg
PCFD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
51 32768
SF 100.6127685 MHz
L LT L EM
55B o
LB 2.00 Hz
GB o
T T T T T T T T T T T PC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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2-(3-benzoyl-2,5-dihydro-1H-benzo[b][1,4]diazepin-2-yl)-1-phenylethan-1-one 6aa

-
EEE-X-

MEEmEAd@-EOn T

N ﬁl_J

pza
o

Iz

I T T T T I I
7.8 7.6 7.4 7.2 7.0 6.8 6.6 ppm
W W% W o
o - ~ - - ol =
I l______ﬁ J
T T T T T T T T T T T T
12 1 10 9 8 7 6 5 4 3 1 ppm
| EEeEEsE e B
- olr=ir=lr=lr=lod~ (=] - o
o]
H
N o
/
O
200 180 160 140 120 100 60 a0 20 prl.im

Croe )
BRUKER
(XD

Current Data Parameters

NAME Suresh-777

EXFNO 5

FROCHO 1
F2 - hoquisition Parameters

Date_ 20240321

Time 21.26

INSTROM spect

PROBHD 5 mm PABEO BB/

q30

2768

DMsC

16

o

SWH 7211.539 Hz
FIDRES 0.220079 Hz
RO 2.2719147 sec
RG 63.58

oW 69.333 usec
DE 10.06 usec
TE 298.2 K
D1 2.00000000 sec
TDO 1

CHRNNEL f1
400.1324008 MHz
1H

15.00 usec
13.50000000 W

F2 - Processing parameters

51 16384

SF 400.1300000 MHz
WDW EM

55B o

LB 0 Hz
GB 0

PC 1.00

&,
BRUKER
(>

Current Data Para

EXENO

PROCNO 1

F2 - Aheguisiticon Parameters

Date 20240321
21.51

spect
5 mm BBO BB-1H

24038.461 Hz
0.733596 Hz
0.6815744
32768

2.00000000 sec
0.03000000 sec
1

CHANHEL f] ===s====
13C
10.00 usec
4.20 dB
100.6233325 MHz

CHANNEL £2
waltzlé
1H

10.20

26.00 dB

29.00 dB
400.1316005 MHz

ing parameters

SI 2768

SF 100.61276%0 MHz
WDW EM

S5B 0

LB 1.00 Hz
GB 0

PC 1.00
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ow g
a2 !
] =1
: O
win oo @
== oo
e e
” \\\N////// H Current Data Parameters
NAME Suresh-785
EXPNO 2
PROCNO 1
F2 - Acquisiticon Parameters
Date_ 20240402
Time 20.42
|| o IHSTRUM spect
PROBHD 5 mm FABBO BB/
H PULPROG zg30
32768
. I

JJ N o] ;gw}:}:'r cDe13
NS 16
- \_.____,_ L J L Y DS ]

N SWH T211.539 Hz
I T 1 H Q FIDRES {),EZ{)‘ 9 Hz
80 7.9 7.8 7.7 76 75 74 73 72 71 70  ppm : 22710007 sec

57.42

R

RG

oW 63.333 usec
8 - - rs DE 10.06 usec

- - T

o = B o TE 298.3 K

231

TDO

2.00000000 sec

D 1
-------- CHANNEL f] memmmmms
SFO1 400.1324008 MHz
NUC1 1H

Pl 15.00 us
PLW1 13.50000000 W

F2 Frocessing parameters
16384

s1
sP 400.1300112 MHz

' WO EM
S5B 0

LB 0 Hz
GB 1]
— BC 1.00

Y M RE @

I
10 9 8 7

ekl

8 = s SH¥8" o ©
o = o ] mr
8 5 HHH:LLJE'H 4 %5 B ER
Current Data Parameters
HAME Suresh-785
EXPNO 3
PROCHO 1
0]
H
N o
24038.461 Hz
/ 0.733596 Hz
N 0.6815744 sec
H 198.09
20.800 usec
.50 usec
298.4
2.00000000 =
0.03000000
1
CHANNEL f] ==ms=m==
.6228298 MHz
13C
10.00 usee
S0000000 W
------- CHANNEL £2 mmm=
SFO2 -1316005
Nuc2 1H
CPDPRG[2 waltzlé
PCED2 20.00 usec
PLW2 12.50000000 W
PLW12 34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
SI 32768
L L M " L . — Loy, SF 100.6127685 MHz
o e a e Y " L - L e ’ Ladadin e o WOW EM
SSB 0
LB 2.00 Hz
GB 0
T T T T T T T T T T T BC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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2-(3-(4-methylbenzoyl)-2,5-dihydro-1H-benzo[b][1,4]diazepin-2-yl)-1-(p-tolyl)ethan-

C><)
BRGRER

1-one 6ba

P L
R R g

Current Data Parameters

HAME Suresh-833

EXPNO 2

PROCHO 1
F2 - Acquisition Parameters

Date_ 20240531

T4 11.14

spect

5 mm PABBO BB/

zg30

32768

DMSO

16

o

2

F2 Processing

13 400.13200028 MHz
WDW EM
55B 0

LB 0 Hz
GB 0

PC 1.00

Current Data
HAME

7211.539 Hz
0.220079 Hz

«2719147 sec

== CHANNEL f1
400.132 8
H
15.00 usec
3.5000 oW

parameters
16384

Parameters
Suresh-833
3

N
N
7.8 7.6 74 7.2 7.0 6.8 ppm
1 sel el [ el
A MU J‘;JII A 1 \
BN A e e S s A ey e s s s
§ (e A e s
i S\
(3
N o
/
S
N R " » \ . - i -
T T T T T T T T
200 180 160 140 120 100 80 60 20 ppm

EXPRO 3

FROCNO 1

F2 Aoouisition Parameters

Date_ 20240531

Time 11.19

INSTRUM

PROBED

FULPROG

D

SOLVENT

HE

D& 0

SWH 24038.461 Hz

FIDRES 0.733596 Hz

AQ 0.6815744 see

RG 198.09

oW 20.800 usec

DE 6.50 usec

TE 298.8 K

Dl 2.00000000 sec

D11 0.03000000 sec

TDD 1
CHANNEL f1

5SFO1 100.6228258 MHz

HUC1 13C

Pl 10.00 usec

PLW1 42.50000000 W
HANNEL £2

SFO2 400.1316005 MHz

HOc2 1H

CEDPRG [2 waltzlé

PCFD2 20.00 usec

PLW2 12.50000000 W

PLW12 0.34722000 W

PLW13 0.28125000 W

F2 - Processing parameters

sI 32768

SF 100.61276385 MHz

WDW EM

SSB 1]

LB 2.00 Hz

GB 0

FC 1.00
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2-(7,8-dimethyl-3-(4-methylbenzoyl)-2,5-dihydro-1H-benzo|b][1.,4]diazepin-2-yl)-1-

(p-tolyl)ethan-1-one 6bb

BROSKR
(25D

23 g =
T h h Current Data Parameters
\/ | | HAME Exp~-1 i=ion work
EXPRO 26
(0] PROCRO 1
H F2 - Acquisition Parameters
(o] Date_ 20240430
p 4
N OB & e BAE
N I
e 7
SOLVENT
ns
DS
SWH Hz
II L | FIDRES Hz
I R 2.2719147 sec
[ _._-’I . \ _»lg_,_,”- RG 128.9
DW 69.333 usec
r T T T T T T T T T 1 DE 10.06 usec
TE 298.3 K
80 78 76 74 72 70 68 66 ppm o s onoeannn e
7 r r 1 r 1 ~ ]
o § - E o '
SFO1 400.1324008 MHz
HOC1 1H
31 15.00
PLW1 13.50000000 W
F2 - Processing parameters
5 1638
400.1300000 MHz
EM
[
0 Hz
l ..__J h_A l L_/ "] \ 100
SSND || S | I LA ——
f T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
- o sli=llela al = o o|edled
(= - . OT O NMA DT ®©
& a
~ S oo -
& 1 e
2 3 b 3 o 1Mo
Current
HAME
EXPHO
PROCHO
F2 - Reoquis
1 spec
L 5 mm PAEBO BB/
F zgpg30
32768
(¢} FEN DMEO
NS 15000
N Ds 0
[o] SWH 24038.461 Hz
FIDRES 0.733596 Hz
// AQ 0.6815744 sec
N RG 198.09
H oW 20.800 usec
DE 6.50 usec
TE 300.4 K
D1 2.00000000 sec
D11 0.03000000 sec
-------- CHANNEL f1 ==m=s=m===
SFO1 100.6228298 MHz
NUC1 13C
P1 10.00 usec
PLW1 49.50000000 W
“HANNEL £2
400.1316005 MHz
18
CPDERG (2 waltzlh
PCED2 90.00 usec
PLW. 2.50000000 W
0.34722000 W
0.28125000 W
| cessing parameters
h | 32768

100.6127685 MHzZ

2.00 Hz
o

1 a0

T
200 180 160 140 120 100 80 60 40 20
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2-(3-(4-methoxybenzoyl)-2,5-dihydro-1H-benzo[b][1,4]diazepin-2-yl)-1-(4-
methoxyphenyl)ethan-1-one 6c¢ca

(o]
| )‘" N
Y ANy ||M _).| |_ _____ J U 1»\_)'. H Q
T T T T T T T T T [e]
7.8 7.6 7.4 7.2 7.0 6.8 6.6 ppm /
s el B s
T T T T
10 9 1 ppm
\
(o]
[e]
H
N o)
Xy
O
[e]
/
i A L \ L
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

<)
BRUKER
(<)

Current Data Parameters

HRME Suresh-829
EXPNO 2
PROCHO 1

F2 - Acquisition Parameters
Date_ 20240522
Time 17.20
THSTRUM spect
FROBHD 5 mm PABECQ BB/
PULFROG

™

SOLVENT

NS

oS

SWH

FIDRES

AQ zec
RG

oW usec
DE uges
TE 297.8 K
Dl 2.00000000 sec
DO 1

mmmmmmm= CHANNEL fl ===smm==
SFOl1 400.1324008 MHz

HUCl 1H

Pl 15.00 usec
PLW1 13.50000000 W
F2 - Processing parameters
5I 16384

5F 400.1300085 MH=z
WOW EM
55B a

LE 0 Hz
GB [}

EBC 1.00

Current Data Parameters
RAME Suresh-329
EXPNO 3
PROCHO 1

F2 - Acquisition Parameters

Date_ 20240522
Time 25

INSTRUM spect
PROBHD 5 mm PABBO BB/
PULFROG zgpg 30

™ 32768
SOLVENT crCls

Hs 278

Ds 0

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 198.09

oW 20.800 usec
DE 6.50 usec
TE 293.5 K
D1 2,.00000000 sec
D11 0.03000000 sec
00 1
-------- CHANNEL f] ===es===
SFOL 100.6228298 MHz
HOUC1 13C

Pl 10.00 usec
PLW1 49.50000000 W

mmmmmmms CHANNEL £2 memmmmmes

SFO2 400.1316005 MHz
HoC2 1H
CPDPRG (2 waltzls
PCPD2 90.00 usec
PLW2 12.50000000 W
PLW1Z2 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
81 32768

SF 100.6127685 MHz
WOW EM
55B o

LE 2.00 Hz
GE 0

PC 1.00
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2-(3-(4-methoxybenzoyl)-7,8-dimethyl-2,5-dihydro-1H-benzo[b][1,4]diazepin-2-yl)-1-(4-
methoxyphenyl)ethan-1-one 6¢b

S e \
[o]
Current Data Parameters
NAME Suresh-830
EXENO 1
PROCNO 1
(o]
F2 - Acquisition Parameters
H 20240523
N o 20.00
spect
/ 5 mm PABBO BB/
zg30
N 32768
| H SOLVENT DMSO
|” I AL J NS 16
| DS o
' llﬂl _)Ll L o SWH 7211.539 Hz
/ FIDRES 0.220079 Hz
AQ 2.2719147 sec
T T T T T T T e T1ias
8.0 7.8 7.6 7.4 7.2 7.0 pPpm DW 69,333 usec
DE 10.06 usec
TE 297.7 K
Wgr Wgr Shgr D1 2.00000000 sec
o ol e D0 1
CHANNEL f1 == -
400.1324008 M
18
15.00 usec
13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0 H
J L 1 GB 0
. | . A | J A | . PC 1.00
r T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm

B @ EEdsE W EE e e

W52

—_—197.73
— 191,65
— 163

—160.82

\\\VZ/ w2

H
EXPNO 3
FROCHO 1

F2 - hoguisiticn Parameters
Date, 20240523

9
24038461 B
0.733596 Hz
0.6815744 s

32768
20.800 usec

o1 0.03000000 sec
1

NUC1 13c

Pl 10.00 usec
PL1 4.20 dB
SFOl 100.6233325 MHz

£2 mmmmme———
waltzlé
18
90.00
10.20
26.00
29,00
1316005

g paramet
32768
L6127630

| HJ | |

200 180 160 140 120 100 80 60 40 20 ppm

1.
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2-(3-(4-chlorobenzoyl)-2,5-dihydro-1H-benzo|[b][1,4]diazepin-2-yl)-1-(4-
chlorophenyl)ethan -1-one 6da

nt Data Parameters
Exp-l-ravizieon

22
1

work

tion Parameters
20240425

7211.53% H
0.22007% H
2.2719147 =

71.42
63.333 u
10.06
298.4
2.00000000
1

M

3l

L N W

"

Cl

ppm

t e

CHA

EL f1
400.1324008
1H

15.00 usec
13.50000000 W

F2 - Processing parameters
6334

400.1300000 MHz
EM
0

0 Hz

w

[}
1.00

il

o -

<)
BRUKER

—198.16

\&%\\///%/

Current Data Parameters

NAME Exp=l-revision work =-MJ(
Cl 0 24
PROCNO 1
Q F2 - Acquisition Pa
Date_
(o] Time
INSTRUM spect
H PROBHD 5 mm PRBEO BB/
N (o] zgpg30
32768
// DMsO
N 12017
H
Cl

2.00000000 sec
D11 0.03000000 sec
TDO 1

smaam raq\-’qr[ ] —

NUC1
Fl 10.00 usec
PLW1 42.50000000 W
CHANNEL f2
SFO2 400.1316005 MHz
HOC2 1H
CPDPRG (2 waltzlé
PCPD2 20.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W

Processing parameters
32768
100.6127685 MHz
EM
a
2.00
)

An
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2-(3-(4-chlorobenzoyl)-7,8-dimethyl-2,5-dihydro-1H-benzo[b][1,4]diazepin-2-yl)-1-
4- chlorophenyl)ethan -1-one 6db

AASzeggaeersax
BRRHnn TSRS RARAdE

004 0l 00 09 04 0 T 0

\\NVW”/

L o

vision work -N

20
?R"cno 1
H F2 - Acquiszition Parameters
N Date_ 20240425
(o]
Time 20.47
/ INSTRUM spect
PROBHD 5 mm PABEO BB/
N PULPROG 230
H I ™ 32768
F | SOLVENT DMSO
20
cl |R JI i \ .
et VN AV '\_f _ 7211.539 Hz
0.220079 Hz
l ! ! I I ! ! | AQ 2.2719147 sec
7.9 7.8 7.7 7.6 7.5 7.4 ppm RS 113.31
DW 69.333 usec
DE 10.06 usec
b9 d I '] b= TE 298.4 K
o ] o o Dl 2.00000000 sec
D0 1

CHANMEL £1
400.1324008 MHz
1H
15.00 usec
13.50000000 W

F2 - Processing parameters
51 16384
SF 400.1300000 MH=z
EM

| | | 2 ¢ x
f JL.._J 1, -, 1l i, \J W__,__J__..u,— pod 1.00

—10F.32
—1590.77

N Wy “E%“

...}\p 1 rev 151:- work =l
22

Cl

PCEDZ
PLW2

PLW12
PLW13

F2
51

SF
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2-(3-(4-bromobenzoyl)-2,5-dihydro-1H-benzo[b][1,4]diazepin-2-yl)-1-(4-

e 6ea

wam

Jl! L__.'u\__ﬂ_

T T
7. 2 7.0

ZIO

Current Data Par

Al

o
PROCHC

F2 - Acquisition Pa
b

INSTRUM

Sur

20

PROBHD 5 mem PABBO BB/
PULFROG zg30
™ 32768
SOLVENT DMEC
NS 5

Ds
78 76 a 7 68  ppm > e
FIDRES Hz
o [s H ELEREL R L
o oiled o =l = el |~ He
oW
15.00 usec
13.50000000 W
F2 - Processing p
sI
SF 400.1300019 MH=z
WOl EM
85B o
LB Hz
‘ \ GB o
— B | - 'J.l_. S S— - B L S . - BC 1.00
T T T T T T T
12 1 4 2 1 ppm
w g
o e
]
noom
Current Data Parameters
NAME Suresh-787
EXFRO 5
PROCNO 1
Br
F2 = Reoguisition Parameters
Date_ 20240413
Time 21.59
INSTRUM £ t
o PROBHD 5 mm PABBO BB/
H PULPROG zgpg30
N D 32768
(o] DHMsO
&000
/ o
N 24038.461 Hz
H 0.733596 Hz
0.6815744 sec
198.09
Br 20.800 usec
6.50
298.7
2.00000000 sec
0.03000000 sec
1
== CHANNEL f1 =
SFO1 100.56228298 MHz
HOC1 13c
Pl 10.00 usec
FLW1 49.50000000 W
------- CHANNEL £2 =weem==e
SFO2 400.1316005 MHz
NOC. 1H
CPDPRG[2 waltzlé
PCEPD2 90.00 usec
PLW2 12.50000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
5I 32768
SF 100.6127685 MHz
LA ] . . WOW EM
55B o
LE 2.00 Hz
GB ]
1 I I T I I I 1 I I T BC 1.00
200 180 160 140 120 100 80 60 40 20 ppm

S59



2-(3-(4-bromobenzoyl)-7,8-dimethyl-2,5-dihydro-1H-benzo|[b][1,4]diazepin-2-yl)-1-(4-
ne 6eb

bromophenyl)ethan-l-

J

W Iy

W

I I I 1 L L} I 1 I i
79 78 7.7 76 75 74 73 72 71 7.0

I 1
ppm

s

(-

ZT

Iz

Br

Bc‘gz)ﬂ

Current Data Param
Sures

EXPNO
PROCNC

F2 - hoquisition Parameters

Date_ 20240402
Time 2 50
INSTRUM spect
PROBHD 5 mm ?A.BB«J BB/
FULPROG zg30
D 3z768
SCOLVENT DMSO
NE 16
D&
SWH
Breipras
AQ
RG
DW 63.333 usec
DE 10.06 usec
TE 2%98.3 K
2.00000000 sec
TDD 1
CHANNEL f1
SFO1 400.1324008 MHz
NUC1 1H
Pl 15.00 usec
PLW1 13.50000000 W

10 s 8 7 s a8 2 1 ppm
GESEEEE B A B el
ollilod| il [=lle=]= - - o eiled
|| ANV
Br
(o]
H
N o}
XX
N
H
Br
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Pz Processing parameters

51 16384
5F 400.1300000 MHz
WDW EM
55B Q
LB 0 Hz
GB 0
PC 1.00

Data Parameters
791
2

1

exp

Date,
T hr.c-

FIDRES

AQ 15

RG 3

oW 20.800 usec
DE 6.50 usec
TE 294.8 K

Dl 2,00000000 sec
D11 0.03000000 sec
TDO 1

4.20 d
100.6233325 b

== CHANMEL f2

CPDPRG[2 waltzlé

2 1H
PCRD2 90.00 usec
PLZ 10.20 dB
PL12 26.00 dB
PL13 29.00 dB
SF02 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127690 MHz
WoW EM
55B [}
LB 1.00 Hz
GB [}
PC 1.00
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3-((2-aminophenyl)amino)-1-phenylprop-2-en-1-one 7aa

=]
ERENE8ES
e
DO G DD o o e HHOODDO MM ®®®m o - - -
D e e e el e e e AR R R R AR R R
'N W ‘\'\%\N \V//‘/ Current Data Parameters
HAME Suresh-821
EXFNO 3
FROCHO i
F2 - Aeoquisition Parameters
3.}\&. 20240515
ime 22.04
IN:\TR[N apect
H FROBHD 5 mm PABBO BB/
PULFPROG zg30
N~ ™ 32768
SCLVENT D13
o} NS 16
NH, DS 0
N'I | J 1 |1 SWH 7211.53% Hz
N i _ JL 1 y 'Ll L FIDRES 0.220079 Hz
AD 2.2719147 sec
T T T T T T T 1 gﬁ 529‘3?;
7.8 7.6 7.4 7.2 7.0 6.8 ppm DE 10.06 usee
TE 299.4 K
3 \Igﬁ I\IEEF’—J 9 D1 2.00000000 sec
0 : 3 DO 1
L] ~ L] -
=msmmmm== CHANNEL fl =sssss==
SFO1 400.1324008 MHz
NOC1 1H
P1 15.00 usec
PLWL 13.50000000 W
F2 - Processing parameters
51 16384
SF 400.1300125 MHz
WDwW EM
S8B 0
LB 0 Hz
GB 0
PC 1.00
m” ‘ I )
I 1 I I I 1 I 1
14 13 12 4 3 2 1 ppm
R|& 3
cle o
-
Current Data Parameters
NAME Suresh-821
EXPRO 1
PROCHO 1
F2 - Acquisition Parameters
Date_ 20240515
Time 22.08
INSTRUM spe
PROBHD 5 mm PABBO BB/
PULPROG zgpg 30
T 32768
SCLVENT cDCl3
HE 16297
D& L]
SWH 24038.461 Hz
FIDRES .733596 Hz
AQ 0.6815744 sec
RG 198.0%9
oW 20.800
N~ bE 6.50 usec
TE 300.1 K
0 D1 2.00000000 sec
D11 0.03000000 sec
NH; ™0 1
100.6228298
NOC1 13c
Pl 10.00 usec
PLW1 49.50000000 W
CHANMEL f2 ===s====
400.131 6005 HHz
wal t‘lé
90.00 usec
12.50000000 W
0.34722000 W
0.28125000 W
F2 - Processing parameters
51 32768
J SF 100.6127685 MHz
IR Al J A A | WoW EM
S5B 1]
LB 2.00 Hz
GB 0
T T T T T T T T T T T PC 1.00
200 180 160 140 120 100 80 60 40 20 ppm
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4. Mass Spectrometry Data
HRMS of 1a

[ Mass Spectrum ]

Data : 20231128 HREI 2a00: Date : 28-Nov-2023 1511

RT : 0.00 min Scan® : 1

Elements : C 10/0, H 10/0, 35C1 1/0, 37C1 1/0, 0 1/0

Mass Tolerance @ 100ppm. Smmu if m/z < 50. 50mmu if m/z > 500
Unsaturation (US) : -0.5 - 100.0

[%]
2746000 105.0

1004 (@]
g =

1 166.0

100 200 300 100 500 600 700 800
Observed m/z Inth
166.0181 43.36
Estimated m/z Errlppm / mmul U.S. c H 35C1 37CI
1 166.0130 +30.7 / +5.1 2.0 7 10 1 1 -
2 166.0185 -2.7/ -0.4 8.0 9 7 1 - 1

HRMS of 1b

[ Mass Spectrum ]

Data : 20231220 HREI Expt-745001 Date : 20-Dec-2023 16:15
RT : 0.00 min Scan® : 1

Elements : C 10/0, H 10/0, 35C1 1/0. 37C1 1/0, 0 1/0

Mass Tolerance : 100ppm, Smmu i m/z < 50, 50mmu if m/z > 500
Unsaturation (U.S) : 0.5 - 1000

%]
2041368 119.0
100 o
4 /
Cl
80—
60 -1 180.0
10
20 91.0
o-
100 200 300 100 500 GO0 700 800
Observed m/z Ints
180.0338 §5.02
Estimated m/z Err[ppm / mmu] U.S [+ H 35C1 231CI o
1 180.0342 -2.2/ -0.4 6.0 10 9 1 = 1
Observed m/z Inth
182.0325 18.99
Estimated m/z Errlppm / mmu] U.S c H 35C1 37CI Le]
2 182.0312 +«6.9 / +1.3 6.0 10 9 - 1 1
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HRMS of 1¢

[ Mass Spectrum ]

Data : 20231220 HREI Expt-735002
RT : 0.15 min Scan® : 2
Elements : C 10/0, H 10/0, 35C1 1/0, 37C1 1/0, 0 20

Date : 20-Dec-2023 1152

Mass Tolerance

: 100ppm, Smmu if m/z < 50, S0mmu if m/z > 500

Unsaturation (U.S) : -0.5 - 1000

[%]
14808016 135.0 fo)
100 - _
| 196.0 Cl
B0 \O
60—
10 -1
4 198.0
20 24452
ol ,h“”"“.lill..ullu.; Al .l Ll L s m
| y f T T 1 T u T T T T ]
100 200 300 100 500 600 700 800
Observed m/z Int%
196.0284 87.93
Estimated m/z Errlppm / mmu] U.S. c H 35C1 37CI [s]
1 196.0291 -3.6/ =-0.7 6.0 10 9 1 - 2
2 196.0105 +91.3 / +17.9 7.0 10 7 - 1 2
Observed m/z Inth
198.0277 27.00
Estimated m/z Errlppm / mmu] U.S. c H 35CI 37CI [6]
3 198.0262 +7.8/ +1.5 6.0 10 9 - 1 2
HRMS of 1d
Elemental Composition Report 0o Page 1
Single Mass Analysis F g
Tolerance = 10.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 Cl
Monoisotopic Mass, Even Elactron lons
uumuo:wmawm-smuwinmmwzsmstmmmmam
C'lloo H'lloo 0:1-10 Ci:1-3
Expt752
240130YAQOT 284 (2760) Cm (282-286-{271:274+308:312)) 1- TOF MS ES+
9.01e+005
1 200.0872
2029845
1971535
= 165.0103 1671437 170.0874 1756558 178 1442 m.,u‘iwwéf 193.1504 3 '“]‘fw | z:m.ru!s’m.w 211.1600 216.4410219.1 i
185.0 1700 1780 1800 1850 100 1980 2000 2060 2100 2160 2200
Minisum: 80.00 -1.5
Maximm:  100.00 10.0 500.0 50.0
Mass RA Cale, Mass mla P DHE Formula
200,9874 100.00 200.9874 0.0 0.0 55 C(YHIOCI2
2009802 7.2 358 1.5 CAHOICl
200.9955 -8.1 403 5.5 CGBHOC

S63



HRMS of 1e

O O e G-

10
1"
12
LE ]
14
15

18
17
18
19

[%)
2052048
100

Observed m/z

243.
Estimated m/z
243.

243

243.

243

243.

243

243.

243

9287

8477
468
8281
9235
9058
LFA ]
B4
9105

Observed m/z

245

Estimated m/z

245
245
245
245
245
245
245

9276

s448
9215
8078
s447
9270
pzé
Boa4

Observed m/z

247

Estimated m/z

247
247

247

247

8285

9427
9418
s2a41
9164

Inth
75.78
Errlppm /

78
T4
1
«21
+93
1
*71
*74

Inth
100.00

Errlppm

[ 1]
24
80
[ 1]
.2
8
*78

Inth
2644

Errlppm

[1]
-81
L1 ]
*32

129.1

O = &N O

182.9

5

*22.

*17.

17
8
*19
i7
0
.
*19

]
-18.

-15
*2
+8

LT |
19

o

MO ED N R -

2
3
4
1

24%.

1]
L]
8
7
2.
3
8
7
7

NEmeanonec

u
5.
5
L]
1

ocooooooo®

cooon

ooooooon

10
10

D W -

COOOn-S 00

swooo0

soaomoeesI YT YT

oeme I

Br

Cl

T8Br

T9Br

TeBr

B1Br

B1Br

35C1

3501

35C1

3rch

arci

-———0
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HRMS of 3aa

Elemental Composition Report Page 1

Single Mass Analysis cl
Tolerance = 5.0mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off |
Number of isotope peaks used for I-FIT = 3 NH

isotopic Mass, lons
326 formulalo) evaluatod with 4 rosults within limits {up to 20 closest results for oach mass)
Eloments Used:
C:1-100 H:1-100 N:1-10 O:1-10 Cl:1-3

1
230711 YADD1 255 (2 509) Cm (255258-(242 247 +271-275)) 1: TOF MS ES+
B.28e+006
1 258 0681
2600685
opgie  2246TS2 231 8837 1833 B8254] 540 0578 o 206965 pggneyy | | ';5'-”“' . 628
() M. ’ . s o — L T— ' =R ' 2853802 . 2500 TE B iz
2200 2250 2300 2350 2400 2450 2500 2850 2600 265.0 Zo.o Ts0
Minimus: 1.5
Maximus: 5.0 500.0 50.0
Mass Calc. Mass mDa FAl DBE Formula
258.0691  258.0686 0.5 1.9 9.5 CISHI3NOCI
258.0664 2.7 10.5 0.5 C9HIENO3CI2
258.0718 2.7 -10.5 1.5 C4 HI3NT M C]
258.0645 4.6 17.8 5.5 CI0 HI3 N3 03 C1

HRMS of 4aa
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons O HN
165 formula(e) evaluated with 3 results within limits (up to 20 closest results for oach mass)
Elements Usod: Z
C:1-100 H:1-100 N:1-10 O:1-10
5
230711YAOOS 281 (2 743) Cm (277 285.(254 2624301 306)) 1: TOF MS ES+
4 2Te+007
224.1081
2251108
58 19 2198518 224 r,zzs.uwm-m'-’m 31 E1
T L} T
0 o 2250 Do T ﬁ.o ﬁo :
-1,
500.0 S0.
Mass Calc. Mass sDa PRl DBE Formula
224.1081 224.107 0.6 2.7 9.5 CISH4NO
24,1107 2.6 -11.6 1.5 C4 Hl4 NT O4
24,1035 46 2.5 55 CIOHM4NOD
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HRMS of 3ab

[ Mess Spectrum ]

Data : 20231128 HREI 3ab005 Date : 28-Nov-2023 14:44

RT : 0.15 min Scan®# : 2

Elements : C 20/0, H 20,0, 35C1 1/0, 37CI 1/0.N 1/0,0 1/0

Mass Tolerance  : 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500
Unssturation (U.S) : 0.5 - 100.0

[%]
5427968 271.1 0
100
Cl
1 |
80 NH
60_
404 383.1
27,
204
[NPYY PO T I W PO W A | ey .ll_ Mt ond .
07 | 1 | T | T I T
100 200 300 400 600
Observed m/z Inth
271.0758 100.00
Estimated m/z Errlppm / mmul] U.S. c H 35CI 37CI N 0
1 271.0834 -28.2 / -7.8 5.5 15 19 1 1 - =
2 271.0942 -67.8 / -18.4 10.0 17 16 = 1 1
3 271.0709 +18.2 / +4.90 6.0 14 17 1 1 1 -
4 271.0890 -48.8 / -13.2 9.8 17 16 1 - - 1
5 271.0704 +20.0 / +5.4 10.5 17 14 - 1 - 1
6 271.0997 -86.2 / -23.9 14.0 19 13 - - 1 1
7 271.0764 -2.2/ -0.810.0 16 14 1 1 1
8 271.0578 +66.4 / +18.0 11.0 18 12 - 1 1
Observed m/z Inth
273.0747 29.086
Estimated m/2z Err(ppm / mmul] U.S. c H 35CI 37CI N (o]
9 273.08865 ~-43.2 / -11.8 5.0 14 9 1 1 1 =
10 273.0860 -41.4 / -11.3 9.5 17 16 - 1 - 1
11 273.0827 +44.0 / +12.0 5.5 14 17 1 1 - 1
12 273.0920 -63.5 / -17.3 9.0 16 16 1 - 1 1
13 273.0734 +4.8/ +1.3 10.0 18 14 - 1 1 1
14 273.0501 +90.0 / +24.6 6.0 13 15 1 1 1 1
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HRMS of 3ac

[ Mass Spectrum ]

Data : 20231128 HREI Jac002 Date : 28-Nov-2023 1424
RT : 0.30 min Scan#: 3

Elements : C 20/0, H 20/0, 35C1 1/0. 37C1 1/0,N 1/0,01/0

Mass Tolerance  : 100ppm, Smmu if m/z < 50, S0mmu if m/z > 500 [0}
Unssturstion (US) : -0.5 - 100.0 cl
(%]
5867632 2711 NH
100+
R0
60— 351.0
E 2.1
40
20
it et ol Ll aitasd i P oy BT L m'z
01t T T ] T T T 1 T T T 1
100 200 300 400 500 600 700
Observed m/z Inth
271.0780 100.00
Estimated m/z Errlppm / mmu] U.S. c H 3scl 37rcl N ]
1 271.0834 -20.0 / -5.4 5.5 15 19 1 1 - -
2 271.0042 -59.7 / -16.2 10.0 17 16 - 1 1 =
3 271.0709 +26.4 / +7.1 8.0 14 17 1 1 1 -
4 271.0890 -40.6 / -11.0 9.5 17 18 1 - - 1
5 271.0704 +28.2 / +7.8 10.5 17 4 - 1 - 1
] 271.08987 -80.1 / -21.7 14.0 19 13 - - 1 1
7 271.0764 +5.9 / +1.8 10.0 16 14 = 1 1
8 271.0578 +74.5 / +20.2 11.0 16 12 1 1 1
Observed m/z Inth
273.0772 46.12
Estimated m/z Err[ppm / mmu] U.S. c H 38C1I 37CI N [+]
9 273.08865 -34.1 / -9.3 5.0 14 19 1 1 1 =
10 273.0860 -32.3/ -8.8 9.5 17 16 - 1 = 1
1" 273.0627 +53.1 / +14.5 5.5 14 17 1 1 - 1
12 273.0020 -54.4 / -14.8 9.0 16 16 1 . 1 1
13 273.0734 +13.8 / +3.8 10.0 16 14 = 1 1 1
4 273.0501 +98.2 / +27.1 6.0 13 15 1 1 1 1
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HRMS of 3ad

[ Mass Spectrum ]
Data : 20231128 HREI 3ad001

RT : 0.45 min
Elements : C 20/0, H 20/0, 35C1 1/0, 37C1 1/0,N 1/0, 0 1/0

Mass Tolerance
Unsaturation (U.S) : <0.5 = 100.0

L I

10
] ]
12
13
14
15

Scan® - 4

Date : 26-Nov-2023 14:54

: 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500

[%]
1154176
100

Observed m/z

271,

Estimated m/z

271.
2M.
2mn.
27.
27,
271.
271,
271,

0755

0834
0042
0709
0880
0704
0897
0764
0578

Observed m/z

273.

Estimated m/z

273.
273.
273.
273.
273.
273.
273.

0739

0471
0865
0860
0627
0920
0734
0501

iy il

100

Inth
100.00

Errlppm / mmul U.
-28.
-68.
+17.
-49.
+18.
-89.

-3.
+85.

Inty
47.75

G L) D D = D

7

R R M M NN

Errlppm

+98.
-46 .
-44 .
+41.
-686.

+1.
+87.

e K

RN NN

-7.9

-18.7 10.
+4.6

-13.5

+5.1 10.
~24.2 14.
-0.9 10.
+17.7 11.
/ mmul] U.
+26.8 14
-12.8 &
-12.1 9
+11.2 B.
-18.1 9.
+0.5 10.
+23.8 6.

200

5.

8.
9.

2711 Cl
NH

27B6.1

L ol ula i o1l g 1

: I ! | | | |

300 400 500 600 700

S. c H 3sCI 371C! N [+]
5 15 19 1 1 - -
0 17 16 - 1 1 -
0 14 17 1 1 1 -
5 17 18 1 - - 1
5 17 14 - 1 - 1
0 19 13 - - 1 1
0 186 14 1 1 1
0 16 12 - 1 1
S. c H 35CI 37CI N o
.5 19 10 1 - - -
.0 14 19 1 1 1 -
.5 17 16 - 1 - 1
5 14 17 1 1 - 1
] 18 16 1 - 1 1
0 16 14 - 1 1 1
0 13 15 1 1 1 1
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HRMS of 3ae

[ Mass Spectrum ]

Dats : 20231128 HREI 326001
RT : 0.60 min

Mass Tolerance
Unsaturation (U.S) : -0.5 - 1000

I I S

10
1
12
13

Scan®:§
Elements : C 20/0, H 20/0, 35C1 1/0, 37C1 1/0.N 1/0. 0 1/0
: 100ppm, Smmu f m/z < 50, 50mmu if m/z > 500

(%]
944108
100~

80—

Observed m/2z

285.
Estimated m/z
285.
285.
285.
285.
285.
285.
285.

0913

1098
0865
1046
0860
1154
0920
0734

Observed m/z

287.
Estimated m/z
287.
287.
287.
287.
287.
287.

0902

0628
1017
0783
1077
0891
0658

Date : 28-Nov-2023 15:24

Cl

NH

285.1
247.1
250.1
|.|||F.,||‘ a1 dn L‘. |I|I‘IL il I | L
' I ! I ! | I I
100 200 300 400 500 600 700
Inth
100.00
Errlppm / mmul] U.S. [+ H 3s5CI 371CI N o
-65.0 / -18.5 10.0 18 18 - 1 1 -
+16.8 / +4.8 6.0 15 19 1 1 1 -
-46.7 / -13.3 9.5 18 18 1 - - 1
+18.5 / +5.3 10.5 18 16 = 1 - 1
-84.4 / -24.1 14.0 20 15 - - 1 1
-2.6/ =0.7 10.0 17 16 - 1 1
+62.86 / +17.9 11.0 17 14 - 1 1 1
Inth
42.19
Err[ppm / mmu] U.S. c H 35CI 37CI N 0
+95.6 / +27.4 14.5 20 12 1 - - -
-39.9 / -11.6 9.8 18 18 - 1 - 1
+41.3 /7 +11.8 5.5 15 19 1 1 = 1
-80.9 / -17.5 9.0 17 18 1 - 1 1
+3.9 / +1.1 10.0 17 16 - 1 1 1
+8B5.1 /7 +24.4 6.0 14 17 1 1 1 1

m'z
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HRMS of 3af

[ Mass Spectrum ]

Data : 20231128 HREI 3af001
RT : 0.45 min Scan® : 4
Elements : C 20/0, H 20/0, 35C1 1/0, 37C1 1/0.N 1/0,0 1/0

Mass Tolerance  : 100ppm. Smmu if m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : -0.5 - 100.0

Date : 28-Nov-2023 15:34

[%] (0]
1732704 299.1 Cl
100 |
b NH
B0 -
m—
104 3001
20+
04 R T PR ...LL .1 L .
' | ' | i | ' I 1 ' I
100 200 300 100 500 600 700
Observed m/z Inth
299.1074 100.00
Estimated m/z Errlppm / mmu] U.S. [+ H 35CI 371C1 N 0
1 299.1255 -80.4 / -18.1 10.0 19 20 - 1 1 -
2 299.1203 -43.0 / -12.9 0.5 19 20 1 - - 1
3 299.1017 +19.2 / +5.7 10.5 19 18 = 1 = 1
4 299.0783 *97.1 /7 +20.1 6.6 16 19 1 1 - 1
5 299.1077 -1.0/ =-0.3 10.0 18 18 1 - 1 1
L] 299.0891 +61.2 / +18.3 11.0 18 18 . 1 1 1
Observed m/z Inth
301.1058 34 .80
Estimated m/z Errlppm / mmu] U.S. [+ H 35CI 371C1 N ]
7 301.1173 -38.3 / -11.5 0.8 19 20 - 1 - 1
8 301.1233 -58.3 / -17.5 0.0 18 20 1 - 1 1
9 301.1047 +3.5 / +1.110.0 18 18 - 1 1 1
10 301.0814 +81.0 / +24.4 6.0 15 19 1 1 1 1
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HRMS of 3ag

[ Mass Spectrum ]
Data : 20231128 HREI 3ag001
AT : 0.75 min Scan® - 6

Date : 28-Nov-2023 15:42

Elements : C 20/0, H 20/0, 35C1 1/0, 37C1 1/0,N 1/0, 0 1/0
Mass Tolerance  : 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500
Unsaturation (U.S) : 0.5 - 100.0

[%]
1400336
1004

Observed m/2z
285.0910
Estimated m/z
285.1098
285.0865
285.1046
285.0860
285.0627
285.1154
285.0020
285.0734

00 OO DR -

Observed m/z
287.0039

Estimated m/2
9 287.1203
10 287.1017
11 287.0783
12 287.1077
13 287.080
14 287.0658

285.1

100 200 300
Inth
100.00
Errlppm / mmul] U.S. c
-66.0 / -18.8 10.0 18
+15.8 / +4.5 6.0 15
-47.8 / -13.6 9.5 18
+17.5 / +5.0 10.5 18
+99.3 / +28.3 8.5 15
-85.5 / -24.4 14.0 20
-3.7/7 =-1.0 10.0 17
+81.6 / +17.6 11.0 17
Inth
47.22
Errlppm / mmu] U.S. c
-91.8 / -286.4 8.5 18
-27.1 / -7.8 9.8 18
+64.2 / +15.8 5.5 15
-48.0 / -13.8 9.0 17
+16.7 / +4.8 10.0 17
+98.0 / +28.1 6.0 14

H
18
19
18
16
17
15
16
14

H
20
18
19
18
16
17

3sci

3sci

3arc

arci

Cl

NH

500 600
N o
1 =
1 -
= 1
it 1
= 1
1 1
1 1
1 1
N o
- 1
- 1
- 1
1 1
1 1
1 1
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HRMS of 3ah

[ Mass Spectrum ]

Data : 20231128 HREL 3ah001 Deate : 28-Nov-2023 1550

RT : 0.30 min Scan®:3

Elements : C 20/0, H 20/0, 35C1 1/0, 37CI 1/0,N 1/0,0 1/0

Mass Tolerance  : 100ppm, Smemu if m/z < 50, 50mmu if m/z > 500
Unsaturation (U.S) : -0.5 - 1000

[%]
1351‘%%()3 285.1
] o}
h Cl
B0 |
NH
60—
] 2871
40
20
L i |
0="r T y T y T T T T T T
100 200 300 400 500 600 700
Observed m/z Inth
285.0910 100.00
Estimated m/z Err[ppm / mmu] U.S. [ H 35CI 37CI N (]
1 285.1098 -66.0 / -18.8 10.0 18 18 - 1 1 -
2 285.0865 +15.8 / +4.5 6.0 15 19 1 1 1 -
3 285.1046 -47.8 / -13.6 9.5 18 18 1 - - 1
4 285.0860 +17.5 / +5.0 10.5 18 16 - 1 - 1
5 285.0627 +99.3 / +28.3 6.5 15 17 1 1 - 1
L] 285.1154 -85.5 / -24.4 14.0 20 15 = - 1 1
7 285.0920 -3.7/ =1.0 10.0 17 16 1 - 1 1
8 285.0734 +81.6 / +17.8 11.0 17 14 = 1 1
Observed m/z Inth
287.0902 41.13
Estimated m/z Errlppm / mmu] U.S. [+ H 35CI 2371CI N 0
] 287.0628 +95.8 / +27.4 14.5 20 12 1 - - =
10 287.1017 -30.9 / -11.5 5.5 18 18 - 1 - 1
11 287.0783 +41.3 / +11.9 5.5 15 19 1 1 = 1
12 287.1077 -60.9 / -17.5 9.0 17 18 1 - 1 1
13 287.08901 +3.90 / +1.1 10.0 17 16 - 1 1 1
14 287.0658 +85.1 / +24.4 6.0 14 17 1 1 1 i

m/'z
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HRMS of 3ai

Elemental Composition Report Page 1
(0]
Single Mass Analysis cl
Tolerance = 5.0mDa / DBE: min =-1.5 max = 50.0
Element prediction: Off |
Number of isotope peaks used for i-FIT = 3 NH
Monoisotopic Mass, Even Blectron lons. o
451 formulafe) onlunndwm 4 results within limits (up to 20 closest results for each mass) ~
Elements Used:
31100 H:1-100 N:1-10 O:1-10 Cl:1-3
m‘nwm 273 (2 674) Cm (271 275-{250:263+280-292)) 1: TOF MS ES+
9. 28e+006
2880803
2000776
280 564 288 .. 2
: ;mgw : 'd 2951913 ; 2017 304301 :u"w
2800 2850 200 0 0 0
1.
500.0 50.
Mass Calc. Mass msDa PR DEE ormula
IE.0803 JRE.0M™I 1.2 4.2 9.5 ClEHISNOGC
2880823 -2.0 -69 1.5 CSHISNT
288.0769 34 1.8 0.5 Cl0HXO N 04 CI2
285.08%0 -4.7 -16.3 0.5 OOHI9NOICI
HRMS of 3aj
Elemental Composition Report o Page 1
Single Mass Analvsis Cl
Tuieranoe-somDa DBE: min = -1.5, max = 50.0
Element prediction: Off |
Number of isotope peaks used for I-FIT = 3 NH
Moncisotopic Mass, Evan Blactron lons
451 formulafe) evaluated with 5 results within limits (up to 20 dosest results for cach mass)
Elements Usad:
C'IIOO H:1-100 N:1-10 O:1-10 CI:1-3
mn:vmaz&ﬁ&)&n:mmmmmn 1: TOF MS ES+
(ONG 1.310+007
. 288,070
8|22
200762
0988 SRME | 2010791
ol L2500 241017 2651083 2, ol mos] [ eevm | | | (. zsgess Wi Mgz
2650 2675 2600 2625 2650 2675 Z00 226 2750 2705 2800 2825 2860 2875 2000 2025 2060 ﬁ.s 00 025 3050
Minimum: 1.5
Maximus: 5.0 500.0 %0.0
Mass Calc. Mass mDa 23] DEE Formula
288.0790  258.0791 -0, 0.3 9.5 CI6HISN®RC
288,079 2.0 7.3 0.5 CLOH0NO4CI2
2880823 -3.3 -1i.5 1.5 CSHISNTOSCl
288.0751 3.9 13.5 5.5 Cl1 HI5S N3 04 Cl
%8073 47 163 15 cemewm a2
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HRMS of 3ak

Elemental Composition Report

Single Mass Analysis cl
Tolerance = 10.0mDa / DBE:min = -1.5, max = 50.0

Element prediction: Oft |
Number of isotope peaks used for i-FIT = 3 NH
Monoisolopic Mass, Even Blectron lons
EEhrmmmmmumwummmwzsmuwummruw

C:1-100 H:1-100 N:1-10 O:1-10 Ci:1-3

NO,

Jak
240131YADD1 277 (2700) Cm (275:279-(266:270+291:205))

Page 1

1:TOF MS ES+
6.080+008

' 3030542
3050515
2635181 ae78 zums ggﬁ g7py 2996015 3030114
0 0 ﬁ zvbo ﬁn A" T
Minimm: B80.00 -1.5
Maximm:  100.00 10.0 500.0 50.0
Mass A Calc. Mass mla Pl DBE Formula
303.0542 100.00 303.0536 0.6 2.0 105 CISHI2N203Cl
03.0515 2.7 B9 L5 DHIMNOSCI2
303085 5.3 -17.5 1.5 CBHI6MZOBCI
303.046 04 -1.3 L5 CYHIEMOC
303.0627 -8.5 -28.0 1.5 CS HI7 M O4Ci2
303.0496 4.6 15.2 6.5 CI0 HI2 N4 05 C]
303. -6.7 -22.1 6.5 (9 HI2 N6 04 Cl
303045 56 284 2.5 CSH2MOICI
" 1.4 4.6 65 CIOHI3NOCI2
3. 5.4 178 2.5 C5HI3INS03Cl2
3.05 -2.6 -B.6 2,5 C4HI2 NS 06Cl
B.0510 32 106 115 ClIEBROC
303.0469 7.3 4.1 7.5 C6 HE NID 03 CI
303.0600 -5.8 -19.1 2.5 C4 HI3 NIO 02 C12
HRMS of 3al
Elemental Composition Report o Page 1
Single Mass Analysis Cl
Toleranoe-somna / DBE: min = -1.5, max = 50.0 |
Element prediction: Oft
Number of isotope peaks used for I-FIT = 3 NH
Monoisotopic Mass, Even Blectron lons
512m{e>wduwm7wmwmmmmnmum results for each mass)
Elements
C'IIOO H1fl20 N:1-10 O:1-10 Cl:1-3
3 NO,
2307 11YADO3 266 (2 509) Cm (2565:260-(245:250+271:278)) 1:TOF MS ES+
1004008
' 030530
206.0513
s e BES0  ouores wrurs TS0 as0smaznoney | | | RO o IS smome
2850 2700 Z50 o 2850 0 0 o 3050 300  ;MED 3200
Minimums: -1.5
imus: 5.0 0.0 50.0
Mass Calc. Mass sDa PRl DBE Formula
33.05% 3030536 03 1.0 105 CISHIZN03CI
03.056 0.7 2.3 1.5 HIE N4 0 C13
303.0528 1.1 36 6.5 CIOHI3NOCI2
030515 2.4 1.9 1.5 C9HITNOSCI2
303.058 29 9.6 2.5 C4HI2NZO6Cl
303.0510 2.9 9.6 11,5 CIIESN80C]
30308 4.3 142 6.5 ClOHIZMO5CI
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HRMS of 3am

Elemental Composition Report Page 1
o}
Single Mass Analysis
Tolemnue.wmnoa / DBE:min = -1.5, max = 50.0 Cl
Element Dredﬂon |
Number of isotope peaks used for i-FIT = 3
Manoisotopic Mass, Even Electron lons NH
512 lomua{olwal.lmm 14 results within limits (up to 25 closest results for each mass)
C1100 H1100 N:1-10 O:1-10 Cl1-3
3am
240205YAC003 255 (2.500) Cm (254:257-(240:247+272:279)) 1: TOF MS ES+
£.922+005
1 NO, 303.0541
mr
3060544
(] 2835384 epgcpe 12600 2rara0 22150 20733 2005865 T2 sg70080 301.0005 oas20 32370 araen
T | . | T T T : T i e A EL | | e o | R | T
2650 2700 2750 2850 2000 250 3000 3050 a1ho 3160
Minimm:  80.00 =1.5
Maximom: 100.00 10.0 500.0 50.0
Mass EA Calc. Mass ﬁ 43 ] DBE Formula
303.0541 100,00 303.0536 0.5 1.6 105 CISHI2N2 03 Cl
03.046 0.5 -1.6 1.5 C9HISMOCI
303.0528 1.3 43 6.5 CIOHI3N6OCI2
303.0515 2.6 B.6 1.5 HIT N2 05 Cl2
303.0568 2.7 -89 2.5 CAHI2NEO06CI
303.0510 3.1 102 11.5 ClIHSNSOCI
03.049 4.5 148 6,5 CIOHI2MOSCl
303.0488 53 17.5 2.5 (CSHI3INSO3CI2
03,0595 54 178 1.5 GH6ENOBCI
303.0600 -59 -19.5 2.5 (4 HI3 N10 02 Ci2
303. 0609 68 -2.4 6.5 CIHI2NMCI
N9 7.2 B8 7.5 CEHBNIOOICI
03.045% 8.5 280 25 CSHRZNOIC
303.0627 8.6 -284 1.5 CEHI7TMO4CI2
HRMS of 3an
Elemental Composition Report Page 1
(0]
Single Mass Analysis
Tolerance = 5.0mDa / DBE: min = -1.5, max = 50.0 Cl
Element prediction: Off |
Number of isotope peaks used for i-FIT =3 NH
Moncisotopic Mass, Even Elactron lons cl
mmtnlwmnmmwmmm {up to 20 closest results for ach mass)
mants Used:
01100 H:1-100 N:1-10 O:1-10 Ck1-3
10
230711YAD10 289 (2.831) Cm (289 2279+310:318) 1:TOF MS ES+
2831 28027, ) 5.460+007
" 2920284
2040233
256.0455 261.0887 2648176 276.0106 279.0023 | 2|95.1:m 300.8915 300.9588
" 2660479 > ZTp. 2740136 - - 2831359 4458 I I L2802y 034587, S 3161,
IARP= T o zeko T 200 250 0 0 0 | 2080 | 2000 | 3080 3100 ‘
Minimus: -1.5
imum: 5.0 500.0 50.0
Mass Calc. Mass mDa PR DBE Formula
292.0284 292.0096 -1.2 -4.1 9.5 CISHI2ZNOCI2
2920278 0.6 2.1 145 CI6HIN3OCI
22,047 3.7 127 1.5 C5HIANTOCI3
202037 4.7 161 10.5 Cll H7 NS 03 Cl
291.02% 2.8 9.6 5.5 ClOHI2 N3 03 C12
2920274 1.0 34 0.5 CYHITNOICI3
22,0310 <26 -89 6.5 CS5HITNMC]
2920328 -4.4 151 1.5 CAHI2NTO4CI12
2 1.2 -41 1.5 CAHILNSO8C
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HRMS of 3a0

Elemental Composition Report cl

Single Mass Analysis |
Tolerance = 10.0mDa / DBE: min = -1.5, max = 50.0 NH
Element prediction: Off

Number of isotope peaks used for I-FIT = 3

Monoisotopic Mass, Even Blactron lons
mmm;mwmwmmmmwzsmmmuncnm) Cl
Elements Used.

C:1-100 H:1-100 N:1-10 0:1-10 Cl:1-3

Eqpt723

2a0130YAO01 278 (2717) Cm (276:280-{265:270+202207))

1

Page 1
1: TOF MS ES+
1.7504007
2020305
240776

ol f&

27788 2567462 mm y mnmgnousn 2855822288518 pongras | |
aebn 2660 Eo ! ! AP YR

BT zsko 0
Minimum: d -1.5
imm: 100.00 10.0 500.0 50.0
Mass RA Calc. Mass ma PP DBE la
2920305 100.00 292.0296 0.9 31 9.5 CISHI2ZNOCI2
292,074 3.1 10.6 0.5 7 N.O3 C13
292.0024 8.1 7.7 5.5 CIOHINOTCI
292.0355 -5.0 -17.1 0.5 N 06 C12
22.0377 -7.2 4.7 9.5 CUHINMC
92.025% 4.9 16.8 5.5 ClOHI2 N3 03 C12
9.0 -81 277 0.5 CBHITNIOZCI3
920278 2.7 9.2 145 CleHTNAOC
292.0336 -3.1 -10.6 5.5 C9HIlI N3O6Cl
.09 09 3.1 1.5 CAHINOSCI
2.0368 -6.3 -21.6 5.5 9 HI2N5Q2Cl2
.37 68 233 105 CLUHWMOC
2920215 90 308 1.5 CSHI2NS05CI2
2920247 5.8 199 1.5 C5HI3N7OCI3
192.0350 -4.5 -15.4 10.5 ClO M7 N7 02 Cl
2920328 -23 .7.9 1.5 C4 HI2 N7 04 CI2
92. 76 20 65 CGGHEMWOC
292.0310 0.5 1.7 65 CHMWMC
HRMS of 3ap
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0 O
Element prediction: Off cl
Number of isotope peaks used for i-FIT = 3 |
Monoisotopic Mass, Even Boctron lons
460 formulale) evaluated with B results within limits (up to 20 closest results for each mass) NH
Elements Used:
C:1-100 H:1-100 N:1-10 O:1-10 Ck1-3
4
230711YAO04 277 (2 709) Cem (275.279-(266:260+200-202)) 1: TOF MS ES+
1.0de+007
4 2920209
Cl
2040272
| TP e oo s
o T -t I Ly ’ T
2080 300.0 0 3100

Minimus: -1.5
imum: 5.0 500.0 50.0
Mass Calc. Mass sDa PRl DBE Formula
292.0299 029 03 1.0 95 CISHI2ZNOCI2
2.02 0.3 1.0 1.5 C4HIINSCECI
292.0310 -1.1 -3.8 6.5 CSHT N9 4 C1
292.0278 2.1 7.2 4.5 Cl6HTNIOCI
292.0274 2.5 8.6 0.5 C9 HIT K 03 C13
292.0328 -2.9 9.9 1.5 C4HIZN O4CI2
292.0336 3.7 -12.7 55 (9 HII N3 06 Cl
292.025 4.3 14.7 5.5 C10 Hi2 K3 03 CI12
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HRMS of 3aq

Elemental Composition Report

Single Mass Analysis

Tobranoe-wornDa / DBE: min = -1.5, max = 50.0
Element pradwon

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Blectron lons

386 formulaje) evaluated with 10 results within limits (up to 25 closest results for each mass)
Elements Usad:

C:1-100 H:1-100 N:1-10 0O:1-10 CL1-3 Br1-3

ExptT34

240130YADO3 283 (2.760) Cm (281:285-(271 275+ 208-302))

1

0.9660 5

Page 1
Cl
NH
1: TOF MS ES+
2.068+007
3379773
350702
Br
3309746

Minisus -1.5
imm 10.0 500.0 50.0
Mass Calc, Mass mDa P [BE Formula
3359792 3359®W1 0.1 03 95 CISHR2KOC] Br
335.9%9 2.3 638 0.5 (9HITNO03CI2Br
3359823 3.1 -9.2 1.5 C4 HI2 N7 04 Cl Br
3359751 4.1 12.2 5.5 ClOHI2 M3 03 Cl Br
3359742 5.0 149 1.5 C5HI3INTOCI2 Br
335.9850 -5.8 -17.3 0.5 CS H16 N 06 Cl Br
335974 68 202 65 CoHEMIOCI Br
335.9863 7.1 -21.1 5.5 (C9HI2NSQ2ClBr
3350710 8.3 244 1.5 C5HI2INS0SClBr
3359881 -89 -26.5 0.5 CEHIT N3 Q2 CI2 Br
HRMS of 3ar
Elemental Composition Report
Single Mass Analysis
Tolerance = momDa / DBE:min = -1.5, Max = 50.0
Element prediction: Oft

Number of isotope peaks used fori-FIT=3

Moncisotopic Mass, Even Blectron lons

:&1W{o]wﬂumm10rmmmhlm(unm25mumsmmm}
ments

C:1-100 H:1-100 N:1-10 0O:1-10 Cl:1-3

Expt733

240130YAQO2 248 (2.420) Crm (246:250-(235:240+263:268))

5347
i}
Minimom:  80.00 -1.5
Maximom:  100.00 10.0 500.0 50.0
Mass RA Calc. Mass mDa PPN DEE la
272.0849 100.00 272.0842 0.7 2.6 95 CI6HISNOCI
7M2.0874 -2.5 -9.2 1.5 CSHISNTO4CI
272.0820 2.9 10.7 0.5 (Cl0OH20ONOQ3CI2
272.0802 4.7 17,3 55 CILHISNZO3CI
2720901 -5.2 -19.1 0.5 OH9NO6Cl
2720793 5.6 206 1.5 06 H6N OCI2
2712.0914 -6.5 -23.9 5.5 ClO KI5 NS 02 Cl
27.’.0??5 74 212 65 CIHIMNOC
272.0933 -8.4 -30.9 0.5 90N 02C12
M.0762 8.7 320 1.5 C6HISNSOSCI

3210643 328.6332 3316667 349705 | | gw-mig.u.uzr 3407158 7
- + r mz
} xa'oo TUamo | 300 0 2450 3800 ﬁ.o

NH

Page 1
1: TOF MS ES+
8274006
Z20849
274 0822

%8763 22 | | ZIS0%0 7161 200 2607
l\%‘ Torrery T d T T % T . mz
2600 0 2700 P2 1) 2800 0 2000
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HRMS of 3as

[ Mass Spectrum ]

Data : 20231128 HREL 345001 Date : 28-Nov-2023 15:57

AT : 0.15 min Scan#: 2

Elements : C 20/0, H 20/0, 35C1 1/0, 37C1 1/0, N 1/0, 0 1/0

Mass Tolerance  : 100ppm, Smmu f m/z < 50, 50mmu if m/z > 500
Unsaturation (U.S) : 0.5 - 1000

[%]
13197168 285.1
100+
o
BO— (¢]]
NH
0
40 194.0 281
204
. " 4L
0="r T T T f T T " T T
100 200 300 400 500 600 700
Observed m/2z Inth
285.0912 100.00
Estimated m/z Err(ppm / mmul] U.S. c H 35CI 37CI N o
1 285.1098 -65.3 / -18.6 10.0 18 18 = 1 1 -
2 285.0865 +16.5 / +4.7 6.0 15 19 1 1 1 -
3 285.1046 -47.1 / -13.4 9.5 18 18 1 - . 1
4 285.0860 +18.2 / +5.2 10.5 18 16 - 1 - 1
5 285.0627 +100.0 / +28.5 6.5 15 17 1 1 - 1
L] 285.11654 -84.8 / -24.2 14.0 20 15 - = 1 1
7 285.0920 -3.0/ -0.8 10.0 17 16 1 - 1 1
8 285.0734 +82.3 / +17.8 11.0 17 14 - 1 1 1
Observed m/2z Inth
287.0902 34.43
Estimated m/z Errlppm / mmu] U.S. c H 35CI 371CI N o]
9 287.0628 +95.8 / +27.4 14.5 20 12 1 - = a
10 287.1017 -38.89 / =-11.56 0.6 18 18 - 1 - 1
11 287.0783 +41.3 / #11.9 &.8 15 19 1 1 = 1
12 287.1077 -80.9 / -17.5 5.0 17 18 1 - 1 1
13 287.0801 +3.9 / +1.1 10.0 17 16 - 1 1 1
14 287.0858 +86.1 / +24.4 6.0 14 17 1 1 1 1
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HRMS of 3ba

Page 1

Elemental Composition Report 0

Single Mass Analysis cl
Tolerance = S.0mDa / DBE: min = -1.5, max = 50.0 |
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 NH

Monoisatopic Mass, Even Blectron lons

381 formulafe) evaluated with 5 results within limits (up 1o 20 closest resuits for each mass)
Eloments Used:

C:1-100 H:1-100 N:1-10 O:1-10 Cl:1-3

13

230711 YAD13 277 (2.709) Cm (275:279-{264:267 + 297 299))

Minimm: =15
Maximum: S.0  500.0 50.0
Mass Calc. Mass sDa PN DBE Formula
272.0833  272.0842 09 -33 95 CI6HISNOCI
272.0820 1.3 4.8 0.5 Cl0 H20 N3 C12
272.0802 3.1 1l.4 55 ClLHSNOICI
272.0793 4.0 4.7 1.5 OC6HI6NTOCI2
272.0874 -4.1 -15.1 1.5 CSHISNTO4Cl
HRMS of 3bj
Elemental Composition Report O Page 1
" X Cl
Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0 |
Element prediction: Off NH
Number of isotope peaks used for i-FIT = 3
anmm Even Eloctron lons
509 (o) evaluated with 11 results within limits {up to 25 closast results for each mass)
Elements Used:
C:1-100 H:1-100 N:1-10 0O:1-10 Cl:1-3
Expt748
240130YAQOS 268 (2.612) Cm (265:270-{254.250+283:288)) (NG 1-TOF MS ES+
5 670+006
1 3020947
3040621
3050049
ol f"‘j‘! 257.6014 270 s4ls| 1 2707501 v 2860763 ; : 301.0859 L | b I_{:m aaos_g!o.??n? 0847318 i L
e 2750 o ) o 0 aobn 3050 3100 3150 o
Minimm: -1.5
Max imus: tm 00 10.0  S00.0 50.0
Mass RA Calc. Mass mDa  PPM_ DBE Formula
302.0947 100,00 3020948 -0.1 0.3 9.5 CITHIINO2C]
302.0926 2,1 7.0 0.5 Cll1 H22 N 04 Ci2
302.090 3.3 -10.9 1.5 C6 HIT N7 0S Cl
302.0908 39 12,9 5.5 CI2HITNI D4 Cl
020899 4.8 159 1.5 C7 HIE N7 Q2 Ci2
302.1007 -6.0 -19.9 0.5 Cl0H2I NO7Cl
302.1011 .6.4 -21.2 1.5 Co HIE N O CI2
302.0881 6.6 2.8 6.5 CBHI3N9O2Cl
302.1020 7.3 -24.2 5.5 ClHLHITNS O3 Cl
0867 80 2.5 1.5 CIHINSO6CI
3021038 9.1 -30.1 0.5 CI0 H22 N3 03 C12
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HRMS of 3bl

Elemental Composition Report 0 ol Page 1
Single Mass Analysis |
Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Oft NH
Number of isotope peaks used for I-FIT = 3
Monoisotopic Mass, Even Blectron lons
571 formulafe) evaluated with 15 results within limits (up to 25 closest results for each mass)
Eloments Usad: NO.
C:1-100 H:1-100 N:1-10 O:1-10 Cl:1-3 2
Expt-743
240131¥A003 271 (2.657) Cm (271:273-(260:265+286:200)) 1: TOF M5 ES+
53504008
317.0606
319.0670
3200699
2o TR aie auseed2 | | Triamen messsge,
rry T Y T T T
3000 2050 3100 350 3200 azs0 0.0 3360
Minimum: 80.00 -1.5
Maximm:  100.00 10.0 500.0 50.0
Mass RA Calc. Mass mn iy ] DBE Formula
317.0696 100.00 317.0693 0.3 0.9 10.5 Cl6Hl4aN203C
317.0703 0.7 -2.2 1.5 CIOHOMOCI3
317.0684 1.2 38 6.5 CIIHISN6OCI2
317.0671 2.5 7.9 1.5  ClOHI9 N2 05 Ci2
370725 -19 9.1 1.3 CSHM4MOSCI
37.0666 3.0 9.5 11.5 CI2ZHIONE OCI
317.0653 4.3 136 6.5 Cll HI4 N8 05 Cl
317.0644 5.2 164 2.5 O HIS K8 03 C12
37072 S56 -17.7 1.5 OO HIBM2O8 Cl
317.0757  -6.1 -19.2 2.5  CS HIS NIO 02 CI12
317.0765 6.9 -21.8 6.5 CIOHI4N04Cl
317.0626 7.0 2.1 7.5 CTHONWOO3Cl
317.0612 4 2.5 2.5 06 Hl4N6OTCI
317.0783 8.7 -27.4 1.5 9 H9 M O4CI2
317.0604 2.0 -1.5 C HIS NIO 05 C12
HRMS of 3bp
Elemental Composition Report Page 1
(0]
Single Mass Analysis cl
Tolerance = 10.0mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off |
Number of isotope peaks used for i-FIT = 3 NH
Moncisotopic Mass, Even Elactron lons
533 formula(e) evaluated with 19 results within limits {up to 25 closest results for each mass)
Elements Used:
C:1-100 H:1-100 N:1-10 O:1-10 Cl1-3
3bp
240205YA0002 269 (2631) Cm (209:291-(273:281+307 1 3)) 1: TOF M5 ES+
cl 55504008
. 306 0450
2] ZO0679 573 0419 281 4205 gas 00D J0UAEN 20N o
T T T T L} T T
2700 2750 2800 2850 2900 2050 3000
Minisum: B0.00 -1.5
Maximus: 100,00 10.0 500.0 50.0
Mass RA Cale. Mass mln 33 ] DBE Formula
306.0450 100.00 306.0452 -0.2 -0.7 9.5 Cl6H4NOCI2
3060453 0.3 1.0 1.5 CSH3IN5SOBCI
306.0434 1.6 5.2 145 CITHONIOCI
306. 0466 -1.6 5.2 6.5 N9 04 C1
We.0431 1.9 62 0.5 Cl0HI9 N O3 CI3
306.0484 -3.4  -11.1 1.5 CS Hl4 N7 04 C12
06.0412 38 124 55 CllH4NI03C12
06.0493 4.3 -14.1 5.5 CI0 HI3 N3 06 Cl
06,44 4.6 150 1.5 O6HISNTOCL3
306. 0506 -5.6 -18.3 10.5 Cll H9 N7 02 CI
W06.0394 56 183 105 CI2H9NSO3CI
06.0511 -6.1 -19.9 0.5 (9 HI8NO6CI2
06,0385 6.5 2.2 65 C7HOMNOC2
3060381 69 2.5 55 ClIIH3INOIC]
306.0525 «7.5 -24.5 5.5 ClO H14 N5 02 CI2
306.0372 7.8 5.5 1.5 (06 Hl4 N5 05 Cl2
06,0533 8.3 271 9.5 CISHIINO4CI
06.0543 9.3 -30.4 0.5 (9 HI9 N3 Q2 CI3
060354 9.6 34 65 COBPNOGC
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HRMS of 3ca

Elemental Composition Report Page 1
Single Mass Analysis (0]
Tolerance = 5.0mDa / DBE: min = -1.5, max = 50.0 cl
Element prediction: Off
Number of isotope peaks used for i-FIT =3 |
Monoisolopic Mass, Even Blectron lons \O NH
451 formula(e) evaluated with 4 results within limits (up to 20 closest results for each mass)
Elements Used:
C:1-100 H:1-100 N:1-10 O:1-10 Cl:1-3
]
230711 YAQD® 257 (2.517) Cm (255250-(230.245+275:280)) 1- TOF MS ES+
1.8604007
100+ 2880800
%
2000773
-
a 2521026 0502 7aa7 2535139 2780 omoppy 272062 2753255 ?‘-mw zeong | | 2 ‘@“‘“ﬁ’-%ﬁﬂ‘-m 307 9540
T T T T TrriT T T T T ™ T T miz
2500 2550 2600 2650 Z00 2750 2800 2850 2000 2050 300.0 3050
Minimm -1.5
Max imos: 5.0 500.0 50.0
Mass Calc. Mass ala s | [BE Formula
258.0800  288.0791 0.9 31 9.5 Cl6HISNDC]
2880823 2.3 8.0 1.5 CSHISNIOSCl
288.0769 3.1 10.§ 0.5 CIOHONMCI2
288.0751 4.9 17.0 55 ClHHSNOMC
HRMS of 3cj
[ Mass Spectrum ]
Data : 20231220 HREI Expt-736001 Date : 20~Dec-2023 11:59
RT : 0.45 min Scanft - 4
Elements : C 20/0, H 20/0, 35C1 1/0, 37C1 1/0, N 1/0. 0 3/0
Mass Tolerance  : 100ppm. Smmu f m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : 0.5 - 1000
(%] (o}
5173504 317.1
1005 Cl
] - |
80 (6] NH
60_
4 O\
10 -
,'NJJ,I
20 135.0 283.1
04 .l, b 4;.11_ i I — m/z
r T Y } 4 f . T T t T T t T r
100 200 300 100 500 600 700 800
Observed m/z Inth
317.0812 100.00
Estimated m/z Err(ppm / mmu] U.S. [+ H 35C1 37C!1 N
1 317.0678 +42.3 / +13.4 10.5 19 17 1 1 =
2 317.05582 +82.0 / +26.0 11.0 18 15 1 1 1 -
3 317.0607 +64.5 / +20.5 15.0 20 12 1 g 1 1
4 317.1122 -97.9 / -31.0 9.5 19 20 - 1 - 2
5 317.0987 -58.2 / -18.5 10.0 18 18 - 1 1 2
L] 317.0763 +15.3 / +4.9 6.0 15 18 1 1 1 2
7 317.0044 -41.8 / =-13.2 9.5 18 18 1 - - 3
a 317.0758 +16.9 / +5.4 10.5 18 16 - 1 - 3
9 317.0525 +90.4 / +28.7 6.5 15 17 1 1 - 3
10 317.1052 =75.7 / =-24.0 14.0 20 15 - - 1 3
11 317.0818% -2.1/ =0.7 10.0 17 16 1 - 1 3
12 317.0633 +56.5 / +17.9 11.0 17 14 - 1 3
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HRMS of 3¢l

Elemental Composition Report [e) Page 1
Single Mass Analysis Cl
Tolerance = 10.0mDa / DBE: min = -1.5, max = 50.0 |
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 \O NH
Monoisotopic Mass, Even Bloctron lons
643 formulale) evaluated with 17 results within limits (up to 25 closest results for each mass)
Elemants Used:
C:1-100 H:1-100 N:1-10 O:1-10 Cl:1-3
Expt 737
240131 YAC02 250 (2 534) Cm (258.261-(247 262+276:281)) NO, 1: TOF M ES+.
1.46e+007
" 3330845
50618
_— INE0SB] 517 pugy 2190405 327.0100 amoag | | B 14285 7 4188 -
: e -
3050 300 3150 3200 250 0.0 ] 0 0 3500
Mimimm. -1.5
i 500.0 50.0
Mass PP DBE Formula
333.0645 0.9 10.5  C16 H14 N2 04 C1
2.1 L5 CIO H20 M4 02 €13
3.3 6.5 CllHIS Ne 02 CI2
7.5, L5  ClOHI9 N2 06 C12
.7 15 CSH4NO0CI
9.0 11.5 Cl2HIONS 02 Cl
129 65 CllH4806Cl
156 2.5 O6HLS N8 Q4 CI2
-16.8 1.5 OHSN®C
-168.3 2.5 (5 HIS K10 03 C12
-20.7 6.5 Cl0 Hl4 N6 05 CI
A.0 7.5 €7 HIO K10 04 CI
4.9 2.5 (06 HI4 N6 08 C1
9 1.5 €1l HIO N0 0 C1
5.2 105 C17HIS K2 OCI2
- 1.5 09 HI9 8405 CI2
-125  CHIS NIO 06 C12
HRMS of 3¢cp
[ Mass Spectrum ]
Data : 20231220 HREI Expt-739002 Date : 20-Dec-2023 1501
RT : 0.60 min Scan# : 5
Elements : C 16/0, H 15/0, 35Ci 2/0, 37C1 2/0,N 1/0.0 2/0
Mass Tolerance  : 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : -0.5 - 100.0 (0]
Cl
(%] |
75056 3210 ~
100 (@) NH
80—
) 323.0 Cl
m-
10— -
135.0
e P aad iii m'r
] . ] g I . 1 ¢ 1
100 200 300 100 500 600 700 ROO
Observed m/z Int%
321.0318 100.00
Estimated m/z Errlppm / mmul] U.S. [+ H 35C1 37101 N [+
1 321.0082 +73.5 / +23.6 1.0 14 14 1 2 1 1
2 321.0030 +89.7 / +28.8 6.5 14 14 2 1 - 2
3 321.0323 =1.7/ =0.5 10.0 16 13 2 - 1 2
4 321.0137 +56.3 / +«18.1 11.0 16 1 1 1 1 2
Observed m/z Inth
322.0260 82.43
Estimated m/z Errlppm / mmu] U.S c H 3s5Cl 37C! N 0
5 322.01860 +31.0 / +10.0 6.5 4 15 1 2 1 1
L] 322.0108 +47.2 / +15.2 6.0 14 15 2 1 - 2
7 322.0402 -44.0 / -14.2 9.5 16 14 2 - 1 2
8 322.0218 +13.8 / +4.4 10.5 18 12 1 1 1 2
] 321.9982 +86.2 / +27.8 6.5 13 13 2 1 1 2
10 322.0030 +71.86 / +23.0 11.5 16 10 - 2 1 2
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HRMS of 3da

Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off cl
Number of isotope peaks used for I-FIT = 3

Monoisotopic Mass, Even Bleciron lons

460 formulaje) evaluated with 18 results within limits (up to 25 closest results for each mass)
Eloments Used:

C:1-100 H:1-100 N:1-10 O:1-10 Ck1-3

Expt753

240130YA008 279 (2 726) Cm (278:281-(265:270+207-303))

Cl

NH

292030

Page 1

?sfmfﬂ?m SIS ABNE JTAMN oy

. 2580504
! asfn " 2600

. g ws DRSS, 00 TE0IES fﬂﬁm.mg zazseg 2 0217 |
'ﬁa'zf&n'ﬂEo'.n'a&o'a'ﬂ.n‘

2050 000 © a0s0 3100
Minimus: §0.00 -1.5
Maximem: [00.00 10.0 500.0 50.0
Mass RA Calc. Mass niha 2y | DBEE Formula
292.0301 10000 292.0296 0.5 1.7 9.5 CISH2NOCI2
2.00% 0.5 1.7 1.5 CAHINSOBCI
2920310 -0.9 31 65 CSHMWOMC
2.0278 2.3, 7.9 145 Cl6HIN3OCL
292,038 .27 -9.2 1.5 C4 HI12 N7 O4C12
920274 27 92 035 CYH7INOICI
292.0336 -3.5 -12.0 5.5 (C9Hl K306Cl
025 4.5 154 5.5 ClO HI2 N3 03 CI2
920350 -4.9 -16.8 10.5 Cl0H7 N7 02 Cl
292.0355 -5.4 -18.5 0.5 (C38HI6NO6CI2
292.0247 5.4 185 1.5 C5HI3NTOCI3
92.0237 6.4 219 105 CllHINS03Cl
292.0368 6.7 -22.9 5.5 9 HI2 NS 02CI2
9.2 4.7 6.5 C6HEBWOC
292.0377 7.6 -26.0 9.5 Cl4HII NO4CI
292.0224 %.4 55 CIOHLNOCl
2.0386 -85 -29.1 0.5 CRRI7TM302CI3
920215 86 M4 1.5 CSHIZNSOSCI2
HRMS of 3dj
Elemental Composition Report Page 1
Single Mass Analysis o
Tolerance = 10.0 mDa / DBE: min = -1.5, Max = 50.0 Cl
Element prediction: Oft
Number of isotope peaks used for i-FIT = 3 |
Monoisotopic Mass, Even Eloctron lons Cl NH
604 formulafe) evaluated with 20 results within limits (up to 25 closest results for each mass)
Elements Usad:
C:1-100 H:1-100 N:1-10 O:1-10 Cl1-3
Expt754
240130YAQ09 273 (2.674) Cm (271:275-{260-265+201:296)) 1: TOF MS ES+
24204006
322 0405
1 O\
324.0378
2891298 295.1908 302 3070 206.0257 3168676, 328 0304 3348000 3384915
o o S 297113 5 3040000 % 5318.3005 . ﬁ‘m_z 3
+ * m'z
) zagn Um00 | 2050 000 3050 3100 3150 3200  8%0 3000 ;0 300
Minimm: 80.00 -1.5
Maximus: 100,00 10.0 500.0 50.0
Mass RA Calc. Mass mla PP DBE  Formula
322.0405 100.00 32.0402 0.3 0.9 9.5 Cl6 Hl4 K02 CI2
MR 03 09 1.5 CSH3INOC
M5 -l0 -3 65 AWM OSCI
322.0383 2.2 6.8 145 CITHIN3I 02 C1
320380 25 7.8 05 CIOHI9NO4CII
122,433 2.8 -8.7 1.5 CSHANO5CI2
2.0442 -3.7 -11.5 5.5 CIOHI3INIOTCI
322,061 4.4 137 5.5 Cll HI4N3 04 CI2
3IR.4s5  -5.0 -15.5 10.5 ClILEWNTO3cCl
322,353 S22 160 1.5 C6HISNT02CI3
0460 .55 -17.1 0.5 C(OHIBNOTCI2
322.0465 6.0 186 1.5 CSHISMOCI3
In.043 6.2 19.3 10.5 CI2RHINS (M CI
322.0474 -6.9 -21.4 5.5 ClO HI4 N5 03 C12
322.0335 7.0 2.7 6.5 C7 HIO N O CI2
320330 7.5, B3 55 CILHINOECI
.48 -7.7 -239 9.5 CISHIINOSCI
322.0321 B84 26.1 1.5 65 HI4N506C12
322.0492 -7 1.0 0.5 OCOHINM0OCI3
M 9.1 8.3 145 Cl6HENSOC
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Page 1
39304006

1:TOF MS ES+
3850

~2RNEee,

0516
“

3500

us0

0124 ﬁ;m

Cl
NH
337 047 N02
i J ' _:l" i
3350 300

3336102 33%

Cl

3300

320

L

T
3200

3164110, 319008

60078 3005522
3100

10.0

H:1-100 N:1-10 O:1-10 CL1-3
0

m"S‘ YAOOS 277 (2709) Cm (276:280-(265:-270+200.299))
3000
Minimm:  80.00
i 100.00

Tolerance = 10.0mDa / DBE: min=-1.5, max = 50.0
661 formulaje) evaiuated with 25 results within kimits (up to 25 closest resulls for each mass)

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

HRMS of 3dl
Elemental Composition Report
Single Mass Analysis
Monoisotopic Mass, Even Blectron lons

Max imum:

z z ;
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Page 1
1:TOF MS ES+

329
3300

3zsomz 3270884

Cl
NH
Cl

J

Cl
00 5108 4 B1BS 3079622 0 gy 3119707 - 324.0827 | [

n: Off
Number of isotope peaks used for i-FIT = 3
Moncisotopic Mass, Even Blactron lons
2WEIN2 g9 44y 2920114
)

615 formula(e) evaluated with 26 results within limits (up to 25 closest results for each mass)

220130YAO10 296 (2891) Cm (205:298-(265:288.212.17))

Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0
250

Elemental Composition Report
Single Mass Analysis

Element

HRMS of 3dp

m'z

400

ESY)

50 200 3250

3100

e

3050

0

250
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BYBEBBL3 =
ZzzooBnnon BOBYES3

o e o o

Maximum:
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HRMS of 3ea

[ Mass Spectrum ]

Data : 20231220 HREL Expt-741001
Scan# : (34)

RT : 0.30 min

Date : 20-Dec-2023 15:33

Elements : C 15/0, H 15/0, 798r 1/0, 81Br 1/0. 35C1 1/0. 37C1 1/0, N 1/0. 0 1/0
: 100ppm. Smmu if m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : -0.5 - 100.0

Mass Tolerance

[%]
5179493
100~

80—

Observed m/z
334.9703

Estimated m/z
334 9606
334 .9657
334 .9480
334 9469
334 9419
334 .9713
334.9536
334.9527

[ T R

HRMS of 3ej

[ Mass Spectrum ]
Data : 20231220 HRE] Expt-742001

RT : 0.30 min Scan® : 3
Elements : C 16/0, H 15/0, 788r 1,0, 81Br 1/0, 35CI 1/0, 37C1 1/0, N 1/0, 0 2/0

Mass Tolerance

Unsaturation (US) : <0.5 - 1000

60—

Observed m/z

364 .

9812

Estimated m/z

364

364

—- O R -

364 .
9525
364.
364 .

364

9586

9449
9818

-9641
i64.

9632

BOO

(0]
182.9
Cl
Br NH
129.1
81.0 136.0 336.0
337.0
339.0
NIRRT WU
| ! ! | ! | ! |
100 200 300 100 500 GO0 T00
Int\
17.49
Errlppm / mmul U.S [+] H 79Br 81Br 35CI 37CI N ]
+29.0 / +9.71 6.5 14 14 - 1 1 1 - -
+13.7 7/ +4.6 6.0 13 14 1 - 1 1 1 -
+66.5 / +22.3 1.0 13 12 - 1 1 1 1 -
+69.8 / +23.4 4.5 12 15 1 1 - - - 1
+84.8 / +28.4 6.5 13 12 1 - 1 1 - 1
-2.8/ =1.0 10.0 15 1 1 - 1 - 1 1
+50.0 / +16.7 11.0 15 9 - 1 1 1
+52.7 7/ +17.8 11.0 15 9 1 - 1 1
Date : 20-Dec-2023 1548
: 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500
O
Cl
183.0 |
Br NH
) i
Ip1.0 O\
367.0
m/z
! I ! | ! | ' |
100 200 500 600 700 800
Inth
36.93
Errlppm / mmu] U.S. c H T78Br 81Br 35C1 37CI N o
+62.0 / +22.8 7.0 14 14 - 1 1 1 1 1
+78.7 / +28.7 6.5 14 14 1 - 1 1 - 2
+99.4 / +36.3 5.0 12 15 1 1 - - 1 2
-1.7/ =-0.6 10.0 16 13 1 - 1 - 1 2
+«46.8 / «17.1 11.0 16 11 - 1 1 - 1 2
+49.3 / +18.0 11.0 16 1" 1 - - 1 1 2
+97.8 / +35.7 12.0 16 9 - 1 - 1 1 2

9455

S8&5



HRMS of 3el

[ Mass Spectrum ]

Data : 20231220 HREI Expt-744001
RT : 0.15 min Scan®: 2
Elements : C 15/0, H 10/0, 798r 1/0, 81Br 1/0, 35CI 1/0. 37CI 1/0, N 2/0, 0 3/0
Mass Tolerance : 100ppm, Smmu i m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : -0.5 - 1000

Date : 20-Doc-2023 1555

[%]
2613136 381.0 Q
100 5 Cl
Br NH
80—
i 956.2 382.0
60 NO,
185.0
dhia li 1 i i m
I ! I i I T 1
100 200 300 100 500 600 700 800
Observed m/z Inth
379.9554 42 .9
Estimated m/z Errlppm / mmu] U.S. C H 79Br B1Br 35C1I 37CI N [+]
1 379.9563 -2.5/ =0.% 11.0 15 10 - 1 - 2 3
2 379.9386 +44.1 / +16.8 12.0 15 8 - 1 1 - 2 3
3 379.9317 +46.5 / +#17.7 12.0 15 8 1 - - 1 2 3
4 379.9200 +93.1 / +35.4 13.0 15 L} - 1 - 1 2 3
HRMS of 3ep
Elemental Composition Report o Page 1
Single Mass A.nalvsis Cl
Tolerance = 10.0mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off |
Number of isotope peaks used for i-FIT = 3
Br NH
Monoisotopic Mass, Even Elactron lons
607 roamlnla) walualocwnh 20 results within limits (up to 25 closest results for each mass)
Elements
C1100 H1100 N:1-10 O:1-10 Cl:1-3 Br1-3
Expt-743
240130YAO04 300 (2926) Cm (209:303-(267202+313:317)) 1: TOF MS ES+
Cl 1084006
. 3719382
260.9404
3739356
3323308 347 pans 343 5236 349.0581 351.0301 o 3550040 361 5ass =z | | f‘m 377.9410 3845137 387.5797
1 T Tty T T ‘wﬁ T Rt |m T 4 mz
3300 330 2400 450 3500 3550 ] 3700 EY) 3800 3850
Minimus: -1.5
Max imum: 50.0
Mass Calc. Mass DEE Forsula
369.9404  369.9401 5 CI5HIL NOCI2 Br
369.9401 3 C4 H10 N5 8 C1 Br
369,415 5 C5H6NOO4CI Br
369.9393 .5 CAHISNTOC] Br2
369,9420 S C8HI9 N03Cl Br2
369.9383 .5 Cl6 H6 N3 0 Cl Br
369.9319 5 C9 H16 N 03 CI3 Br
369.9433 5 C4 HI1 N7 (M CI2 Br
3699442 5 C9 HIO N3 06 Cl Br
369.9361 5 C10 HIl1 N3 03 C12 Br
369.9455 10.5 Cl0 B6 K7 (2 C1 Br
369.9352 5 CS5 HI2 N7 0 C13 Br
369, 9460 0.5 C8 HIS N 06 CI2 Br
369.9343 10.5 1 3
369.9473 5
369,9334 3
369.9329 5 1
3699482 5 1
369.9321 3 12 Br
369.9491 5 C5 HI6 N3 02 CI3 Br

S86



HRMS of 6aa

[ Mass Spectrum ]

Data : 20240529 HRE] Expt-777001

RT : 0.75 min Scan® : 6

Elements : C 25/0, H 20/0, N 2/0. 0 2/0
Mass Tolerance  : 100ppm. Smmu if m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : 0.5 - 1000

Date : 29-May-2024 1023

6374381 249.1

10 105.0

100 200

Observed m/z Inth

396.1834 35.87
Estimated m/z Err[ppm mmu] U.S
1 396.1752 +20.6 / +8.2 20.5
2 396.1626 +52.4 / +20.8 21.0
3 396.1514 +80.7 / +32.0 21.0
4 396.1838 -1.0 / -0.4 16.0

300

Cc
30
29
30
26

H
22
20
20
24

100

LR =

500

600

T00

800

100~ H
| b o
N
7 H
60— 319.0
b 105.0
10 63.1 368.2
0 -
- A . ll e, be
0 I T T I 1 ' 1
100 200 300 100 500 600 700
Observed m/z Inth
368.1537 1.1
Estimated m/z Errlppm / mmu] U.S. c H N
1 368.1525 +3.3 / +#1.2 16.0 24 20 2
HRMS of 6ab
[ Mass Spectrum ]
Data : 20240529 HREI Expt-785001 Date : 29-May-2024 10:30
RT : 1.34 min Scan®: 10
Elements : C 30/0, H 25/0, N 2/0, 0 2/0
Mass Tolerance : 100ppm., Smmu if m/z < 50, 50mmu if m/z > 500
Unsaturation (US) : -0.5 - 100.0 Q
(0]
347.2 H
PO
407 H O
- 277.1

S87



HRMS of 6ba

[ Mass Spectrum ]

Data : 20240603 HREI 6bal01
Scan# : 11

RT : 1.49 min

Elements : C 30/0, H 300, N 2/0, 0 2/0

Mass Tolerance

< 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500

Unsaturation (US.) : <05 - 100.0

Observed m/z Inth
396.1850 11.30
Estimated m/z Errlppm /
1 396.1752 +24.7 /
2 396.1626 +56. 4
3 396.1514 +84.8
4 396.2202 -88.8 /
5 396.2089 -60.4 /
6 396.1964 -28.7 /
7 396.1838 +3.1

HRMS of 6bb

[ Mass Spectrum ]
Data : 20240603 HREI 6bb001
RT : 1.64 min Scan#
Elements : C 30/0, H 30/0. N 2/0, 0 2/0

Mass Tolerance
Unsaturation (US.) : -0.5 - 100.0

16777

60—

60 - 91.1

12

200
1 00—

Observed m/z

424.2136

Estimated m/z

424 2277
424 . 2151

100

119.0

mmu] U.S.
+9.8 20.5
/o+22.4 21.0
/ +33.6 21.0
-35.2 15.0
-23.9 15.0
-11.4 15.5
+1.2 16.0

Date : 03-Jun—2024 10:48

119.0

100

Inth
48 .24

Errlppm

-33 .1
-3.5

-14 .1
=1

200

Date : 03-Jun-2024 10:39

100ppm. Smmu if m/z < 50, 50mmu if m/z > 500

mmul U.S

5

15.5
16.0

00

290.1

300

29
28

H
N
oW
N
H
L NP

30
28

N
1
2
2
1
2

500

[E T

GO0

700

B0

700
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HRMS of 6¢ca

[ Mass Spectrum ]

Data : 20240529 HRE] Expt-829001
RT : 1.19 min

Scan# : 9

Elements : C 30/0, H 300, N 2/0. 0 4/0

Mass Tolerance
Unsaturation (U.S) : 0.5 - 100.0

(%]
11036816
100

50

60 -1

20+

Observed m/z
4281731
Estimated m/z
428.1889
428.1651
428.1525
428.1412
428.2100
428.1988
428.1862
428.1736

L W T

HRMS of 6¢b

[ Mass Spectrum ]

Data : 20240529 HREI Expt-830002
RT : 1.34 min

Scan® : 10

100

Inth
31.62

Errlppm

=36.
+18.
+48 .
+74
-86.
=-59.
=30.
=1,

Elements : C 30/0, H 30/0, N 2/0, 0 4/0

Mass Tolerance
Unsaturation (US) : 0.5 - 100.0

2

60—

Observed m/z
456.2033
Estimated m/z
456.2175
456.2049

100

Inth
11.45

L - IR

4
/

Errlppm

-31.1
-3.5

/

200
/ mmul] U.
-15.8 20.
+8.0 20.
+20.6 21.
+31.9 21
-36.9 15
-25.7 18
-13.1 18
-0.5 16.

/ mmu] U.S.
-14.2 15.5
-1.6 16.0

200

Date : 28-May-2024 10:55

100ppm. Smmu if m/z < 50, 50mmu if m/z > 500

279.1

112.2

128.2

Date : 29-May-2024 11:13

: 100ppm, Smmu if m/z < 50, 50mmu if m/z > 500

cowmwoocoowvwoWm

.li dd ,,hJIA Il‘lif‘
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300
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500
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HRMS of 6da

[ Mass Spectrum ]

Data : 20240503 HRE] 6da004 Date : 03-Jun—2024 11:4
AT : 015 mn Scan® : 2

Elements : C 25/0, H 20/0, 35C1 2/0, 37C1 2/0, N 2/0, 0 2/0

Mess Tolerance 100ppm, Smmu # m/z < 50, 50mmu if m/z > 500

Unssturstion (U.S) : -0.5 - 100.0

100 200

Observed m/z Ints

436.07386 14_80
Estimated m/z Errlppm / mmu] U.
1 436.0023 -42.9 / -18.7 16,
2 436.0737 -0.3 / =0.1 17.
3 436.0504 +53.2 / +23.2 13.
4 436.0392 «78.0 / +34.4 13,
5 436.0871 -31.06 / -13.8 18,
L] 436.0685 +11.7 /7 +5.1 18.
7 436.0452 +65.2 / +28.4 12.
8 436.04099 +54.3 / *23.7 17,
] 436.0745 -2.1 /7 =-0.8% 18.
10 436.0559 +40.5 / «17.7 17,
" 436.03286 +04.0 / «41.0 13.
12 436.0373 +*83.2 /7 +36.3 18.

Observed m/z Int%

438.0722 10.98

Estimated m/z Erclpom / mmul] U.
13 438.0397 +74.2 / +32.5 18.
14 438 0894 -390.2 7/ -17.2 8.
15 438.0842 -27.3 / =-12.0 15.
16 436.0656 +15.2 / +6.6 16,
17 438.0422 +68.4 / +30.0 12.
18 438.00802 -41.1 / =18.0 15,
19 438.0718 «1.4 / +0.0 18,
20 438.0483 +54 .8 / #23.9 12,
21 438.0530 +43.0 / +198.2 17,
22 438.0297 +07.1 /7 »42.5 13.
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HRMS of 6db

[ Mass Spectrum ]
Data : 20240429 HREL 1001
RT : 1.04 min Scan# : 8

Elements : C 26/0, H 25/0, 35CI 2/0, 37C1 2/0, N 2/0, 0 2/0
: 100ppm, Smmu # m./z < 50, 50mmu if m/z > 500

Mass Tolerance

Date : 29-Apr-2024 1532

Unsaturation (US) : -0.5 - 1000

[%]
6883685
10

30

20

10

Observed m/z
464.1051
Estimated m/z
464 .0943
464.1003
464.0817
464 0891
464.0705
464.0765
464.1058
464 .0872
464.0639
464 0686

L=

Cl

e}
H
N
N
O
166.0 cl
168.0
A - A Fror | B A IL. Pr— A ﬂ ﬁ A K Ao a M/Z
f f | i T T T T ¥ T I I
160 165 170 75 180
Inth
33.086
Errlppm / mmu] U.S. (43 H 3sCci 371c1 N 0
+23.3 / +10.0 12.8 2§ 25 1 2 1 1
+10.3 / +4.8 12.0 24 25 2 1 2 1
+50.4 / +23.4 13.0 24 23 1 2 2 1
+34.6 / +16.0 12.0 25 25 2 1 - 2
+74.6 / +34.6 13.0 25 23 1 2 - 2
+61.7 / +28.6 12.5 24 23 2 1 1 2
-1.8 / =0.7 18.0 26 22 2 - 2 2
+38.5 / +17.9 17.0 26 20 1 1 2 2
+88.7 / +41.2 13.0 23 21 2 1 2 2
+78.6 / +36.5 18.0 26 18 - 2 2 2

S91



HRMS of 6ea

[ Mass Spectrum ]
Data : 20240429 HREL 787001
RT : 1.18 min Scar : 8

Date : 26-Apr-2024 17:15

Elements : C 2570, H 20/0, 78Br 2/0. 81Br 270N 2/0. 0 20

Mazs Tolerance

Unsaturation (US) : 0.5 - 100.0

L))
8089966

Observed m/z
523.90738
Estimated m/z
523.9922
§23.9745
§23.9861
§23.06884
§23.98507
§23.9735
523.9558
§23.9381

LR N

Observed m/z
§525.9759
Estimated m/z
9 525.9001
10 525.9840
11 525.0663
12 525.9882
13 §25.90715
14 525.90538

Observed m/2z
§27.90737
Estimated m/z
15 §27.9820
18 527.9871
17 §527.9664

520

Inth
21.90

Err[ppm
/

-35

-1.
-23.
*10.
44

*0.
*34.
*68.

Inth
40.19

=27

-15.
+18
-25.

v42.

Inth
16.08

LM - s

-0 -

" 4
I
F 4
!
!
/!
' 4

Err(ppm
/

" §
!
i
!
/

Errlppm
-15.7 /
-25.4 /

*B.1

I

524.0

/ mmu] U.S,
-18.4 16.0
-0.7 17.0
-12.3 15.5
+5.4 16.5
+23.1 17.5
+0.3 16.0
«18.0 17.0
+35.7 18.0

- - e

/ mmu] U.S.
-14.2 16.0
-8.1 15.5
+9.6 18.5
-13.3 15.0
+4.4 18.0
*22.1 17.0

/ mmu] U.S.
-8.3 15.5
-13.4 15.0
+4.3 16.0

: 100ppen, Smenu # m/z < 50, S0mmu if m/z > 500
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HRMS of 6eb

[ Mass Spectrum ]
Data : 20240529 HREI Expt-79
RT : 0.75 min Scan# : 6

1002

Date : 20-May-2024 10:46

Elements : C 26/0. H 25/0. 798 2/0. 81Br 2/0.N 2/0.0 20

Mass Tolerance

Unsaturation (US) : <05 - 100.0

[%]
16777200
100—

Observed m/z
552.0033
Estimated m/z
1 552.0048
2 551.9871

3 551.90604
Observed m/z
554.0021

Estimated m/z
4 554.0205
5 554.0028
] 553.9851

Observed m/z
556.0003
Estimsted m/z
7 556.08547
8 556.0184
9 566.0007

HRMS of 7aa

[ Mass Spectrum ]

Data

RT : 0.45 min

20240603 HREI 722001
Scan# - 4

: 100ppm, Smmu f m/z < 50, 50mmu i m/z > 500

100 200

Inth

13.486
Errlppm / mmu
-2 7 7 -1.5
+29.3 +16.2
+61.4 / +33.9

Ints

28.01
Errlppm / mmu
-33.1 / ~-18.4
-1.2 -0.7
+30.8 / +17.0

Inth

13.14
Errlppm mmuy
+81.9 +45.6
-32.0 / ~-18.1
-0.7 -0.4

Date ; 03-Jun-2024 12.02

Elements : C 15/0, H 15/0. N 2/0, 0 1/0

Mass Tolerance
Unsaturation (US)

~0.5 - 1000

5391408
100 =
6.

50—

Observed m/z
1 238.1102 34

Int%

78.0

9.
o 19

100 200

.82

1 U,
16.
17.
18.

] u.
15.
16.
17

1 v,
10.
15.
16

100ppm. Smmu if m/z < 50, 50mmu if m/z > 500
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