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1. Anti-proliferative activity against HepG2 and PANC1 cancer cell lines

The examined human cancer HepG2 and PANC1 cell lines have been obtained from
American Type Culture Collection (ATCC). Cells lines were maintained as monolayers in
Dulbecco’s Modified Eagle’s Medium (DMEM) supplemented with 10% FBS, 2 mM L-
glutamine, 100 U/ml penicillin and 100pg/ml streptomycin sulfate. Cells were sub-cultured
with trypsine /EDTA solution, counted with haemocytometer and plated onto 96-well
plates (5000 cells/well) and left overnight to form a semi-confluent monolayer. Cell
monolayers were treated in quadrates with vehicle (DMSO, 0.1% v/v), and test samples
1,2,4-triazole-tethered indolin-2-ones 11a-l and 14a-d for an exposure time of 48 h. At the
end of exposure, MTT solution in PBS (5 mg/ml) was then added to all well including no
cell blank and left to incubate for 90 min. The formation of formazan crystals were visually
confirmed using phase contract microscopy. DMSO (100 ul/well) was added to dissolve
the formazan crystals with shaking for 10 min after which the absorbance was read at 590
nm against no cell blanks on a FLuo Star Optima microplate reader (BMG technologies,
Germany). Cell proliferation was calculated comparing the OD values of the DMSO
control wells and those of the samples represented as % proliferation to the control. Dose-
response experiment was performed on samples producing > or =50% loss of cell
proliferation using five serial 2-fold dilutions (50, 25, 12.5, 6.25 and 3.125 uM) of the
sample. ICsg values (concentration of sample causing 50% loss of cell proliferation of the
vehicle control) were calculated using non-linear regression curve fitting of the dose

response plots on GraphPad Prism V.6.0 software.



2. VEGFR-2 Kinase Assay

In vitro VEGFR-2 inhibitory activity of indolin-2-one derivatives 11d, 11e, 11g, 11k and
14c was evaluated using serial dilutions (10, 5, 2.5, 1, 0.1, 0.01 uM) against VEGFR-2
Kinase Assay Kits (Cat. No.# 40325 BPS Bioscience) according to manufacturer’s
instructions. In brief, the master mixture was produced (25 pL per well) and poured into
each well. Each well received 5 pL of inhibitor solution designated as "Test Inhibitor". The
"Positive Control” and "Blank™" groups received 5 pL of the same solution without the
inhibitor (Inhibitor buffer). In order to prepare 3 mL of kinase buffer, 600 pL of kinase
buffer were combined with 2400 pL of water. The blank wells received 20 uL of kinase
buffer. The amount of VEGFR-2 required for the test was measured and the enzyme was
diluted to 1 ng/ uL with kinase buffer. 20 uL of diluted VEGFR-2 enzymes was added to
the wells designated as "Test Inhibitor Control” and “Positive Control” to start the reaction
and the mixtures were incubated at 30 °C for 45 minutes. After the 45 minutes, each well
received 50 pL of KinaseGlo Max reagent and the plate was incubated at room temperature

for 15 minutes. The luminescence was measured with a microplate reader.

The autophosphorylation percentage inhibition by compounds was calculated using the

following equation:

100% — [(negative control)/(positive control) — (negative control)]

Using the curves of percentage inhibition of five concentrations of each compound, ICso

was calculated.



3. Molecular Docking

The complete docking analysis utilized Vina Autodock software to predict binding affinities
and protein-ligand interactions. The *.pdb format of the 3D crystal structure of 4ASD complexed
with Sorafenib was obtained in from RCSB PDB. The protein structural file was subsequently
dehydrated and separated from its cocrystallized ligand to save them individually in *.pdb format.
MarvinSketch was used to draw the proposed compound 11d. Since Vina Autodock necessitates
the target protein and ligands to be in pdbqgt format, MGL tools were created to generate the
required *.pdbqt files. The exhaustiveness parameter was set to 32, and the grid box size was
20Ax20Ax20A, with the center based on the co-crystallized ligand's position in the VEGFR-2
active site. Protocol validation was conducted by the re-docking of the co-crystallized ligand, and
the RMSD values were calculated using AutoDock Tools. The previous steps resulted in an RMSD
value of 1.15 A, highlighting the docking validity. Finally, compound 11d was docked into the
VEGFR-2 pre-established active site. The screened compound results were analyzed and
visualized using Discovery Studio Visualizer software which generated 2D and 3D interactions

for the docked poses.

3. Molecular Dynamics

Three 100 ns molecular dynamic simulations (MDS) were executed using GROMACS 2023.2
software. Input structures for MDS were derived from the docking results and crystal coordinates
of the VEGFR-2 enzyme complexed with compound 11d and Sorafenib, respectively, as well as
the apo VEGFR-2. PDB2gmx within GROMACS and Acpype Server, respectively, generated
receptor and ligand topologies using the AMBER force field. The ligands and receptor topologies
were rejoined to create three distinct systems. The standard GROMACS molecular dynamics
protocol was then applied to all systems, encompassing solvation, neutralization, energy
minimization under the AMBER force field, and two equilibration stages (NVT and NPT).
Subsequently, a 100 ns unrestricted production stage was initiated for the two systems, utilizing
the Particle Mesh Ewald (PME) method to compute long-range electrostatic values with a 12 A
cut-off and 12 A Fourier spacing. The stability of the complexes was assessed through RMSD,
RMSF, and hydrogen bond stability calculations derived from MDS trajectories during the

production phase.
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HPLC Purity Analysis

Table S1. HPLC purity of the synthesized compounds 11e, 11g, 11k, and 14c.

Compound Retention Time (minutes) | Purity (%)
1le 06:38 99.71
119 06:52 97.41
11k 05:80 96.81
14c 07:50 99.70




Data File C:\CHEM32\1\DATA\1lE-025.D
Sample Name: lle

Acqg. Operator 1 SYSTEM
Sample Operator : SYSTEM
Acg. Instrument : HPLC Location : Vial 6

Injection Date : 12/16/2023 5:29:36 AM
Inj Volume : 5.000 pl
Acg. Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M
Last changed 1 12/16/2023 4:36:15 AM by SYSTEM
(modified after loading)
Analysis Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M

Last changed : 12/16/2023 5:45:00 AM by SYSTEM
(modified after loading)
Sample Info : 40 ACN:60 phosphate buffer pH 3.7, Flow 1.50 mL/min, 254 nm, 5 ul injection
VWD1 A, Wavelength=254 nm (11E-025.D)
mAUE x
400 | |
300 Jg
z 2
200 | B
1 )
1 | |
100 i [
1 [ =
] A / \ =
0l I . ; .
T T T T T T T T
0 2 4 6 8 10 12 14
Area Percent Report
Sorted By : Signal
Calib. Data Modified : 12/16/2023 5:45:57 AM
Multiplier : 1.0000
Dilution : 1.0000
Sample Amount: : 0.500 [mg/ml1] (not used in calc.)

Do not use Multiplier & Dilution Factor with ISTDs

Signal 1: VWDl A, Wavelength=254 nm

Peak RetTime Type Width Area Area Name
i [min] [min]) [mAU*s] %
1 6.383 BBA 1.0098 1.94119e4 99.7154 Compound Peak
Totals : 1.94119e4 99.7154

*** End of Report ***



Data File C:\CHEM32\1\DATA\11G-027.D
Sample Name: llg

Acqg. Operator 1 SYSTEM
Sample Operator : SYSTEM
Acqg. Instrument : HPLC Location : Vvial 7

Injection Date : 12/16/2023 5:45:23 AM
Inj Volume : 5.000 pl
Acqg. Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M
Last changed : 12/16/2023 4:36:15 AM by SYSTEM
(modified after loading)
Analysis Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M

Last changed 1 12/16/2023 6:05:00 AM by SYSTEM
(modified after loading)
Sample Info : 40 ACN:60 phosphate buffer pH 3.7, Flow 1.50 mL/min, 254 nm, 5 ul injection
VWD1 A, Wavelength=254 nm (11G-027.0)
mAU ] =
1 \
400 |
] |
300 Ja
] fﬁ
200 )
] ‘m\
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100 I o o © |
{ £E &8 A
0o+— 422 : —
T T T T T T T T
0 2 4 6 8 10 12 14
Area Percent Report
Sorted By : Signal
Calib. Data Modified : 12/16/2023 £:05:57 AM
Multiplier : 1.0000
Dilution : 1.0000
Sample Amount: : 0.500 [mg/ml] (not used in calc.)

Do not use Multiplier & Dilution Factor with ISTDs

Signal 1: VWDl A, Wavelength=254 nm

Peak RetTime Type Width Area Area Name
# [min] [min] [mAU*s] %
- | | I | I
1 6.527 BBA 1.0108 1.99119e4 97.4151 Compound Peak
Totals : 1.99119e4 97.4151

***x End of Report ***



Data File C:\CHEM32\1\DATA\11lK-031.D
Sample Name: 11K

Acqg. Operator 1 SYSTEM
Sample Operator : SYSTEM
Acg. Instrument : HPLC Location : Viall2

Injection Date : 12/16/2023 9:03:20 AM
Inj Volume : 5.000 pl
Acg. Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M
Last changed : 12/16/2023 4:36:15 AM by SYSTEM
(modified after loading)
Analysis Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M

Last changed : 12/16/2023 9:30:00 AM by SYSTEM
(modified after loading)
Sample Info : 40 ACN:60 phosphate buffer pH 3.7, Flow 1.50 mL/min, 254 nm, 5 ul injection
VWD1 A, Wavelength=254 nm (11K-031.D)
mAU ] =
4001 ‘f
300 'lg
1 @
200 ol
N | lﬂl
100 'm o
] I e }' |
1 /| [ [
e — S
T T T T T T T
0 2 4 6 8 10 12 14
Area Percent Report
Sorted By : Signal
Calib. Data Modified : 12/16/2023 9:29:57 AM
Multiplier : 1.0000
Dilution : 1.0000
Sample Amount: : 0.500 [mg/ml] (not used in calc.)

Do not use Multiplier & Dilution Factor with ISTDs

Signal 1: VWDl A, Wavelength=254 nm

Peak RetTime Type Width Area Area Name
# [min] [min] [mAU*s] %
- | | I | I
1 5.806 BBA 0.8918 1.19169e4 96.8145 Compound Peak
Totals : 1.12169%e4 96.8145

***x End of Report ***



Data File C:\CHEM32\1\DATA\14C-042.D
Sample Name: l4c

Acqg. Operator 1 SYSTEM
Sample Operator : SYSTEM
Acg. Instrument : HPLC Location : Vial 16

Injection Date : 12/16/2023 10:12:20 AM
Inj Volume : 5.000 pl
Acg. Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M
Last changed 1 12/16/2023 4:36:15 AM by SYSTEM
(modified after loading)
Analysis Method : C:\CHEM32\1\METHODS\DEF_LC.MCYANO COLUMN.M

Last changed : 12/16/2023 10:31:00 AM by SYSTEM
(modified after loading)
Sample Info : 40 ACN:60 phosphate buffer pH 3.7, Flow 1.50 mL/min, 254 nm, 5 ul injection
VW D1 A, Wavelength=254 nm (14C -042 D)
mAU ] E
4001 |
300 ‘f |
] g
200 |
] \“\
w0l | .
1 3 A
/ \
1 ] © AN
0o+— — L
— [ + + T [ + T T [ < T T [ ' v Tt [ T T T [ T T T [ T T T
0 2 4 6 8 10 12 14
Area Percent Report
Sorted By : Signal
Calib. Data Modified : 12/16/2023 10:30:19 AM
Multiplier : 1.0000
Dilution : 1.0000
Sample Amount: : 0.500 [mg/ml] (not used in calc.)

Do not use Multiplier & Dilution Factor with ISTDs

Signal 1: VWDl A, Wavelength=254 nm

Peak RetTime Type wWidth Area Area Name
# [min] [min] [mAU*s] %
1 7.500 BBA 1.9181 2.09105e4 99.7750 Compound Peak
Totals : 2.09105e4 99.7750

*** End of Report ***
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Item name: FAZ

Item name: FAZ, Sample position: 1:B,1, Replicate number: 1

Cemponent Identification status Formula Neutral mass (Da) Obsenedneutial Observed m/z Masserror
name mass (Da) (mDa)
1 FAZ Identified C17H15FO2N6  354.12405 354.1245 355.1318 0.5
355.13181
F
- o W T
‘1.5e8-_ HN\N
z HoaN=NH  N=
(=
5
(o) .
% 1e8 . NH
& 1 a
= /&o
%J 1 Chemical Formula: C17H15FNgO,
"~ 5e7- 356.13443 Exact Mass: 354.1241
| 382.12596
0 341.10477
0-”8-05266( SEOEE) \ | [ 45404854 55015231 70925579 80817168 91327729
T N R R T I T R I S N I N RSN N N SN S S I S O e
100 200 300 400 500 600 700 800 900 1000




N
9b
-1.0

@)
>
0

HoN—-N

16°1

@ ES
- [ \\ LOST
F 18T
E 91T
S
)
Mw —ocee
== = — — 165%
=
Fwn
60’ @ : s
00t e E
[ E
be e ol b ore \
e B e — L
o i V—— 00°1 i
, - e — o186
. \ e 3 )PS0
w1 /, _ELrL -
L . 7 I8pL E
T — = o8reL £
\ —— [ p— FQ
_— —_~ = TN £05°L L=
\ oIS E
W
Fe
! Fo
00y ) F—
{ - L
e — F2 £09'L
S Eawo—— == 00t r ©
e . 0T9'L Fo@
s N R ¥
_— e — oL
-2
,W Y
i
! s E
E<
Ewn

LR LI 0 L 3 DA KU L L [ S L L I | L) NLELR AL
O°LL 091 OSl Ovl o€l 0Tl o1l 001 06 08 0L 09 0S¢ 0+ 0¢ 0T O O
(spuesnoyy,)

L L T (I ) RS 5010 LR

IH

X : parts per Million :




~3000
~2800
~2600
~2400
~2200

~2000
~1800

Cl

ESv—
OSIWA TE6€, Z

OSWA ZS'6€4 zZ. >

N
OSIWA ££°6€ H
OSWA ¥6°6€ T

OSWAa ST 0

T
OSa om.oJ_ Z,
I

OSWa 950

60611
[P TTT
56421
66621y
L0°0€T

mvfm&
G8'OcT

89'THT

08'bST
£€°96T—
8851/

T1€°69T—

9b

~1600
-1400
1200
-1000
-800
-600
-400
200

20 10

30

60°6TT—

LY TCT—

S6°LCT—

66°62T~
L0°0ST7

SPPET—

G8'9ET—

89 TvT—

40

50

f1 (ppm)

110

L..

120

f1 (ppm)

130

150 140

160

170

180

143 142 141 140 139 138 137 136 135 134 133 132 131 130 129 128 127 126 125 124 123 122 121 120 119 118

190

200

210



o o o o o o o o o
3 B g e 2 s g = S 8 5
N.ﬁu NnA 1 1 1 1 L | 1 1 1 1 "™
8071
£6°91
8691 -
WA
VA
st 2]l o
b/
L
£b/1 o
bt ,
MWMU S.o/ re J - <
86'9\ po ]
L] | ere Fssq
8%/ EW o
191 | 57 — [e6°0
19°44 | e B
oLy | &L Lo -o
g0y | b5 i
b9'Ly | sve - TE%
= s Al r : Lo
SOLN | 1944 o
091 |19 - - : TE ?
8.& b . L
18°L 9/ g Lapnd
H*.m MNMi = 0E°'0 ~ =
we | 53¢ % &
mo.ﬁ L2
‘ 08'L l ©
1201~ | %84 8 )
sz°01” . E -l
= o 1oy S -
62 TT— s | 2 |-—Fs80
Mw”mv = b= M Lo
o n
HJN“ 6211~ L Feso -9
62°b1 3 = kb
R4 2 Z © s | - - 660
2ol u\\/ S &
73§ 6T — Leeq X
Zx"NoT {454 |m

f1 (ppm)



A 8 B 8 § 8 § 8 & &8 .
QS vC—
OSIWA 65°6€
OSWA TZ6€4
osug coac
OSINd S6°6€
OSIWQ £0°0% .
OoSa S.ot‘ -
OSId TE 0¥
LTI
CL LT
OT°ZTT{ |orz1t =
€T LTTH MNN:/
loen| e
¥C'0CT OT'TZI7
0T'TZT| |8912L) i
89'TZT; m.mm/ 8
[4aT4% L68TT
] o=y
L6°8CT ;
20621 | coeet/ "
20°0€T ceper/ =
£€°0ET g
6S°CET~ |ee6eT~ mm
EEPETY | S8 THIN
MM@MH.\ TEEPT~
s 11/ g
TEEPT
68'bST 7 5
99°6ST
LO'EIT” 68bST~ i
€869~ | gggr- o
£0°€9T—

€€°69T—

165

170

T T
110 100

T
120

T
140

T
160

T
170

T
190

T
200

!
210

f1 (ppm)



Compound Summary

Cpd Name Formula RT Mass CAS ID Source Score Score (Lib) Score (DB)  Score (MFG) Algorithm
1 C25 H18 F N7 03 0.765 483.1459 FBF 99.54 FBF

Compound Details
Cpd. 1: C25 H18 F N7 03

Name Formula RT RI Mass Score Algorithm Lib/DB
C25 H18 F N7 03 0.765 483.1459 99.54 FBF
Species m/z Score (Lib) Num Spectra Score (DB) Score (MFG) Score (RT)
(M+H)+ (M+Na)+ 484.1532 506.1352
x10° Cpd 1: C25 H18 F N7 03; 0.765: + FBF Spectrum (rt: 0.674-0.981 min) AC11A2344.d Subtract
506.1352
1.4 (M+Na)+
484.1532
1.2 (M+H)+
1
0.8
5 507.1378
0.6 485.1560 (M+Na)+
0.4 (M+H)+
508.1402
0.2 (M+Na)+
0 1 |
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H Counts vs. Mass-to-Charge (m/z)
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Chemical Formula: Co5H4gFN;O5
Exact Mass: 483.1455
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Compound Summary
Cpd Name Formula RT Mass CAS ID Source Score Score (Lib) Score (DB)  Score (MFG) Algorithm
1 C25 H17 F2 N7 O3 0.762 501.1365 FBF 99.48 FBF

Compound Details
Cpd. 1: C25 H17 F2 N7 03

Name Formula RT RI Mass Score Algorithm Lib/DB
C25 H17 F2 N7 O3 0.762 501.1365 99.48 FBF
Species m/z Score (Lib) Num Spectra Score (DB) Score (MFG) Score (RT)

(M+H)+ (M+Na)+ 502.1437 524.1256

Compound Spectra
x10* [Cpd 1: C25 H17 F2 N7 03; 0.762: + FBF Spectrum (rt: 0.679-0.979 min) AC11B2345.d Subtract
524.1256
45 502.1437 (Mbiayr
4 (M+H)+
3.5
3
2.5
2 525.1285
503.1468
L5 (M+H)+ (M+Na)+
1 526.1314
0.5 (M+Na)+
0 I I I
501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530
H Counts vs. Mass-to-Charge (m/z)
N\\(
(0]
N=
(e}
»\/Q\ N
N
N—-NH
F I F
(6]
N
H 11b

Chemical Formula: C,5H47F,N;O03
Exact Mass: 501.1361
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Compound Summary

Cpd Name Formula RT Mass CAS ID Source Score Score (Lib) Score (DB)  Score (MFG) Algorithm
1 C25 H17 Br F N7 03 0.774 561.0564 FBF 99.73 FBF

Compound Details
Cpd. 1: C25 H17 Br FN7 03

Name Formula RT RI Mass Score Algorithm Lib/DB
C25 H17 Br FN7 O3 0.774 561.0564 99.73 FBF
Species m/z Score (Lib) Num Spectra Score (DB) Score (MFG) Score (RT)
(M+H)+ (M+Na)+ 562.0636 584.0455
x10% Cpd 1: C25 H17 Br F N7 O3; 0.774: + FBF Spectrum (rt: 0.691-1.007 min) AC11D2346.d Subtract
562.0636 564.0619 584.0455  586.0440
(M+H)+  (M+H)+ (M+Na)+ (M+Na)+
4.5
4
35
3
2.5
2 563.0665 | 565.0646 585.0489 | 587.0466
i (M+H)+ | (M+H)+ (M+Na)+ | (M+Na)+
1 588.0485
0.5 (M+Na)+
0 D I

561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 586 587 588 589 590 591 592

i
(0]

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

o N—
MN,N
N-NH
Br / F
o)
N
H 11d

Chemical Formula: C,5H47BrFN;O3
Exact Mass: 561.0560
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Compound Summary

Cpd Name Formula RT Mass CAS ID Source Score Score (Lib) Score (DB)  Score (MFG) Algorithm
1 C26 H20 F N7 04 0.763 513.1566 FBF 99.45 FBF
Compound Details
Cpd. 1: C26 H20 F N7 04
Name Formula RT RI Mass Score Algorithm Lib/DB
C26 H20 F N7 04 0.763 513.1566 99.45 FBF
Species m/z Score (Lib) Num Spectra Score (DB) Score (MFG) Score (RT)
(M+H)+ (M+Na)+ 514.1639 536.1458
x10° Cpd 1: C26 H20 F N7 O4; 0.763: + FBF Spectrum (rt: 0.688-1.004 min) AC-11E2347.d Subtract
536.1458
514.1639 (M+Na)+
(M+H)+
a
2k
0.8
0.6 537.1485
515.1668 :
0.4 (M+H)+ (M+Na)+
0.2 516.1706 538.1510
. (M+H)+ (M+Na)+
0 1 |
513 514 515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544

o N=
§/<\,N
NH N

N—

0 I F

o)

N

H 11e

Chemical Formula: CygHogFN;Oy4
Exact Mass: 513.1561

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

Cpd Name Formula RT Mass CAS ID Source Score Score (Lib) Score (DB)  Score (MFG) Algorithm
1 C25 H17 F N8 05 0.775 528.1310 FBF 99.47 FBF
Compound Details
Cpd. 1: C25 H17 F N8 O5
Name Formula RT RI Mass Score Algorithm Lib/DB
C25 H17 F N8 05 0.775 528.1310 99.47 FBF
Species m/z Score (Lib) Num Spectra Score (DB) Score (MFG) Score (RT)
(M+H)+ (M+Na)+ 529.1384 551.1200
Compound Spectra
x10% Cpd 1: C25 H17 F N8 O5; 0.775: + FBF Spectrum (rt: 0.684-0.991 min) AC-11F2348.d Subtract
529.1384 551.1200
45 (M+H)+ (M+Na)+
4
3.5
3
2.5
2 530.1411 552.1228
15 (M+H)+ (M+Na)+
1 531.1447 ‘
0.5 (M+H)+
0 I |
528 529 530 531 532 533 534 535 536 537 538 539 540 541 542 543 544 545 546 547 548 549 550 551 552 553 554 555 556 557
Counts vs. Mass-to-Charge (m/z)
H
N~
O
N=
o
N\ _N
N
N-NH
O,N / F
(0]
N
H 1f

Chemical Formula: C,5H17FNgO5
Exact Mass: 528.1306
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Compound Summary

Cpd Name Formula RT Mass CAS ID Source Score (Lib) Score (DB)  Score (MFG) Algorithm

1 C26 H20 F N7 03 0.762 497.1620 FBF FBF
Compound Details
Cpd. 1: C26 H20 F N7 03
Name Formula RT RI Mass Algorithm Lib/DB

C26 H20 F N7 O3 0.762 497.1620
Species m/z Score (Lib) Num Spectra Score (DB) Score (MFG) Score (RT)
(M+H)+ (M+Na)+ 498.1691 520.1511
x10° Cpd 1: C26 H20 F N7 03; 0.762: + FBF Spectrum (rt: 0.687-1.111 min) AC-13A2349.d Subtract
520.1511
498.1691 (M+Na)+

16 (M+H)+

14

1.2

1
0.8
521.1555
499.1719

0.6 (M+H)+ (M+Na)+

0.4 522.1560

0.2 (M+Na)+

0 1 1 2

497 498 499 500 501 502 503 504 505 506 507 508 509 510 511

i
0o

14a

Chemical Formula: CogH0FN7O5
Exact Mass: 497.1612

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

512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527

528



~10000

~9000

~8000

~7000

~6000

~5000

~4000

~3000

~2000

~1000

90°¢
L0°¢C
0S¢
ESC
168°¢C
168°¢C
8¢

6cc/
20°S
10°L;
20°L:
67°L]
0L
pEL]
€/
9€"/
ge /|
6€° L%
e'sh
b/
v/
v/
b/
bl
b/
Sb'L
09°Z
09°Z
09°/]
19°/]
19°/]
19°Z1
19°/]
29°L1
29°L
£9°2
£9°/
59°/]
08°L1
08°L1
1701
6T b1

el

[-1eq

—00°S|

F-s6 0

T T T T T T T T T T
8.00 795 790 785 780 775 7.70 765 760 7.55 7.50 7.45 7.40 735 730 7.25 720 715 7.10 705 7.00 6.95

f1 (ppm)

=—0T°€g

=00°T|

16°0
€11
ST°C
20°T
TP
00°S

86°0

=90

— ™

-~

f1 (ppm)



1700
H650
600
1550
500
H450
400
350

300
250
200

150

QS vl—
OSAa 65°6&4
OSWa :.mm.&,
OSWQ 56'6€)
OSWAa 200t
OSIWA 6T°0%
OSIad TE 0+
IT°Eh
00ElLL 00°ETT)
ZL°STT = Nm”mHT
)
L TAVAR S
Torer| - | s061T
€6'TZT f = | TOEn
18'€7T | - | €67ICTY
LLLTT k = I8
wENL | 6eLTTy
Wﬁwmwt SN IA4N | —
56'8TT L8 wm.mm?. =
T062T ! g | EBLCIY
12621 s | P8CIE
podiveiol” [ mm.mmﬁ
£€°0ET % | 10621
wm””mV - |5 HN.mN%
mm.mﬂw & Mm.mmv
TELET M mm.vmﬁi
. “E| CSPET
68 THT~ o o .
95°THT~ oo| ELSELY .
& | TEETR
- 68 THT]
L2 | 95THTH "
o | zwst] P°
o | cLssH| T
© | £0'T9T
TSI~ = | 80°C9t J
LL'SST 8| €691 = a
E “ 3
K] M/H
L0'T9T~ o o 2
80°79T— (= Zx - /N /\\/
L&
g
€€'69T— - B @

T
110
f1 (ppm)

T
130

T
150

T
160

T T
200 190

T
210

T
220




Item name: AC13B

Item name: AC13B, Sample position: 1:B,2, Replicate number: 1

Component Identification status Formula Neutral mass (Da) Dbserved nettral Observed m/z Mass eror
name mass (Da) (mDa)
1 AC13B Identified C32H23BrFO3N7 651.10298 651.1027 652.1100 -0.3
652.10998
—654.10854
3e6
— ]
=
>
o
9 ]
E 2e6
=
D
= ]
1e6 229.98146

] 674.09210

1 Vi

1 227.98572| 326.37749 429.21806 610.09929 —676.09047

gl e \ 3 2 a0s07T J - H‘ . 837.07642 967.66874
1 1 1 1 I 1 1 I 1 1
100 200 300 400 500 600 700 800 900 1000

i
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14b

Chemical Formula: C3,H23BrFN;O3
Exact Mass: 651.1030
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