Supplementary Information (Sl) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2026

IR Spectrum of 3a
o
g ﬂ | |
RUKER | ( Lo r
CX__) d,r\\ (J‘MJM /I‘ .‘I i| \I‘\"‘l
W ‘ A ."‘| c
Al I B | H MA L
Ao | ‘ (v
& “‘H'”‘n‘ AR
= RNt 'H'\‘I
S A L]
8 T
8 RIIRNiNRYEI
5 AP VN L
£ H | L] !l
Eo BRI R A
2o 1. \ ‘
5 [ |
= “ . ! V H
8 H L‘
|
n
1) NI
l 1] l
5@ SRZ B R B8 BRERE 3 o carx o
@~ DO o o~ ~ or~wos =~ N Quno = o
S8 &RE € 8 ¥ 2855F 8 § 38k 8%
T T T T T T T
3500 3000 2500 2000 1500 1000 500
Wavenumber cm-1
IR Spectrum of 3b

100
A
c
A
m
A
-
5
—

© \ A | |‘"\ ”\I i
] | ? | | ' f
& » CET LY e
} WL
9 \ L “ R ‘ |
9 u '.‘ml\u'l \‘-h\- |
3 A w"‘ | \f I |
é © | [l ‘ m M | l|
: IR
2o N |
g" ‘ H U “ | ‘ \
|
- ‘ || \
.- I
|
"-+ LN
N ) 1
I I I I I I I
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1



IR Spectrum of 3¢
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IR Spectrum of 3g
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IR Spectrum of 3i
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IR Spectrum of 3k
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IR Spectrum of 3m

o
-C—> I 1 f
| j i
ey | A
\ |
e Y
1 I A
| R A T
) | (Y Y Y I RUA
@ | . A
- |0l NV MV A
2 W IR AR
3 N LT
S [ MmNy |
£ 8 |l BN I
£ ‘\ | 1\
a \ L I I
g | | | |l U |
= ' | ‘\ | |“ | |
& ‘ || ‘“ lw‘ |
| | |
| |
8 |
| LTI
[ IRRRE
g 23 28 8 552 3% gceacys
@ @ o <+ — wox —n% oM MR o
g 5 BB % 282 3322238463
(5] o™ - - — - O O OON~MNOW
T T T T T T T
3500 3000 2500 2000 1500 1000 500

IR Spectrum of 3n

Wavenumber cm-1

o
" EnGagn ) | i
. / I
g (> e H] 1l
| A |
bl | Al
8 - L T 1 Y 1 LA
| || / ‘ '.I\ Igil Vi ‘ I
w-‘\" | |“|"|| U' | I
M ||‘ Lo
i o

Transmittance [%]
75 80

70
I

60

T INSYN T
| S TIRS N HIT
58 2 535% 2 85832030 o ragro
NI o M EON O onaooms QN T MoOn™
28 8 BLF¥F 2 ANE2C885E B 3IRR
I I I I I I I
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1




IR Spectrum of 30
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IR Spectrum of 3q
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IR Spectrum of 3s
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IR Spectrum of 3u
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IR Spectrum of 4b
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IR Spectrum of 4d
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IR Spectrum of Sb
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IR Spectrum of 5d
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IR Spectrum of 5f
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IR Spectrum of Sh
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IR Spectrum of §j
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IR Spectrum of 51
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IR Spectrum of Sn

o
\9 MWMJL‘-\J%\ A I‘.‘Al //‘ i | fl| pr'
RUKER /| A1t
(> \ \ | ‘. |‘l .‘ﬂ%,-\j“. J|J il m ‘|
2 A : R Y r‘lun ‘\
\ | “ | i | " | | ‘ |
W WA Ll ‘l“ | ‘”U N |‘l||\‘|
- I [N T
LI |
L o 1 \ \ | H | \
=8 ! Y
) i
@ i
= J |‘ ‘ﬂ”‘” U 1 ‘Jl
E v | \\.‘||
g @ \| I
s [ 1
= ‘l
2 - | ”
Q ] t
| ‘ L] L\ 'R |
‘ ‘ ‘ | RARRR N
58 58 S A8 392 Rvary o wwuwm
+ - oo INE=I=] ~ M nocc*‘o‘"’g ® QWO
M~ M~ o W0 g o Mo NN OO ON~ wnow
=8 &8 € 838 oCCoc¥ERR d 888
| T | T T T T
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1

IR Spectrum of So

o
=4 W \ "" | /
- e ol ST V0 WY | R
w\jﬁ\/\‘ n/ | I‘ I/rl ‘“| 1 “ |
8 v || ."“|n|‘ W
| I
AT B T T
— R ‘M" M ‘H
= i r “~|‘||"H \|‘| ||,\
3 3 7 I “]"‘.!‘ \'i‘w”\n |
g A | |
@ H'\ ‘ ‘-
= an . |
g ‘! lu | |
c |\ \
G 0 _| | |
S @ ' \
|
2 |‘
|
I
| il j |
| I \
: 32 & 88y fisy3s 83
= &% 2 338 883838 0%
I I I I I I I
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1

20



IR Spectrum of Sp

Transmittance [%]

Transmittance [%]

75 80 85 90 95 100

70

70 75 80 85 90 95 100

65

- I
m, ‘ ool A \
(X_) ‘,\ﬂ\ u“’u\/“l‘ I“ ol v “I |
— Y \ A l “‘ ,/"\ | \‘ I J ‘|||
\[V Ll LT A Y A
! VAN M
CUC oA L [
o Y M [l |y
C iy ‘
I ‘.u‘ul‘l‘\l” I
v ‘\‘ Vol | |
il al o
v
a‘ |
|\
I
|
I
\ \ ‘ ‘
| |
= 8% R SET & S%agpoe  gg
3 28 S K28 3 2S84 wv © oo
5 25 8 ¥¥y2 & 2383325 8¢
T T T T T
3500 3000 2500 2000 1500 1000 500
Wavenumber cm-1
IR Spectrum of 5q
T |‘
RUKER ,ﬂ| i , \‘| |/
(<D \.\ YT ‘H "‘|‘ o " /
\ ol || |“|‘| | | ‘
VA | | | Nl
Y IR - H
| I o /
| T AN
V \ | W |
[ A
AN T
A .
R [ .
L |N|u L |
V i
|
| I
|
!
i
L ‘ ‘
BEARR
- oy o T OW O~ TN W
N 3 SPeNeiNEy s 3k
g8 8 I¥G8ANEES g B § §
T T T T T T T
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1

21




IR Spectrum of Sr
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IR Spectrum of St
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IR Spectrum of Sv
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IR Spectrum of 5x
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IR Spectrum of 5z
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IR Spectrum of 6a
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IR Spectrum of 6¢
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IR Spectrum of 6d
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IR Spectrum of 6e
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IR Spectrum of 7
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IR Spectrum of 9
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HRMS Spectrum of 3a

Cpd. 1: C18 HI1 N 03

| Formula | Mass | Score | Algorithm | _Diff (Tgt, ppm) | Polarity
| C18 H11 N 03 | 289.0739 I 99.76 I FBF l-0.0271708132496771] Positive
Compound Spectra (overlaid)
x10% (Cpd 1: C18 H11 N 03: + FBF Spectrum (rt: 0.072, 0.346-0.845 min) RKP_Nikunj_270924 RKP-NSRB-602.d Subtract
- 2900811
55 (M+H)+
2.25-
.
1.75
1.57
1.25|
-
0.75-]
0.57 92.(1884 312.0633 328.0376
0.25 (M+H)+ (M+Na)+ (M+K)+
D,), S—— n S le L L 1 N P I 1l L R N

T T T T T T T T T T T T T T T T T T T T - T T
290 292 294 29 298 300 302 304 306 308 310 312 314 316 318 320 322 324 326 328 330 332

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3b

x10° +-ESI Scan (rt: 0.126 min) Frag=175.0V RKP_Rajnish_281024_RB-628.d

332.1281
125 132.9727
1
0.75
noz-z 2145;’;‘: rags 2807898 81,2980 558.2475 5169533
) ‘\ i Ll L I‘ILJILL Lol L 536164{)l |L‘L 684\2“”6 v i s oo

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825 850 875 900 925 950 975 1000

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3¢

Cpd. 1: C18 H11 N 04

| Formula | Mass | Score | Algorithm | biff (Tgt, ppm) | Polarity

| C18 H11 N 04 | 305.0685 | 99.21 | FBF | -0.865942856743393 | Positive

Compound Spectra (overlaid)

x10* |CPd 1: €18 H1L N O4: + FBF Spectrum (1t: 0.084-0.168 min) RKP_RAINISH 031125 RB-833.d Subtract
— 306.0758
(M+H)+
3.5
P
2.5
pu
1.5
307.0791
1 (M+H)+
. 3280571
05 JII‘ L (M+Na)+
o ald s . Lo =l wli ol i e il e an eeme b aal d
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332
Counts vs. Mass-to-Charge (m/z)
HRMS Spectrum of 3d
Cpd. 1: C17 H9 N 03
| Formula | Mass | Score | Algorithm | _Diff (Tgt, ppm) | Polarity
[ C17 H9 N 03 | 275.0586 | 99.35 | FBF | 1.32432002853909 | Positive
Compound Spectra (overlaid)
x1g*_|CPd 1: €17 H9 N O3: + FBF Spectrum (rt: 0.081, 0.148-0.231 min) RKP_Rajnish_160425_RB-855.d Subtract
| 276.0659
5 (M-H)+
4.5
pu
3.5
+
2.5
fu
157 277.0692
1 (M+H)+
279.0731 298.0475
0.57 (M+H)+ (M+Na)+
Pl 1 A I R TR VU VU AU S - B T T,
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302 303

Counts vs. Mass-to-Charge (m/z)
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HRMS Spectrum of 3e

Cpd. 1: C17 H8 FN 03

| Formula | Mass | Score | Algorithm | Diff (Tat, ppm) | Polarity
[ C17 HS F N O3 | 293.0490 | 98.59 | FBE | 0.71346263601502 | Positive
Compound Spectra (overlaid)
x10? |Cpd 1: C17 H8 F N O3: + FBF Spectrum (rt: 0.081-0.255 min) RKP_Rajnish_291024_RB-614.d Subtract
B 294.0563
(M+H)+
1.2
-
0.8
0.6
0.4 295,0597
(M+H)+
0.2 316.0383
M+N3)
ot .:L coalll I_ el o L b - ._l ( +..ﬁ J.LILA.._ OO NN

T T T T T T T T T T T T T T T T T T T T T T T T
293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3f

Cpd. 1: C17 H8 CIN 03

| Formula | Mass | Score | Algorithm | piff (Tgt, ppm) | Polarity |
| C17 HB CIN O3 | 309.0190 | 97.63 | FBF | -0.853040742997877 | Positive |
Compound Spectra (overlaid)
x10° Cpd 1: C17 H8 CI N 03: + FBF Spectrum (rt: 0.079-0.378 min) RKP_Rajnish_291024_RB-615.d Subtract
7 310.0266
5 (M+H)+
4.5
p
3.57]
N
257 312.0236
P (M+H)+
15
17 313.0273 327.0504
MariEha) - 332086
0.5 (M+H+ L ( ﬂl M+N
<un J o Ll ool e
T T T T T T T T T T T T T T T T T T T T 1
39 3lo 31 312 313 314 315 316 317 3l 319 30 321 32 33 324 335 6 37 308 IO 30 351 32 13 34 3 36

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3g

Cpd. 1: C17 H8 Br N 03

| Formula | Mass | Score | Algorithm | piff (Tgt, ppm) | Polarity |
| C17 H8 Br N 03 | 352,9684 | 72.91 | FBF | -0.884752311271461 | Positive |

Compound Spectra (overlaid)

x103 de 1: C17 H8 Br N O3: + FBF Spectrum (It‘ 0.095-0.162 min) RKP_RAINISH_031125_RB-934.d Subtract
7 353.9755 3559785
L (MiH)+ (M+H+
1.2
-
0.6
0.6 354.9807
(M+H)+
0.4 m ‘ ’
0.2
ol nl“l ‘ n M\MIH |H I HIL‘ \“ bl IHI“II“\H il ||\h ” ‘ | H\‘HIIM i | \I‘ M | ‘I\ Il I"\ ||I|‘|‘ ‘| I HM \M‘I U Mh il
I N R S

T T T T T T T T
352.5 353 3535 354 354.5 355 355 5 356 356.5 357 357.5 3 8 358 5 359 359.5 360 360.5

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3h

x105 J*ESI Scan (rt: 0.138 min) Frag=175.0V RKP_Rajnish_160425_RB-854.d

290.0816
1
0.
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oe 1180863
0.4 ‘
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JmL' Lubs \w Ly h uL L Ll ‘ L L n 101844 . 6842026 -
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HRMS Spectrum of 3i

Cpd. 1: C18 H11 N 04

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity

| C18 H11 N O4 | 305.0692 | 28,39 | FBF | 1.20191217059353 | Positive

Compound Spectra (overlaid)

x10* Cpd 1: C18 H11 N 04: + FBF Spectrum (rt: 0.083, 0.124-0.299 min) RKP_Rajnish_291024_RB-640.d Subtract
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HRMS Spectrum of 3j

Cpd. 1: C1I7H8 FN 03

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity

| C17 H8 F N O3 | 293.0461 | 46.73 | FBF | -9.42051198329465 | Positive
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Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3k

Cpd. 1: C17 H8 CIN 03

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C17 H8 CIN 03 | 309.0199 [ 95.66 | FBF | 2.18085496560311 | Positive
Compound Spectra (overlaid)
XL(!S Cpd 1: C17 H8 CI N O3: + FBF Spectrum (rt: 0.084-0.175 min) RKP_Rajnish_291024_RB-604.d Subtract
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HRMS Spectrum of 31

Cpd. 1: C17 H9 Br N 03

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C17 H9BrN O3 | 353.9763 | 98.64 | FBF | -0.85657073151872 | Positive
Compound Spectra (overiaid)
x103 (Cpd 1: C17 H9 Br N 03: + FBF Spectrum (rt: 0.078-0.427 min) RKP_Rajnish_281024_RB-630.d Subtract
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HRMS Spectrum of 3m

Cpd. 1: C18 H11 N 03

| Formula | Mass | Score | Algorithm | _Diff (Tgt, ppm) | Polarity
| C18 H11 N O3 | 289.0741 | 99.75 | FBF | 0.813662094031977 | Positive
Compound Spectra (overlaid)
x10* Cpd 1: C18 H11 N 03: + FBF Spectrum (rt: 0.080, 0.163-0.205 min) RKP_Rajnish_291024_RB-620.d Subtract
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HRMS Spectrum of 3n

Cpd. 1: CI7H9 FN 03

| Formula Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity

| C17 H9F N O3 294.0566 | 98.00 FBF |-0.0115575639161922| Positive

Compound Spectra (overlaid)

xi0? Cpd 1: C17 H9 F N 03: + FBF Spectrum (rt: 0.076-0.201 min) RKP_Rajnish_281024_RB-632.d Subtract

294.0561

3.5 i
Ey

2.5
>

1.5

h 2950594
I M+

0.5+ L ZBIﬂ}‘Glll
A B . T

315.0127 ~ 317.0413
J (M+K)+[-H20] [(M+Na)+
A . B | SO

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
293 294 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322

Counts vs. Mass-to-Charge (m/z)

35




HRMS Spectrum of 30

x10° -+ESI Scan (rt: 0.132 min) Frag=175.0V RKP_Rajnish_281024_RB-622.d
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Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3p

Cpd. 1: C17 H8 Br N 03

| Formula | Mass | Score | Algorithm | Diff (Tat, ppm) | Polarity

| C17 H8 Br N 03 I 352.9685 | 98.94 I FBF | -0.75041195238472¢ | Positive

Compound Spectra (overlaid)
Cpd 1: C17 H8 Br N 03: + FBF Spectrum (rt: 0.115-0.231 min) RKP_Rajnish_R_310125_RB-637.d Subtract
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HRMS Spectrum of 3r

Cpd. 1: C19 H13 N 05

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C19 H13 N 05 | 335.0797 | 99,47 | FBF | 1.11100188596448 | Positive

Compound Spectra (overlaid)
Cpd 1: C19 H13 N O5: + FBF Spectrum (rt: 0.071, 0.212-0.436 min) RKP_Rajnish_291024_RB-644.d Subtract
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Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 3s

Cpd. 1: C23 H13 N 03

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C23 H13 N 03 | 351.0898 | 99.71 | FBF | 0.808432849291362 | Positive

Compound Spectra (overlaid)

x10* Cpd 1: C23 H13 N 03: + FBF Spectrum (rt: 0.076-0.417 min) RKP_Rajnish_170425_RB-841.d Subtract
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HRMS Spectrum of 3t

Cpd. 1: C24 H15 N 04

| Formula | Mass | Score Algorithm | _Diff (Tgt, ppm) | Polarity
| C24 H15 N 04 | 381.1004 | 99.71 FBF | o0.65143854204731 | Positive
Compound Spectra (overlaid)
x1o? |CPd L €24 H1S N O4: + FBF Spectrum (rt: 0.161-0.369 min) RKP_Rajnish_290425_RB-840.d Subtract
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HRMS Spectrum of 3u

Cpd. 1: C19 H13 N 03
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| Formula Mass | Score

Algorithm |  Diff (Tat, ppm) | Polarity

| C19 H13 N 03 | 303.0892 | 96.18

FBF | -1.15228126516877 | Positive

Compound Spectra (overlaid)

x10? [Cpd 1: C19 H13 N O3: + FBF Spectrum (rt: 0.144 min) RKP_RAINISH_031125 RB-938.d Subract
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HRMS Spectrum of 4a

Cpd. 1: C21 H11 N 03
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| Formula | Mass | Score | Algorithm | Dpiff (Tgt, ppm) | Polarity
| C21 Hi1 N O3 | 325.0728 | 96.04 | FBF | -3.47750751926488 | Positive
Compound Spectra (overlaid)
x10*_[Cpd 1: C21 H11 N O3: + FBF Spectrum (rt: 0.134-0.151 min) RKP_Rajnish_130825_RB-930.d Sublract
326.0801
o (MH)+
]
-~
]
327.0832
= (M+H)+
1 348.0614
(M+Na)+ l
o . N N i - 'l - [N . N N e - N s . e - =
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 34 345 346 347 348 349 350 351 352 353

Counts vs. Mass-to-Charge (m/z)

37




HRMS Spectrum of 4¢

Cpd. 1: C27 H15 N 03

| Formula | Mass | Score Algorithm | Diff (Tgt, ppm) | Polarity
| C27 H15 N O3 | 401.1036 | 93.55 FBF -4.05526502755034 Positive
Compound Spectra (overlaid)
xig* [CPd 11 C27 H15 N O3: + FBF Spectrum (1t: 0.076-0.117 min) RKP_Rajnish_190825_RB-932.d Subtract
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Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 4d

Cpd. 1: C25 HI3 N 03

| Formula | Mass | Score Algorithm | Dpiff (Tgt, ppm) | Polarity
| C25 H13 N O3 | 375.0890 | 98.38 FBF -1.40118858107514 Positive
Compound Spectra (overlaid)
x105_[CPd 1: C25 H13 N O3: + FBF Spectrum (rt: 0.106-0.114 min) RKP_Rajnish_190825_RB-931.d subtract
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HRMS Spectrum of 5a
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Spectrum Plot Report
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HRMS Spectrum of Sb

Cpd. 1: C16 H13 N 02

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C16 H13 N 02 | 251.0945 | 99.88 | FBF | -0.615800928637462 | Positive

Compound Spectra (overlaid)
x10* Cpd 1: C16 H13 N 02: + FBF Spectrum (rt: 0.069, 0.352-0.718 min) RKP_RAJNISH_291025_RHB-102.d Subtract
1 252.1017
5.5 (M£H)+
=
4.5
pa
3.5
—
2.5
Z 253.1051
15 (MH)
I 251.0986 254.1077 255.1125
M+ (M+H)+ (M+H)+
D,L e [P - S - B |
T

VIV 7\ T \ T 7\ T T T T T T T T T T T \ = T : \ T
2495 250 250.5 251 2515 252 2525 253 2535 254 2545 255 2555 256 2565 257 2575 258 2585 259 2505 260
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HRMS Spectrum of Sc¢

Cpd. 1: C15H11N O

| Formula | Mass | Score | Algorithm | Dpiff (Tgt, ppm) | Polarity
| CISH11NO | 221.0840 | 99.79 | FBF | -0.161670881788199 | Positive

Compound Spectra (oveilaid)
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Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 5d

Cpd. 1: CISHI0FNO

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| Ci5HI0FNO | 239.0745 | 97.54 | FBE | -0.424535338658126 | Positive

Compound Spectra (overlaid)
Cpd 1: C15 H10 F N O: + FBF Spectrum (rt: 0.078, 0.161-0.178 min) RKP_RAINISH_291025_RHB-99.d Subtract
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HRMS Spectrum of Se

Cpd.1: C15H10CIN O

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| CI5HI0CINO | 255.0447 | 99.01 | FBF | -1.35859840965855 | Positive
Compound Spectra (overlaid)
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HRMS Spectrum of 5f
Cpd. 1: CI5H10BrNO
| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| CI5HI0BrN O [ 298.9941 | 99.10 | FBF | -1.58614204317766 | Positive
Compound Spectra (overlaid)
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HRMS Spectrum of Sg
Cpd. 1: C15HI0FNO
| Formula Mass Score | Algorithm | Diff (Tgt, ppm) | Polarity
| CI5HIOENO | 239.0750 | 99.51 | FBF | 1.31667190627341 | Positive
Compound Spectra (oveilaid)
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HRMS Spectrum of Sh

Cpd. 1: C15H10CIN O

| Formula

| Mass | Score | Algorithm | Diff (Tgt, ppm) |

| CI5HI0CINO

| 255.0450 | 98.06 FBF | -0.387600010104522 | Positive

Polarity

Compound Spectra (overfaid)
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Spectrum Plot Report
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| Formula | Mass | Score | Algorithm | Diff (Tat, ppm) | Polarity |
| C16 HI3N O | 235.0997 | 95.80 FBF | -0.12431857374357 | Positive |
Compound Spectra (overlaid)
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HRMS Spectrum of Sk

Cpd. 1: C15H9CI2 N O

| Formula | Mass | Score | Algorithm | piff (Tgt, ppm) | Polarity
| CIS5HI9CI2NO | 289.0059 | 99.73 FBF -0.772635221838508 Positive
Compound Spectra (overlaid)
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HRMS Spectrum of 51

Spectrum Plot Report
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| Formula | Mass | Score Algorithm

| _Diff (Tgt, ppm) | Polarity

| C17 HI5 N 02 I 265.1100 | 99.47 FBF

| -0.918290571955205 | Positive

Compound Spectra (overlaid)
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HRMS Spectrum of Sn

Cpd. 1: C16 HI2ZFNO

Formula | Mass | Score | Algorithm | piff (Tgt, ppm) | Polarity

Ci6HI12FNO | 253.0901 | 99.62 | FBF | -0.873442706655071 | Positive

Compound Spectra (overiaid)
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HRMS Spectrum of So

Cpd. 1: C16 H12CIN O

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity |
| C16 H12CIN O | 269.0607 | 99.69 | FBE | -0.322732867073534 Positive |
Compound Spectra (overlaid)
«10® |Cpd 1: C16 H12 CI N O: + FBF Spectrum (rt: 0.081, 0.164 min) RKP_RAINISH_291025_RHB-152.d Sublract
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Counts vs. Mass-to-Charge (m/z)
HRMS Spectrum of 5p
Cpd. 1: C16 H12 Br N O
| Formula | Mass | Score | Algorithm | Diff (Tat, ppm) | Polarity |
| C16H12BrNO I 313.0101 I 99.10 I FBF | -0.477855117284413 | Positive 1
Compound Spectra (overlaid)
x10° (Cpd 1: C16 H12 Br N O: + FBF Spectrum (rt: 0.156 min) RKP_RAINISH_291025_RHB-157.d Subtract
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HRMS Spectrum of 5q

Cpd. 1: C16 H12 FN 02

| Formula | Mass | Score |

Algorithm |

Diff (Tqt, ppm) |

Polarity

| C16 H12 F N 02 | 269.0850 | 99.27

FBF

| -0.894637260050534 |

Compound Spectra (overiaid)
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[Cpd 1: C16 H12 F N 02: + FBF Spectrum (rt: 0.077, 0.160-0.293 min) RKP_RAJNISH_291025_RB-479.d Subtract
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HRMS Spectrum of Sr

Spectrum Plot Report
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HRMS Spectrum of Ss

Cpd. 1: C16 H12 Br N 02
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| Formula | Mass | Score | Algori

thm | Diff (Tgt, ppm) |

Polarity

| C16 H12 Br N 02 | 329.0046 | 96.89

FBF

-1.62824437716818

Positive

Compound Spectra (overlaid)

Cpd 1: C16 H12 Br N 02: + FBF Spectrum (rt: 0.075, 0.158-0.308 min) RKP_RAINISH_291025_RB-169.d Subtract
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HRMS Spectrum of St

Cpd. 1: C15HI0FNO

| Formula

Mass

| Score |

Algorithm |

Diff (Tgt, ppm)

Polarity

| Ci15HIOFNO

239.0745

| 99.16 |

FBF

| -0.468945920027754 |

Positive

Compound Spectra (overlaid)
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Spectrum Plot Report
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ot [Cpd 1: C16 H12 F N O; 0,121: + FBF Spectrum (rt: 0,079-0,171 min) RKP_RAINISH_250523_RHB-158H,d Subtract
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HRMS Spectrum of Sv

Cpd. 1: C15HICIFNO

T T T T T T T T T T T T T T T T T T T T T
255 256 257 258 259 260 261 262 263 264 265 266 267 268 265 270 271 272 273 274 275 2

S
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| Formula | Mass | Score | Algorithm | Dpiff (Tgt, ppm) | Polarity
| CI5H9CIFNO | 273.0355 | 99.30 FBF | -0.610038783753799 | Positive
Compound Spectra (overlaid)
x104 Cpd 1: C15 H9 CI F N O: + FBF Spectrum (rt: 0.148 min) RKP_RAINISH_291025_RHB-160.d Subtract
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HRMS Spectrum of Sw

Cpd. 1: C17H1ISNO

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| CI17HISNO [ 249.1156 | 98.36 | FBF | 1.06401821064188 | Positive
Compound Spectra (overlaid)
)(104— Cpd 1: C17 H15 N O: + FBF Spectrum (rt: 0.339 min) RKP_Rajnish_120624_RB-512.d Subtract
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Counts vs. Mass-to-Charge (m/z)
HRMS Spectrum of 5x
Cpd. 1: C16 H12CIN O
| Formula | Mass | Score | Algorithm | Diff (Tat, ppm) | Polarity
| Cl6 H12CINO [ 269.0610 [ 98.99 | FBF | 1.13353494063752 | Positive
Compound Spectra (overlaid)
X104 Cpd 1: C16 H12 CI N O: + FBF Spectrum (rt: 0.253-0.403 min) RKP_Rajnish_120624_RB-516.d Subtract
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HRMS Spectrum of Sy
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| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| CI6H12CINO | 269.0611 [ 98.79 | FBF | 1.38393450478327 | Positive
Compound Spectra (overlaid)
<10° |pd 1: C16 H12 CIN O + FBF Spectrum (rt: 0.069, 0.260, 0.277-0.310 min) RKP_Rajnish_120024 RB-558.d Subtract
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HRMS Spectrum of 5z

Cpd. 1: C17 HISN O

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C17HI5NO | 249.1159 | 98.59 | FBFE | 1.98001971788461 | Positive

Compound Spectra (overlaid)

x10* Cpd 1: C17 H15 N O: + FBF Spectrum (rt: 0.253-0.261 min) RKP_Rajnish_120624_RB-517.d Subtract
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HRMS Spectrum of Saa

Cpd. 1: C16 H12CINO

| Formula | Mass | Score | Algorithm |  Diff (Tgt, ppm) | Polarity

| Cl6HI2CINO [ 269.0611 [ 98.66 | FBF | 1.14610584243029 | Positive

Compound Spectra (overlaid)

X104 Cpd 1: C16 H12 CI N O: + FBF Spectrum (rt: 0.190-0.198 min) RKP_Rajnish_120924_RB-518.d Subtract
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HRMS Spectrum of 6a

Cpd. 1: C13 H10 F N 05

| Formula | Mass | Score | Algorithm | Diff (Tat, ppm) | Polarity

| CI3 HIOF N O5 | 279.0544 | 99.39 | FBF | 0.494231666693809 | Positive

Compound Spectra (overlaid)

Cpd 1: C13 H10 F N O5: + FBF Spectrum (rt: 0.082, 0.148-0.165 min) RKP_Rajnish_120924_RB-480.d Subtract
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HRMS Spectrum of 6b

Cpd. 1: C13 H10 CIN O5

| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity |
| C13HI0CIN O5 | 295.0251 | 98.99 | FBF | 1.16239969060888 | Positive |

Compound Spectra (overlaid)
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HRMS Spectrum of 6¢
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Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of 6d

Cpd. 1: C14 HI3 N 05

| Formula | Mass | Score | Algorithm | piff (Tgt, ppm) | Polarity |
| Cl14 HI3N 05 | 275.0794 | 99,31 FBE |-0.0389478068759299] Positive |
Compound Spectra (overlaid)
x10*_|Cpd 1: C14 H13 N O5: + FBF Spectrum (t: 0.166 min) RKP_Rajnish_291024_RB-586B.d Subtract
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HRMS Spectrum of 6e

Cpd. 1: C13 H10CIN 05

‘ormula ass re gorithm iff (Tgt, ppm olari
| F I | M | Scol [ Algorith [ Diff (Tat, ) | Polarity |
| C13 H10 CIN OS5 | 295.0243 | 96.36 | FBF | -1.48521135537242 | Positive |
Compound Spectra (overlaid)
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HRMS Spectrum of 6f

Cpd. 1: C16 H17 N O5

| Formula Mass Score | Algorithm |  Diff (Tgt, ppm) | Polarity
| C16 H17 N 05 [ 303.1107 [ 99.91 | FBF | 0.0901048055414736 | Positive
Compound Spectra (overlaid)
X104 (Cpd 1: C16 H17 N O5: + FBF Spectrum (rt: 0.070, 0.203-0.543 min) RKP_Rajnish_291024_RB-585.d Subtract
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HRMS Spectrum of 7
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HRMS Spectrum of 8
Cpd. 1: C17 HO N 04
| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
I C17 H9 N 04 I 291.0530 I 99.67 I FBF -0.669796671047735 Positive

Compound Spectra (overlaid)
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HRMS Spectrum of 9
Cpd. 1: C22 H17 N 02
| Formula | Mass | Score | Algorithm | Diff (Tgt, ppm) | Polarity
| C22H17 N 02 | 327.1251 | 97.63 | FBF | -2.556086260269 | Positive
Compound Spectra (overlaid)
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HRMS Spectrum of 10

Cpd. 1: C16 H1I2IN O

| Formula | Mass | Score | Algorithm | Diff (Tqt, ppm) | Polarity

| Cl6 HI? INO | 360.9956 | 97.55 | FBF | -2.23111457876401 | Positive

Compound Spectra (overlaid)
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