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5-phenyl-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one(2)
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Farmuls Predictor Repert - COMP 2_12082020 Analysis_45.cd Page 1f 1

Data File: CALabSolutions\DatiVilas hird Rajaratramd 2082020 AralysisiCOMP 2_12082020 Aralysis_49.lcd

Max Elmit  Val Min Max Elmt | Wal.  Min_Max Uise Adduct
1 3 Si 4 o 1} Br 1 a o H
1 3 s 2 o 0 | i a o K
o 1 Cl 1 o 0
Ermor Margin {ppm): 300 DBEE Range: «100U0 « 20000 Electron lors:  both
HC Rabo: unlimited Apply M Rule: no Use MEn Info: yes
Max Isolopes: al I=ataope R (%) 1.00 Isotope Res: 10000
MEn Iso Rl (%) 75.00 M2n Logc Mode: AND Max Rasults: 10

Eveni#: 1 MS[E+] Rel Time : L8593 <= 0.907 » 1,147 == 1.154 Scan¥ : 135-> 137 - 173 > 175

3500
30006
25006
7 006 ZAT.pOAT
1 .EIII:]EI}-'

10005 Z3E. 1040

50003 2733251
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it - . . . .
1000 00,0 1000 400.0 EODLD 0.0 700.0 A0 000

Measured region for 237 1007 miz
237.1007

000

S0uH

Z3E.1040

J P T -

i — v - - 7 v
3366 D368 2500 2372 2174 9376

C15H12 W2 0 [M+H)+ 2 Predicied region for 2571022 miz

237.1022

Y .
7378 21A0 7IR? 2384 736 JIRA 300 2303 3304

000+

S0uH

238.1053

| A 4

Z368 J368 2570 2302 2374 2306 2IVE IR0 ZIEI  ZIE4  ZIBG  JIEE  J350 3502 IF9.4

Mens Pred. miz  Df IDd. s DBE

Rank Fonmuls (M) ]
1 2786 C15H1ZHNZ O [M1+ ]+ ZIT.00 Z3AT. 1022 1.5 5,33 36.45 1.0
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5-(2-chlorophenyl)-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one(3)
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Drata File: CALabSolutons\DalatYilashir Raparairami 2082020 AralysishCOMP B_ 12082020 Anatysis_37.led
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Page 10of 1

s Adduict
H
K
Errer Margin {ppmj: 300 DEE Range: -100.0 - 2000.0 Electon lors: both
HC Ratio: unlimitesd Agpky M Fule: no Use MSn Info: yes
Max Isolopes: Al I=atape R (%) 1.040 Isotope Res: 10000
MEn [so Rl (%) 75.00 MZn Logc Mode: AND Max Results: 10
Event#: 1 MS[E+)} Ret Time : 0920 - 1.053 - 0.467 -» 0.598 Scon¥ : 139-> 150 - 71 == 51
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(R)-7-bromo-3-methyl-5-phenyl-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one(5b)
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Farmuka Predictor Report - COMP 4_12082020 Analysis_45.ked Page 1of 1

Drata File: CALabSolutions\Datatyilashrs Raamainamid 2082020 AralysisiCOMP 4_ 12082020 Aralysis_45.lcd

M 3 11 3

H 1 RV Si 4 0 0 Br 1 a o H
2H 1 a 0 o] 2 1 3 5 4 0 0 | 3 a o K
c 4 10 25 F 1 0 0 Cl 1 0 0
Error Margin {ppmj: 300 DBE Range: -100.0 - 20000 Electron lans: both
HC Rato: wnlimiled Apply M Rule: no Use MSn Info: wes
Max lsalopes: =l l=atape Rl (%) 1.00 Isotope Fes: 10000
MEn Iso Rl (%) 75.00 MZn Logc Mode: AMD Max Results: 10

Event#: 1 MS(E+) Rel Time : 1480 -> 1,455 - 0.653 -= 0.760 Scoand : 223 -= 225 - 105 == 115

7 500e™
2 000

1-500=1 251.0155

1.000=7

5.0006] 252.1180

'l
1000 200.0 0.0 400.0 5000 B00.0 700.0 800.0 S00LD

Measured region for 251.1155 miz
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000
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A 2531289
e F- i - .|'+\.

[ i — 7 T LB o s — d T -
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CA6 H14 M2 O [M+H)+ 2 Predicied region for 251.1179 miz
251111
000
S0.H
2521210
ey 1 u by T T T T #\ T T T r iy 1 1
2506 2508 2510 3512 2514 2516 22518 2500 2 I5FD  A524 I5F6 2 252E 3530 22537 2534 2516
Rarik Fonrmula {M) lon Meas Presd miz D Df. lsn  DBE
1 2545 C16H14 N2 O [P = ] + 251.115 F511178 2.4 <456 SE.54 1.0
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(S)-7-bromo-3-methyl-5-phenyl-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one(5c)

H O

Comp 9 = roRCIITTRASsAASLIIgSsED =28k
Proton Spectrufn ~4-16ppm ns=16T T T DL LT T TR TSI I I I T T T TR 38000
=]
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» - » 34000
H NMR (500 MHz, CDCL) 8 9.74 (s. 1H), 7.53 (ddd. |
2H), 7.50(d. J= 7.4 Hz, 1H), 742 (t. 7= 6.9 Hz, 1H), | t 32000
738 — 7.31 (m. 3H). 7.24 (ddd, 1H), 7.14 (t. /= 7.5 Haz,
o 1H).3.79(q,J=64 Hz, 1H), 180 (d /=64 Hz 3H) L ‘ 30000
4 i I‘ { 28000
|
o : 26000
= = NH
—24000
SCH,
22000
=N
20000
A (s} 8 (ddd) | H (q) I(d) —~18000
9.74 7.53 1.80
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| NS, et I I |
c13 cpd3 )nmrsum mmian 15 b 5000
*C NMR (126 MEHz, CDCL) & 173.16 (s), 162.13 (s), 13236 (s). 138.58 (). 131.57 (s), 131.03 (s). o
130.12 (5. 129.82 (2C. 5), 12814 (2C.s). 127.70 (), 123.15 (s). 121:24 (s), 58.71 ¢s). 17.10(s). NH 4500
O |-
=N 4000
O 3500
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Farmula Predictor Report = COMP 9_12082020 Analysis_55 icd Page 1of 1
Drata File: CALabSolutions\Dal=iVilashini Ro@rairamid 2082020 AralysshCOMP 9_12082020 Aralysis_35.lod
H 1 LU M 3 i 3 S 4 0 0 Br i Q o H
2H 1 L 0 o 2 1 3 = Z 0 0 1 3 Q o K
c 4 i 25 F 1 O 1 ci 1 0 1
Esrer Margin {ppmj: 300 DEE Range: -100.0 - 200000 Electron lors: both
HC Ratio: unlimiled Agply N Rule: no Use M3n Info: wes
Max Isoopes: il I=atope Rl (%) 1.00 Isotope Res: 10000
MEn so Rl (%) 75.00 WMEn Logc Mode: AND Max Resulbs: 10
Event#: 1 MS(E+) Hel Time : 0920 «> 1,107 » 0.237 <= 0464 Scan# : 139 = 167 » 35> T
25007
20007
15007 251.j155
100074
5 (00e6 2521182
s - T T T T T v T
100.0 200.0 300.0 4000 SO0 G00.0 J00.0 B00.0 S00.0
Measured region for 251.1155 miz
2511155
000
Sl
2521182
= T <l e T A* T — —T A, IR T
251.0 251.5 252.0 252 5 253.0 2555 254.0 2545
16 H14 M2 O [ +H)+ : Predicled for 251.1178 miz
000 511179
Sl
2521214
L T T T T - T T ¥
251.0 251.5 252.0 2325 253. i 254.0 254.5
Rarik Fonmula (W) lon Meas Pred. miz_ Df. IO, lsa__ DBE
2 2580 ClEH1d N2 O [F=H]+ 251.115 511179 2.4 “9.56 5811 11.
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(R)-5-(2-fluorophenyl)-3-methyl-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one(5d)

H O
N

=N

Comp 11 o ==
Proton Spectrum -4-16ppm ns$16 7 | <0000
hi €DA3 /nmr500 mmian 17
‘ ~45000
H NMR (500 MHz, CDCL) & 2.15 (s, 1H), 7.60 (td, J= 7.5, 1.3 Hz, 1H), 7,50 (ddd, 1H), 7.43 (ddt,
1H), 7.25 (¢, J= 7.3 Hz, 2H), 7.22 - 7.17 (m, 1H), 7.13 (. /= 7.6 Eiz, 1H), 708 —7.01 (m, 1H), 3.52
(q. J= 6.5 Hz 1H) 180 (d J=46.5 Hz 3H). | 20000
A
/ |
B -35000
~30000
! ~25000
A(s) 1,(d)
9.15 1480
— —
-20000
7.25
D (ddt)
=zas | 15000
~10000
| 1
\ 5000
ﬁL “
. DA Y] Iy
& St Y T []
T T T T T T T T T T T T T T T T T T
10.5 10.0 9.5 a.0 8.5 8.0 75 7.0 s 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5
f1 (ppm)
Compzll ~ee e o =
Carbofi Specttirg G5=256 & 2 2 3500
| NN | ] o] |
€13 €Dd3 /nmrS00 mmian 17 MH

*C NMR (126 MHz, CDC1,) & 172.34 (s). 165.77 (). 160.48 (d, J= 251.6 Hz). 137.32 (s), 131.72 (s). O CHa | 2000
=N

131.68 (s), 131.60 (d. J=2.4 Hz), 129 78 (s). 128.55 (s). 127.86 (d. J= 12.5 Hz), 124 24 (d. J=3.6
F
-2500

), 123.68 (s), 121.03 (s), 116.08 (d, J=216 Hz), 38
2000

P () Qe
58.73 1703
: 1500

B (s)
165.77

A(S) c (@)
172.34 160.48 |

o

1000

—500

T T T T T T T T

80 70 60 50 40 30 20 10

T T T T T
170 160 150 140 130 120 110 100 90
f1 (ppm})
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Farmuls Predictor Report - COMP 11_ 12082020 Analbyses_ 31 led Page 1of 1
Dala File: CALabSolutionsA\DalaiVilas hini Raparatrami i 2082020 Aralysist\OOMP 11_120B2020 Anabysis_31.5cd
Use Adduct
H
K
Error Margin {ppmj: 300 DBEE Range: -100.0 - 2000.0 Electron lors: both
HC Feabo: unlimitesd Aopky M Fule: no Use MEn Info: yes
Max Isalopes: Sl Isatape Rl (%) 1.00 Isotope Res: 10000
MEn Iso Rl (%) 75.00 MEn Logc Mode: AND Max Results: 10
Event#: 1 MS[E+] Hel Tme ;0987 - 1,507 »0.240 == 0420 Scan¥ : 1458 -> 237 » 37 -= 63
2.000e74
1.800e7
1.600e7
1.400e7 =60 k081
1.200e7
1.000e7
B000ed
S 270.108%
4 000 ek
2 000e5
H— s o ' . - - - -
100.0 200.0 3000 400.0 5000 00.0 T00.0 B00.0 G000
Measured region for 265.1061 miz
26%.1061
1000
S0
270.10&3
i — ¢ e — — — — — T
2660 2E8.5 270.0 2705 271.0 Z71.5 2720 2725
C1EH13 M2 O F [M+H]+ - Predicied region for 2691085 miz
0. 269.1085
S0.0H
2116
L, T T T A T e U T T
2650 2685 270.0 2705 271.0 2715 2720 2725
Rank Fonmulas (W] lon Meax lsn DBE
1 4748 CIEHIAZNZOF [F=H]+ .02 9347 11.0
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Issue in honor of Prof. Peter A. Jacobi

ARKIVOC 2021, v, S1-S33

(S)-5-(2-fluorophenyl)-3-methyl-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one (5€)

Comp 10 =

H
N

=N

Proton Spectrum —4—16pq‘n‘t Ns=1G

hi CDd3 /Amr500 mmian 16

H NMR (500 MEHz, CDCL:) & 8.91 (s, 1H), 7.65 — 7.56 (m, 1H), 7.51 (t,./= 7.7 Hz, 1H), 744 (ddd,
1H), 725 (dd. J=12.3. 7.7 Hz, 2H), 7.20 — 7.16 {m, 1H), 7.14 (t, /= 7.6 Hz. 1H). 7.05 (dd. 7= 0.6.
Hz, 1H), 3.81 (g, /= 6.5 Hz, 1H), 1.79 (d, /= 6.5 Hz, 3H). i

A [ ]
_ i

.J (s)

89

o)

383
382
381

379

£

1034

179
178

<

o

—24000
23000
—22000
21000
—20000
—19000
~18000
—17000
—16000
~15000
—14000
~13000
—12000
—11000
~10000
—9000
—8000
7000
—6000
5000
—4000
—3000
2000

—1000

2.92{

—0

—-1000

—-2000

Comgld =~ gz 5
Carbgh SpedrunErE—256 B
|| |

|
c13 éDos /nmrs00 mmian 16

*C NMR (126 MHz, CDCL) & 172.26 (s), 165.77 (s). 160.49 (d, J= 251.5 Hz), 137.27 (s),
131.78 (s). 131.73 (s}, 131.59 (d. /= 2.0 Hz). 129.77 (s), 128.59 (s). 127.85 (d. /= 12.5 Hz),
12428 (d, 7=3.4 Hz). 123.73 (s). 121.03 (4. J= 1.4 Hz). 116.08 (d. J=21.7 Hz), 58.72 (s).
17.01 (s).

A c @
172.26 | 160.49
7 =

¥

2.0 1.5 1.0

1701

P (s)
17.01

1600

—1500

1400

~1300

~1200

—1100

—1000

—a00

—800

—700

—600

—500

400

300

200

~-100

—-100

T T T T T T T T
110 100
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Issue in honor of Prof. Peter A. Jacobi ARKIVOC 2021, v, S1-S33

Formuka Predictar Repart - COMP 10_1 2062000 Ansbysis_35 bcd Page 16f 1

Dozt File: CALabSolutiors Detatilashini Rajaratnami 12082020 Analy=s\COMP 1012082030 Analysis_ 13 icd

M 3 1 k] Si 4 a ] Br 1 [V o H
a 2 1 3 g 2 a ] [ 3 a o K
F 1 a 1 o 1 a 1
Enor Margin (pom): 300 DEE Range: =100.0 = 2000.0 Electron lans: both
HC Ratio: unlimited Apply N Rule no Use MSn Infoc yes
Max lzolopaes: =l Isctope R (% 1.00 Isotope Fes: 10000
MEn l=a Rl {%): 75.00 MEn Loge Modes AMD Max Results: 10
Eventé# 1 MS[E+) Red. Time : 1.553 > 1680 - Q06T - 1.089 Scanl : 231 > 255 - 11 > 165
16007
140027
12007
10007 2604062
EODeE
G006
40006 2301050
210006
; T i lI i J. T T T T 1 1 T
100.0 200.0 300.0 400.0 S00.0 E00.0 F00.0 B00.0 S00.0
Fleasured region for 259, 1062 miz
2651062
10600
S0.04
ﬂﬂr
0~ e v s ———— ———r
266.0 2659.5 270.0 2705 271.0 271.5 2320 2725
C1E H13 M2 O F jMsH]s : Predicted region for 280, 1085 miz
269.10&5
10600
50.04
216
_ 269.0 263.5 270.0 270.5 271.0 271.5 272.0 2725
Rank Soore Fomuls (M) lon Meas miz  Pred miz DE (mDa) Df (ppen) Iz DEE
4 4602 CIEH1AMZOF R 2691082 2691085 =23 H.55 B445 11D
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Issue in honor of Prof. Peter A. Jacobi

ARKIVOC 2021, v, S1-S33

(S)-5-(2-chlorophenyl)-3-methyl-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one (5f)

H
N

o)

=N

Cl

Comp 16 = == == ~55000
Froton Spectrum - 16ppm ns=i6: ERTTRIIETIRS o
h1 €DA3 /nmrS00 mmian 22 | 0000
'H NMR (500 MHz, CDCL) & 8.98 (s, 1H), 7.53 (s. 1HD, 7.30 (td, 1H), 7.37 (d. J— 3.0 Hz, 3H). 7.17 (& | | 45000
7= 7.6 Hz, 1K), 7.12 (4, 2H), 3.86 (q. /= 6.5 Hz, 1H), 1.7¢ (d. /= 6.5 Hz, 3H) |
| |
: J |
//‘ III | ‘ll =40000
s Il J
~35000
—30000
1A= G (q) H.(d) 25000
8.98 3.86 1.79
= = w
—20000
—15000
—10000
5000
'
A S | DV T S — I
s Rl x z
=1 —_ - = - - - —-5000
T - T - T - r - T - T . T - T T T T T T
10.0 9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)
Comp 16 g Y S T a = L2600
Carbon Sp&trum ns=256 EHEnnEELEEEEE H =
s = |
c13 cpas }nmrS[][] mmian 22 I S l | 2400
o}
) s NH
'C NMR. (126 MEz, CDCL) & 168.52 (s), 138.99 (s), 137.64 (s}, 133.37 (), 131.77 (s), 13113 (s). | 2200
130.54 (s). 130.02 (s). 129.68 (s). 128 32 (), 128.18 (5). 126.86 (). 125.76 (s), 120.90 (s). 38.63 (s). -
16.96 (s). 2
=N —2000
1(s)
126.86
O cl 1800
~1600
1400
137.64
o (s) A | e | k(s | M (s) N (s) | ~1200
168.52 138.99 | 130.02 | 120.90 58.63 16.96
— T 5 o
(=) 1000
133.37
800
600
" 400
1
. 200
| ] |
i
o i | | ) Lo
-200
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 70 60 50 20 30 20 10 0

20
f1 (ppm)
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Issue in honor of Prof. Peter A. Jacobi ARKIVOC 2021, v, S1-S33

Farmuka Predicior Report - MyMYE_12082020 Analysis_19.kod Page1of 1

Dt File: CALabSolutionstDal=iVilashing Rapratrami ] 2082020 Analysisiby MVE_ 12082020 Analysis_19.lcd

Use Adduct
H
K
Error Margin {ppmj: 300 DBEE Range: -100.0 - 2000.0 Electron lors: both
HC Ratio: unlimited Apply M Rule: no Use MEn Info: yes
Max Isolopes: al Izatape Rl (%) 1.00 Isotope Res: 10000
MEn Iso Rl (e 75.00 M2n Logc Mode: AND Max Results: 10
Event#: 1 MS[(E+] Rel Time: 1.253 == 1,427 - 0.120 == 0471 Scan¥ : 188> 215 = 15-= 71
1.000=74
S000e=ES
B 000t
T 000
E.000eE 2B5 767
50008
4 000
3 e ZB7.0747
2 000s6] 286.0757
4 000es 251.'152
= 7 0 T | T T T T v ¥
1000 200.0 00,0 4000 S00.0 G00.0 700.0 a00.0 apo.m
Measured region for 2850767 miz
285.0767
1000
S0
ZRT.0747
286.0797
n\ 2EROT72
I — -t — —_— ,l’} — ——— r
2B5.0 2B5.5 2860 2BE.S 287.0 287.5 JEE.0 2ERS 2B8.0
C16H13 M2 O C1 [M+H]# - Predicted region for 2850789 miz
000 2B5.0784
S0.0H
287.0764
2BE.0&20
\ A 2ER.OT2
1, 1 ¥ T Y T T 1 T T
2B5.0 2B5.5 Z8E.0 2BE.S B7.0 7.5 JEE.0 2ER.S 2B8.0
Rank Fonrmula (M) lon
1 86241 C16HIINZOCI [t H]+
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Issue in honor of Prof. Peter A. Jacobi

ARKIVOC 2021, v, S1-S33

(S)-3-methyl-5-(pyridin-2-yl)-1,3-dihydro-2H-benzo[e][1,4]diazepin-2-one(5g)

H O
N

=N

N
\/

Complizg oIl TSSO mnoeoednnnssenassSg 2583 22 B
Proton SEqE FTepmiesls g o Lo nn R aa g RRET 35 17000
h1 cDd3 /nmrsoo mmian 24 ~16000
l ~15000
H NMR (500 MHz, CDCL,) & 8.64 (dt, 1H), $.24 (s, 1H), 8.03 (d, J= 7.9 Hz, 1H), 7.82 (td, 7=7.7, 1.8 ‘
Hz 1H), 751 (t. J= 7.8 Hz, 1H). 741 — 7.36 (n. 2H), 720(t. J= 7.6 Hz, 1H), 7.10 (dd. 7=82,0.8 Hz, 14000
1H), 3.86 (q. /= 6.5 Hz, 1H), 1.79 (d. J= 6.5 Hz, 3H)
i P { - ( ~13000
‘ ' [ 1y
1 v ,I f it | 12000
~11000
~10000
E (D)
7.51 9000
| A (@D | B (s)||D (td) || F ( 1(q) 3fdy | 8000
8.64 8.24 7.82 7.3 3.86 79
W (o B H[ G 000
= 6000
5000
—4000
3000
i 2000
] |
J J -1000
| N ‘ [ | N Lo
L Twsg ii4d & 1 1400
T T T r T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 20 1.5 1.0 0.5 0.0
f1 (ppm}
Comp 18 FE = = =nugEeysl = =
Carbon Spedtngh ng=256 3 2 BECEESSES H = 1300
c13 CDd3 [nm!jSﬂﬂlmmlan 24‘ ‘ \ / \'I ‘\,‘\'//
o
NH ~1200
*C NMR (126 MHz, CDCL) & 172.09 (s}, 167.82 (s)., 156.78 (s), 148.88 (s). 138.18 (s). 136.72 (s).
131.72 (s). 131.43 (s), 126.88 (s), 124 40 (s), 124.22(s). 12320 (). 121.00 (s). 58.93 (s}, 17.00(s). | 1100
—~1000
==
fN 900
800
H (s)
13143
B (s) oo | [re| [1@ 7%
167.82 148.88 136.72 124.40
A(s) (9 e | [ 1 N (s) o(s) o0
172.09 156.78 138.18 126.88 58.93 17.00
CR— " es) — = | 500
G (s)
131.72
400
300
| [ | 200
1 1
(| 1 —100
| ! I ]
' |
Lol | A - -0
100
—-200
T T T T T T T T T T T T T T T T T T T
1iso0 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10 o
1 (ppm)
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Issue in honor of Prof. Peter A. Jacobi

Farmuks Predicior Report - COMP 1B_12082020 Ansbysis_21_ked

ARKIVOC 2021, v, S1-S33

Page 1of 1

Data File: CALabSol uions\DalaiVilashing Ragaratrami ) 2082020 Arabysist\COMP 18_120B2020 Anabysis_21.cd

Error Margin (ppmj: 300
HC Ratio: unlimitesd
Max Isalope=s: al
MEn Iso Rl (%) 75.00

DBEE Range: 10000 - 20000
Aapky N Ful= ne
Isatape Rl (%) 1.00
MZ3n Loge Mode: AND

Electron kares:

Use MEn Info:
Isotope Res: 10000
Max Rasults: 10

Event#: 1 MS[{E+] Rel Time : 1153 o> 1.507 «0.253 «> 0.537 Scan¥ : 171 -> 237« 30 > B{

2.200e74
2 000ei+
1.800eH
1.600eH
1.400e7
1.200e7
1.000e7
B 000 eE
E.000eE
4000 ek
2 000 eE

252113

2531136

‘.-l' i

ol
100.0 200.0 400.0

600.0 700.0 800.0 500.0

Messured region for 2521113 mi'z

252.1113
100.09

50004

2551136

I, St P

= T R L
252.0 2525 253.0

£15 H13 N3 O [M+H]+ : Predicted region far 252.1131 miz

e 252113

S0

2531161

252.0

Iﬁ_
ﬁ

Rank Fonmula [M) lon

1 4370 C1I5H1I NG O

Page S19
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Issue in honor of Prof. Peter A. Jacobi

5-(2-fluorophenyl)-2-oxo-2,3-dihydro-1H-benzo[e][1,4]diazepin-3-yl acetate(5h)
O

Comp 13

236

h1i cpd3 /nmrs00 mmian 19

H NMR (500 MHz, CDCL) 6 8.92 (s, 1H), 7.68 (td. J= 7.5, 1.4 He, 1H), 7.36 (t. J= 7.7 Hz. 1H), 7.51 —

1j(s)
436
1 H=
'
1
' '
j W III
L/ A fal i
5 B ! 4
r T T T T T T T T T T T T T T T T T T
0.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
1 (ppm)
¥ =
Comp 13 = =L = =
Carbon Spedrufh ns22365 S =
|\ I |
€13 CDA3 /nmrs00 mmialllw 19 o]
MH
*C NMR (126 MHz, CDCL) & 170.40 (s), 164.11 (s), 160.56 (d, J= 252.6 Hz), 136.35 (s), 132.60 (s),
13251 (s). 13244 (s), 131.84 (d, 7= 1.6 Hz), 129.82 (s), 12829 (s), 126,74 (d. J= 12.0 Hz), 124.47 o]
(s). 124.37 (d. 7= 3.6 Hz). 121.72 (s). 116.17 (d. .7 = 21.5 Hz). 84.54 (5).21.20(s) S ; CHs
19}
f F
Q (s)
| 132.44
3
B (=) E(s) M (=)
164.11 132.60 | |121.72
A(s) C (d) D (s) || 1(d) N (d) O (s) P (s)
|170.40 || 160.56 136.35 || 126.74 | |116.17 84.54 21.20 |
T T T T i W =] —
H (s)
129.82
. y
1
P
l Ll
T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)
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~34000

32000

30000

28000

26000

24000

—22000

20000

18000

16000

+~14000

12000

10000

8000

6000

4000

—2000

—-2000

~2300
2200
2100
~2000
—1900
1800
1700
1600
1500
1400
~1300
—1200
1100
1000
~o00
800
700
=600
—500
400
~300
200

100

=-100

200
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Issue in honor of Prof. Peter A. Jacobi

ARKIVOC 2021, v, S1-S33

Formuls Predicior Report - COMP 13_ 12082020 Anahyr=i=_27.lod Page 1of 1
Drastas File: CALabSolutions\Dat=tyilas hin Ragratram i 2082020 AnalysisiO0MP 13_ 12083020 Anabysis_27.Jcd
L Arduct
H
K
Error Margin {ppmj: 3200 DBE Range: -100.0 - 2000.0 Electron lons: both
HC Rato: unlimited Aaply M Bule: no Use M3n Info: yes
Max Isolopes: al Isatape RI (%) 1.00 Isotope Res: 10000
MEn Iso Rl (%) 75.00 MEn Logc Mode: AND Max Results: 10
Event#: 1 MS(E+] Hel Time: 1.147 == 1,480 -0.240 -> (LE0D Scan# : 1753 -> 223 - 37 == 51
B.000eE-
B.000eE
F000eE
6.000=6; 313 o4
5.000= 23,0749
4000 295 D&k
1.000eE
31404985
2 DDt 226.0833
10006
T T L T l T T T T T T
100.0 200.0 300.0 400.0 S00.0 600.0 F00.0 H00.0 S00.0
Measured region for 5130584 miz
3130964
1000
S0
314,095
= e e 1.A. - —- — — —
i13.0 3135 314.0 314.5 3150 315.5 HE.D 316.5
C17H13 N2 O3 F [M+H]+ : Predicted region for 315.0983 miéz
0.0 313.0683
S0
1141014
1 L~ T T A Y = T T T
3140 335 314.0 3145 315.0 315.5 6.0 3165
Rank Formuls (M) -l Meas Prad. miz O L Iss  DBE
1 7408 C1TH13M2Z O3F [Md =+ H]+ 313.006 313.0583 -1.9 -5.07 9342 12.0
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(2-aminophenyl)(phenyl)methanone (7a)
NH,

(0]

comp 1 meouToELoMIn oD =
Proson Specriin AR TSt 8 21T E S 18000
h1 CDO3 /AMrS00 mmian 8 17000
16000
'H NMR (300 MHz, CDCL:) §7.67 (d, J= 7.3 Hz, 2H), 7.53 (t, /= 7.3 Hz, 1H), 748 (t, /= 6.7 Hz, 3H),
732(t,7=7.5 Hz. LH). 677 (L. 7= 82 Hz, 1H), 6.63 {t./=7.5 Hz, LEL.6 105, 2E). | 15000
-
" 14000
[
| J ~13000
! - NH,
~12000

E() D ~11000
6.63
[eca ) 10000
677 6.10

e — 9000
8000
~7000
6000
5000
~4000
T 3000
2000
LJ 1000
L
A
J N o
S —
; ; 2 1000
T T T T T T T T T T T T T T T T
8.5 8.0 70 6.5 6.0 5.5 0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
1 (ppm)
comp1 = = = |-ssoo
Carbon Spegtrum ns=256 a F
€13 CDd3 /Lmlﬁﬂﬂ mmian 8 !
-s000
'C NMR (126 MHz, CDCL) & 199.09 (s), 150.87 (s), 140.11 (s), 134.59 (s), 134.24 (s), 131.06 (s),
129.13 (s), 128.09 (s}, 118.22 (s}, 117.06 (). 115.57 (=) 4500

NH o
O (o] 4000
O Fasoo

3000
A | L
199.09 2500
P09 ]
2000
1500
|
| 1000
|
JA 500
L |
— — I o
--s00
T T L R T o ' . o . .
210 200 190 170 160 150 140 130 120 110 100 90 70 60 50 40 E) 20 10
f1 (ppm)
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Issue in honor of Prof. Peter A. Jacobi ARKIVOC 2021, v, S1-S33

Farmuks Predicier Repert - COMP 1_12082020 Analysis_51.cd Page 16f 1

Data File: CALabSolutionstDataiVilashn Raprairamii 2082020 AralysshCOMP 1_12082020 Analysis_51.lod

U Acduct
H
K
Error Margin {ppm): 300 DBE Range: -10000 = 2000.0 Electron lars: both
HC Ratio: unlimited Apply M Rule: no Use M3n Info: yes
Max Isolopes: =l l=atape Rl (%) 1.04 Isotope Res: 10000
MSn |so RI (%) 75.00 M3n Logc Mode: AMD Max Results: 10
Evenl#: 1 MS[E+] Hel Time : D360 -> 1,213 « 0. 160 > 1.193 Scan¥ : 145-> 183 - 25 -> 79
2.500eT
20007
1.500=7
158,303
10007
5 (00ef] 164.0835
ol ; . ; ; . . .
100.0 2000 300.0 400.0 5000 B00.0 T00.0 B0 G000
Measured region for 138.0903 miz
198.0503
D00
Sl

HFr——r—r—r — — L L T
197.6  197.B 1980 1583 1084 G865 108EB 1990 1992 1994 1996 1098

CAIH11 MO [MH] : Predicted region for 1980015 miz
198.0913

100

50.0+

195.0846

[

1976 1978 1980 10A2 {0Rd4 10BE {0RE 1090 1932 1934 1996 109K 2000 2002 D00

Prark ol (M) hon
1 5340 CIBHIINO [A+H]*
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Issue in honor of Prof. Peter A. Jacobi

(2-aminophenyl)(2-fluorophenyl)methanone(7b)

NH,
o)

"H NMR (500 MHz, CDCL) & 7.51 46 (m, 1H), 7.44 (ddd, 1H), 7.37 — 7.30 (m, 2H), 7.26 (1, 7
=75 Hz, 1H). 7.17 (t, 7= 9.0 Hz, I}D 6.74 (d, S=8.3 Hz, 1H), 6.60 (r. /= 7.6 Hz, 1H), 6.41 (s,
28]

cem|lem] [e m (e ]
7.34 7.26 717 6.74 6.60
=

Lo
L0
Lo

H(s)

1
®

ARKIVOC 2021, v, S1-S33

21000
20000
19000
18000
17000
16000
15000
—14000
13000

12000
11000
10000
o000
8000

7000
-s000
5000
4000
3000
2000

1000

=

1000

-2000

Compe3
Carbdh Spedtrum ns=256

—158.05

|
€13 CDO3 /nmrS00 mmian 10

R (L]

“C NMR (126 MHz, CDCL) & 195.34 (s), 159.04 (d, J=249.6 Hz), 151.15 (s), 135.07 (5), 134.55 (d, J= L6 Hz), 131.71 (4, J
=8.1 Hz), 129.71 (d, J=3.5 Hz), 128.71 (d, J= 16.6 Hz), 124.13 (d, J=3.4 Hz), 118.07 (s), 116.95 (s), 116.04 (d, J=21.6

B Hz), 11578 (s).

F (d)
13171

M (d)
116.04

E (d)
134.55

1 (d)
124.13

L (s)
116.95

D (=)

I(d)
128.71

K (s}
118.07

| A=)
195.34
H

135.07
m

H (d)
1329.71

Of (s}
115.78

6.0 5.9

~2600

-2400

~2200

~2000

1800

~1600

-1400

~1200

~1000

800

—600

—400

—200

—-200

T T T T T T T T T T T T T T
195 190 185 180 175 170 165 160 155 150 145 140 135 130
1 (ppm)
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Farmuks Predicior Repor - COMP 3_12082020 Analysis_47.jcd Page 1cf 1

Data File: CALabSolutions\DataiVilas bird Rapratramii 2082020 AralysisiCOMP 312082020 Aralysis_47.lod

Uise Adduct
H
K
Error Margin {ppm): 300 DEE Range: 10000 « 2000.0 Electron lars: both
HC Rato: unlimited Apphy M Rule: no Use M3n Info: yes
Max Isalopes: al I=atape Rl (%) 1.00 |sotope Res: 10000
MSn Iso Rl (%) 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS[E+] Rel Time : 1.480 «»1.533 - 0.200 > 0.725 Scan¥ : 223 > 231 - 31 > 109
3.000e7
25000
Z2000e7
1+ 50067 2160738
1.000e7
2170827
5.000e5
H—r | v x 1 T T + T v u
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 S00.0

Measured region for 216.0798 miz
216.0708

10004

ShuH

2170827

I .".‘."'."—"" - A .

3156 2158 2160 2162 2164  M66  FIB8 2170 2172 2174 2176 2178 B0 2182 2184

CA3HI0 M O F [M+H]# : Predicted region for 216.0819 miz
216.0B1%

10000

S0uH

217.0851

A

L T ¥ T T T T T T T T T T T T
2158 2158 2160 2162 2164 2166 68 2170 2102 2174 2176 2178 B0 2182 2184

Rank Forrmubs {M) ] Meas Pred. mfz_ DOf. Df. lsa_ DBRE
2 33 C13HIDNOF [Pl H] + 216,079 216.0B15 =21 472  TEH 9.0
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(2-aminophenyl)(2-chlorophenyl)methanone(7c)

NH,
0

Cl

ARKIVOC 2021, v, S1-S33

COMEOMNDSSIN Bk E R B S SRS E s5E2% 333533 %
O SR R TR NS T T I SRS T [ o000
h1 CDd3 /nmr500 pmondal 20
—19000
"H NME (500 MHz, CDCL) § 7.47 (dd, 7= 7.9, 1.0 Hz, 1H), 7.41 (td, J= 7.6, 2.0 Hz, 1H), 7.37 (td, J= [1sooo
7.3, 1.3 Hz, 1H), 7.34 (dd, /= 7.5,(1.8 Hz, 1H), 7.30 (dt, /= 12.9, 3.6 Hz, 1H), 7.19 (dd. J= 8.1, 14 Hz, ] B
1H), 6.74 (dd, 7 ¥ ‘| / 17000
I,’ f 16000
! f 15000
4 /
14000
13000
~1z000
11000
A (dd) G (dd) Ho(d) | [Ty | 10000
. A 6.74 6.56 | |6.48
— =] = == — gooo
| E(an [
130 8000
~7000
| ~6000
1 ~5000
1
i 4000
3000
h ‘ | ‘ ‘ ‘ 2000
| 1Al - | ‘l L]‘ |Mk/\ 1000
N N - — Lo
-~ = = i on - = - - ~-1000
3 =223 T = = ] [ 2000
T T T T T T T T T T T T T T T T T T
7.6 7.5 74 73 72 7.1 7.0 6.9 6. 6.6 6.5 6.4 6.3 6.2 6.1 6.0 5.9
f1 (ppm)
COMPOUND§-13C s BEREsMETE 88 I
Garbon Specium ns=256 5 EEAmaSE8 SS9 3000
| | e e A
€13 CDd3 /nmr300 pmondal 20
4500
'C NMR (126 MHz, CDCL:) 3 19728 (s), 151.42 (s), 139.85 (), 133 23 (s), 134.68 (s), 130.71 (s}, 130.33
(s}, 129.85 (s), 128 42 (s), 126.63 (s), 11743 (s), 117.00 (s), 115.78 (s). NHz | 4000
L s
cl
a ~3500
~3000
- = L . ~2500
A (s) B (s) C(s) 1(s) K (s)
197.28 151.42 | |139.85 || 1ppja2 || 117,43
— — T .
8](s) (s) 2000
134.6 1§65.78
G|(k]
13p/36 ~1500
1|(s)
1/265.63
| 1000
1
1
500
o
T T T T T T T T T T T T T T T T T T T T T --500
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)
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Farmula Predicior Report - COMP §_12082020 Analysis_41.5cd Page 10of 1

Dala File: CALabSolutions\DalaiVilasbirs Rapralirnami i 2082020 AralysistCOMP 6_ 12083020 Aralysis_41.lod

Eror Margin (ppm): 300 DEE Range: -100.0 - 2000.0 Electron lons:  both
HC Rabo: unlimiled Apply M Rule: no Use M3n Info: yes
Max lsolopes: al l=atape R (%) 1.00 |sotope FRes: 10000
MEn Iso Rl (%) 75.00 MEn Logc Mode: AND Max Results: 10

Event#: 1 M5(E+) Rel Time : 0893 > 0.973-1.237 -> 1338 Scan#: 135-> 147 - 185> 1B7

2 000es
1.500eH
232 B506
— 234.0478
E.000es 2350515 [ 2330544
llnm:m
e ! . . . - - - -
100.0 200.0 00,0 400.0 5000 B00.0 700.0 A00.0 00,0
Weasured rﬂ'n:rn for 2320506 miz
2320506
100.0
34,0478
0.0
3310544
J\‘ 235.0515
= T e L A ,...HL.‘,..,"*L —
232.0 2325 2330 2335 23440 2345 235.0
C13HAD M O C [M+H]+ : Predicied regon far 2330524 miz
0532
— 2320524
50.04
2340407
2310556
0 . , ﬂ y y . -] '
2320 2325 2330 2335 234.0 2345 2350
Rank _ Score| Foemus (M) lon Meas. Prad. miz_ DI Df. lsd__ DBE
1 3035 C13HIDN OO =Fr T90 0506 2320524 A J76  2EE] 9.0
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(2-aminophenyl)(pyridin-2-yl)methanone (7d)
NH,

ARKIVOC 2021, v, S1-S33

COmp7 CTTTESES 2ERRKESSISEARRD [[23000
Proton Speelrtfe 3 -T6pgithns RJIISIT TR LS 22000
h1 €DO3 /nmrS00 mmian 13 (21000
{ 20000
]
H NMR (500 MHz, CDCL) & 8.70 (ddd, J=4.8, 1.7, 0.9 Hz, 1H), 7.86 (¢d, J=7.7, 1.7 Hz, 1H), 7.76 (dt, /= 7.8, 1.1 Hz, 1H), 7.65 (dd, J=82, 1.5 Hz, 1H), 743 (ddd. /=76, 19000
48 12 Hz, IH), 7.30 (ddd, /= 85,70, 1 qITL_‘,IH){ﬁF} (4,7=5.4,0.8 Hz, 1H), 6.61 (ddd, J=8.1,7.1, 1.1 Hz, 1H), 632 (s, LH) 18000
\ [ \ [
| ‘ ‘| | | | || ‘ | -17000
I | | ! | | J / 16000
15000
~14000
~13000
H (ddd) | [
P 12000
— i ~11000
A (ddd) 8 (td) | | F(ddd)| |G (ddy |1 ()
8.70 | 786 | | 730 6.73 |6.32 10000
C] H H H H HH =]
D (dd 9000
7.65 [ 000
7000
6000
5000
- 4000
3000
2000
§ ~1000
\
el L ., o — la
! YeslE s Lelg e [~io00
= P ==t == = —-2000
T T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.0 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5
1 (ppm)
Comp 73 g2 =
Carbon Spedrum ns=256 & &g & 6000
c13 CDGIE /nmr500 mmian 13 ! ! ! b
5500
'C NMR (126 MHz, CDCL,) & 196.04 (s), 157.52 (s), 151.83 (s). 148 46 (s). 136.89 (<), 135.03
(). 13251 (s). 124.95 (s). 123.88 (), 117.03 (). 116 .78 (s). 115.57 (=) ~s000
MH
—4500
o
4000
K (s) = N
11678 ~ | 3500
c(s) F(s) I(=)
151.83 135.03 123.88
—3000
B (s} E (s) H (s)
157.52 136.89 124.95
=  E— 2500
D (s) G (s) J (s)
148.46 134.81 117.03
L(s) 2000
, 115.57
!
—1500
—1000
) '
‘ -s00
. L | o
—-500
T T T T T T T T T T T T T T r T T T
200 190 180 170 160 150 140 130 120 oo 20 80 70 60 50 40 30 20 10

110 1
1 (ppm)
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Farmuks Predicior Report - COMP 7 _1 2082020 Anakysis_38 lcd

ARKIVOC 2021, v, S1-S33

Page 1 of 1

Data Fle: CALabSolutions\Da = Vilashini Raaratramid 2082020 Aralysish\COMP T 12082020 Aralysis_39 lcd

Error Margin {ppmj: 300 DBE Range: -100.0 - 2000.0 Electron lors:  both
HC Rato: unlimited Agpky M Rule: no Use MEn Info; yes
Max Isolopes: al Isatape Rl (%) 1.00 Isotope Res: 10000
MSn Iso Rl (%) 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS[E+] Rel Time : 0893 > 1640 - 0.040 => 0.311_ Scan¥ : 135-> 247 -7 > 47
B.000ed]
B000ef]
T00Mef
B0
& f0ed] 196 N84
4.000=5
10Mef] 20000874
2000e6] 171.1491 2351840
10005 I | I |
H— Ly 1 & 1 T + v v
100.0 200,00 300.0 400.0 5000 600.0 700.0 800.0 a00.0
Measured region for 1950844 miz
195.0844
100.09
50,04
200.0874
L, T Pmpatin . T r T T T T T T
198.0 195.5 200.0 200.5 201.0 201.5 202.0
C123H10 M2 O [M+H]}+ : Predicted region for 199.08668 miz
00 159.0866
50.0
2000896
; . . |
12d.0 198.5 200.0
Rank Fonmula (M) lon Isa
1 3570 CIZHIDNZ O M= H]+ 195,084 195.0856 2.2 =11.05 95.57 9.0
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ethyl (R)-6-(2-fluorophenyl)-4-methyl-4H-benzo[f]limidazo[1,5-a][1,4]diazepine-3-

carboxylate(9a)
o 24
/

50000
Omp s erevvoayngusganiogmogs TEEg I9TRE
NN a2 b - e
me% i R
h1l CDA3 famr500 mmian 20
: 45000
'H NMR. (300 MEHz, CDC1)) 8 7.93 (d,/= 14.8 Hz, 1H), 7.72(d, J= 7.9 Hz, 1H), 7.60 (s, 2H), 747 (dd, J I (
=118, 8.1 Hz, 1H), 7.44 = 7.30 (m, 2H), 725 (dt, /= 116, 7.6 Hz, 1K), 704 (dt, /= 147, 95 Kz, 1H), N 0 [
671(q,J=138 bstlH}-l-H[qJ 15.914H1J{}147[u TL14Hz 3H),120(d J=75 | ﬁ | 40000
Hz3H). ] | y / ‘ |
I | N |
LAl | e, ||
[ A B B / / 2 / I
—=N
E (m) 30000
7.37 F
B (d)| |F(dt)] |H (q) K (d)
772 | | 725 6.71 1.29 | 25000
A(d)| |D (dd) | G (dt) 1(q) 1(t)
793 || 747 | 704 4.41 142
H —H H = = H
20000
C(s)
7.60
15000
| 10000
|
5000
I I
| AU "
I [
SIS PV A 1 AN oA A JUL |
"L{ T I?H T -I[I ,){ II\ II Il\ \‘\ I-II
grzszss g 8 5 mE
T T T T T T N T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
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Forruls Predicsor Repon « COMP 14_ 1 2083000 Ansbyss 25 ierl Page 101

Ciata File: CilabSoutiors\Dntaliilashini Rapratrarm 1 208 2020 AnabyssDOMP 141 2082000 Aralysis 25 icd

1
i 1 a ] F 1 1 4 Br 1 a F] Ma
c 4 1 2% & 4 a [1} | 3 a o K
/] 3 1 3 2 2 a 0 ML
Emor Margin {pom]: 300 DEE Range 10000 - 2000.0 Electron lars: bath
HC Fatio: wnlimsed Apply N Ruie no Usa MSin Infiec yes.
Max Izolopes: i |zotope B (S 1.00 Isotope Pes: 10000
MSnlea R (W) 75,00 MSn Lege Mode AND Maz Fesuts. 10

Event#: 1 MSE+) Pt Time : Q807 -> 1133 - 0390 > (.467 Scan# : 137> 171 =48 == T1

£ 500w
£ M)
1 500
3Ty 4 37
250067
20008

1500, 350
1.000e5 w7

:; PR | Il

000 T 300 o TET T B0h0 5.0 T 000

Messieed regon lor 384, 12837 mi

1
11054 A
5004
35,147
o . | ey - A . —T" r . .
3640 364.5 3650 ) 366.0 IEE S 870 7.5
S HUE MG O F [ H)+ : Frodebad fegion for 364, 1456 mils
3541456
1000
80 04
3651487
o ' r . A ' it v . 1
K L] LR k] 253 2660 2655 B0 X5
Seore Fomuls L= Meat mfz  Pred mfz DI [+ ko DEE
X] THI M. = ] =1 7 W,
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Debromination on a double bond containing substrate

Pd(OAc), (5 mol%)
PMHS(1.01eq)

=
. o

THFH,O0
rt, 4 hr

\

PHMS debrominated the bromine group selectively without interfering with the double bond.
The debromination was confirmed by running the crude products on a single quadrupole LCMS
2020.

<Spectrum>

R.Time:-—(Scar#—)

MassPeaks:221 BasePeak: 118(784464)

Spectrum Mode:Averaged 0.093-0.313(29-85)

BG Mode:None Folarity:Positive Segment 1 - Event 1

700000~ |
600000 bel
500000 [ I See be ?W’ zoom
400000-= view
EODD{JGI—_ s
2000004 - o
100000 ” T s =
3 b i T T B g g g
A EE | g 1. ||| Ll | ||I.I - P E Iﬁ O
25 50 75 100 125 150 175 200 225
miz
R.Time:-—(Scar#—)
MassPeaks:231 BasePeak:91(194980)
Spectrum Mode:Averaged 0.097-0.317(30-98)
BG Mode:MNone Polarity:Megative Segment 1 - Event 2
1000001 = R
S
5 i 5 ¢ g o S 5 ‘ A 5
iy = ;.I 2 I: | i | | g — | I||I| } |.|I.LI ] n
25 50 75 100 125 150 175 200 225
miz

Prithu 2020 - 3-87/3-526-1 — 3.lcd
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100

115

(4]
T T0Y

130
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X
Exact Mass: 118.08

If double bond is reduced, then the mass will be 120, there is no peak here.

SN

Exact Mass: 120.09

If double bond is reduced before debromination, then the mass will be 198 and a double peak
will appear but there is no such peak in the whole spectra

.

Exact Mass: 198.00
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