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1. General Information

All materials were purchased from commercial suppliers and used without further purification.
The purities of the final compounds were characterized by high-performance liquid
chromatography (LC/MS) using a gradient elution program (Ascentis Express Peptide C18
column, acetonitrile/water 5/95/95/5, 5 min, 0.05% formic acid) and UV detection (254 nM). The
purities of final compounds were 95% or greater. NMR spectra was recorded on a Bruker NMR
400 MHz Avance III spectrometer operating at 400 MHz for 'H NMR and 100MHz for 1*C NMR.
Chemical shifts are given in part per million (ppm) relative to tetramethylsilane (TMS), coupling
constants J are given in Hertz. HRMS analysis was conducted at Old Dominion University
COSMIC using using positive-ion mode electrospray ionization (ESI) in an Apollo II ion source,
mounted on a high-field Bruker 10 Tesla with SolariX XR Hybrid FTICR FT-ICR mass

spectrometer.
2. Experimental Details:
General Procedure for the Synthesis of Starting Meterials (9a-9e¢):'

To a stirred solution of 2-aminobenzoic acid derivative (11.40 mmol) and triphenyl phosphite
(P(OPh)s; 3.53 g, 11.40 mmol) in pyridine (15.0 mL), acetic acid (0.41 g, 11.40 mmol) was added
dropwise. The resulting mixture was heated to reflux and stirred for 4 hours. Subsequently, the
appropriate aniline derivative (11.40 mmol) was added, and the reaction was continued at reflux

for an additional 16 hours.

Upon completion, the reaction mixture was cooled to room temperature, diluted with water (5.0
mL), and extracted with ethyl acetate (2 x 100 mL). The combined organic layers were washed

with brine, dried over anhydrous sodium sulfate, filtered, and concentrated under reduced pressure.
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The crude product was purified by flash column chromatography on silica gel (hexane/EtOAc

gradient, 100:0 to 4:1) to afford the desired product.

2-Methyl-3-phenylquinazolin-4(3H)-one (9a)

o

Yield: 1.38 g (80.2%), Colorless solid; m.p. = 148.8-149.5 °C.; 'H NMR (400 MHz, CDCl): §
8.28 (dd, J=17.6, 1.7 Hz, 1H), 7.77 (ddd, J = 8.6, 5.0, 1.5 Hz, 1H), 7.68 (d, /= 8.2 Hz, 1H), 7.61
—7.42 (m, 4H), 7.27 (dt,J=8.1, 1.4 Hz, 2H), 2.25 (s, 3H).; '*C NMR (100 MHz, CDCl3): § 162.25,
154.20, 147.43, 137.72, 134.58, 129.99, 129.28, 127.99, 127.05, 126.74, 126.63, 120.76, 24.39.;
LC-MS m/z = 237.30 [M+H]"for Ci5H13N,0. HRMS-ESI: m/z caled for CisHi3N,O [M + H]™":

237.1028, found 237.1021.2

3-(4-Fluorophenyl)-2-methylquinazolin-4(3H)-one (9b):

i~

Yield: 1.57 g (84.5%), Colorless solid; m.p. = 140.2-142.8 °C.; 'H NMR (400 MHz, CDCl3): §
8.27 (dd, J=7.9, 1.8 Hz, 1H), 7.79 (ddt, /= 8.4, 7.0, 1.3 Hz, 1H), 7.69 (d, J = 8.2 Hz, 1H), 7.49
(td,J=7.4,1.3 Hz, 1H), 7.35 - 7.20 (m, 4H), 2.27 (s, 3H).; *C NMR (100 MHz, CDCI3): 6 163.95,
162.28,161.47,154.01, 147.29,134.73,133.52 (d, Jc,r=3.0 Hz), 129.84 (d, Jc,r= 9.0 Hz), 127.03,
126.78, 120.59, 117.10 (d, Jor = 23.0 Hz), 24.39.; LC-MS m/z = 255.30 [M+H]"for CisH2FN-O.

HRMS m/z for Ci1sH12FN,O [M+H]". Caled 255.0928, found 255.0928.

S3



6-Fluoro-2-methyl-3-phenylquinazolin-4(3H)-one (9¢):

Yield: 1.37g (84.0%), Colorless solid; m.p. = 179.3-180.2 °C.; '"H NMR (400 MHz, CDCl5): § 7.88
(ddd, /= 8.4, 3.0, 1.6 Hz, 1H), 7.68 (ddd, J=9.0, 4.8, 1.6 Hz, 1H), 7.61 — 7.43 (m, 4H), 7.29 —
7.21 (m, 2H), 2.23 (s, 3H).; '*C NMR (100 MHz, CDCl3): 6 161.94, 161.54 (d, Jc, r= 3.0 Hz),
159.47,153.56, 144.05, 137.45, 130.07, 129.43, 129.12 (d, Jc,r = 8.0 Hz), 127.88, 123.24, 123.00,
122.01, 121.92, 111.88 (d, Jc, r= 24.0 Hz), 24.23.; LC-MS m/z = 255.30 [M+H] for CisH2FN-O.

HRMS m/z for Ci1sH12FN,O [M+H]". Caled 255.0928, found 255.0927.

3-(4-(tert-Butyl)phenyl)-6-methoxy-2-methylquinazolin-4(3 H)-one (9d):

]
MeO N
QN/A

Yield: 1.0 g (52.0%), Colorless solid; m.p. = 206.8-208.3 °C.; 'H NMR (400 MHz, CDCl3): 6 7.66
—7.58 (m, 2H), 7.58 — 7.52 (m, 2H), 7.35 (dd, /= 8.9, 2.9 Hz, 1H), 7.21 — 7.13 (m, 2H), 3.90 (s,
3H), 2.22 (s, 3H), 1.37 (s, 9H).; *C NMR (100 MHz, CDCl3): 6 162.26, 158.10, 152.22, 152.17,
142.07, 135.09, 128.27, 127.31, 126.90, 124.61, 121.48, 106.43, 55.76, 34.79, 31.30, 24.24.; LC-
MS m/z = 323.45 [M+H]for C20H23N>02. HRMS m/z for C20H23N>0, [M+H]". Calcd 323.1754,

found 323.1753.

2-Methyl-3-phenyl-7-(trifluoromethyl)quinazolin-4(3H)-one (9e):
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Fsc@@@

Yield: 1.2 g (81.0%), Colorless solid; m.p. = 180.8-181.4 °C.; 'H NMR (400 MHz, CDCl;): 6 8.36
(d, J=8.3 Hz, 1H), 7.95 (s, 1H), 7.64 (d, J = 8.4 Hz, 1H), 7.54 (pd, J= 7.2, 3.9 Hz, 3H), 7.25 (d,
J =17.6 Hz, 2H), 2.25 (s, 3H).; *C NMR (100 MHz, CDCl3): § 161.47, 155.79, 147.45, 137.24,
136.22,135.90, 130.17, 129.59, 128.21, 127.80, 124.76, 124.42 (q, Jc,r= 3.0 Hz), 123.10, 122.59
(q, Jc, = 3.0 Hz), 122.04, 24.45.; LC-MS m/z = 305.27 [M+H] for CisH12F3N>,O. HRMS m/z for

Ci6H12F3N20 [M+H]". Calcd 305.0896, found 305.0895.
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3. TH and 3C NMR spectra of compounds
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Figure S1. 'HNMR spectrum of Compound 9a (CDCls, 400MHz)
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Figure S2. 3CNMR spectrum of Compound 9a (CDCls, 100MHz)

S6



LeT—

9L
€PP2 9Z°L
1z
8z
A
Ly
Ly
6.1
6b'¢
05°1
15
157
89°£ 1
0L
e
s
8L, ﬁ
6L
604 F
602
08'27
182
8L
S.h\
9's

Compound 9b, THNMR, 400MHz, CDCI3

9b

I

[ 1]

wow.m r

vy

Fsot

00'T
@mo.ﬁ b

Foor [

4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.5
f1 (ppm)

Figure S3. 'HNMR spectrum of Compound 9b (CDCl3;, 400MHz) corrected the CDCI3 peak to 7.26

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0

9.5

6E v

€1°P2 89°9Z
€PP2 oo.mmw
€PP2 2ELL

£69TT~>=
oce”
65°02T—
8,'9¢T
€0° 22T~
08'621T
m@mﬁv
15°€€T
vm.mmﬁw

ELPET

6T LPT—
TOPST—

LB TOT~C
87291
s6'€91~"

Compound 9b, 13CNMR, 100MHz, CDCI3

4

L

o

f1 (ppm)

Figure S4. 3CNMR spectrum of Compound 9b (CDCls, 100MHz)
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Figure S51. 'HNMR spectra of BE4171 (31
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Figure S75. 'HNMR spectra of BE4177 (43
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HRMS Data:

Compound 9b:

Generic Display Report

Analysis Info Acquisition Date  6/3/2025 3:24:24 PM
Analysis Name  F\MS1 COSMIC\2025\Data_20250603\compound-9b_pos_000001 d

Method LowMass_150-1000_050825 Operator Admin
Sample Name compound 9b Instrument solanX XR
Comment compound-9b in MeOH C15HT1FN20 H+
Sample Name compound-9b in MeOH
Exact Mass of C15H11FN20 H+ = 255.002818 m/z

Mass Observed = 255.092806 1wz

Difference < 1.0 ppm

Intens. compound-9b_pos_000001.d: +MS
x107
1+
255.092806 F
R Y
N
N/)\
4_
3
2,
1_
1+
256.096157
254, 254.6 254.8 255.0 255.2 255.4 255.6 255.8 256.0 m/z
‘—+MS

S44



Compound 9c:

Generic Display Report

Analysis Info

Acquisition Date 6/3/2025 3:40:00 PM
Analysis Name  F:\MS1 COSMIC\2025\Data_20250603\compound-9¢_pos_000002.d
Method LowMass_150-1000_050825 Operator Admin
Sample Name compound 9c¢ Instrument solariX XR
Comment compound-9¢ in MeOH

C15HT1FN20 H+

Sample Name compound-9c¢ in MeOH

Exact Mass of C15H11FN20 H+ = 255002818 m/z
Mass Observed = 255.092774 nm/z
Difference < 1.0 ppm

Intens. compound-9¢c_pos_000002.d: +MS
x107
1+
255.092774
9
F
N
8 N/)\

6_

4 -
2

1+
256.096147
254.4 254.6 254.8 255.0 255.2 255.4 255.6 255.8 256.0 m/z
‘ — +M5S

545



Compound 9d:

Generic Display Report

Analysis Info

Acquisition Date  6/3/2025 2:39:56 PM
Analysis Name  F:\MS1 COSMIC\2025\Data_ 20250603 \compound-9d pos 000001.d

Method LowMass_150-1000_050825 Operator Admin
Sample Name compound 9d Instrument solanX XR
Comment compound-9d in MeOH C20H22N202 H+

Sample Name compound-9d in MeOH

Exact Mass of C20H22N202 H+ = 323.175404 1wz

Mass Observed = 323.175368 m'z

Difference < 1.0 ppm

Intens. compound-9d_pos_000001.d: +MS
x108
1+
323175368
(0]
MeO
3.0 N
/
N)\
2.5
2.0
1.5
1.0+
1+
324,178717
0.5
0.0 : | : |
322.25 322,50 322.75 323.00 323,25 323.50 323.75 324.00 324,25 m/z
|— +MS

546



Compound 9e:

Generic Display Report

Analysis Info

Analysis Name
Method

Acquisition Date 6/3/2025 3:31:20 PM
FMS1 COSMIC\2025\Data_20250603'compound-9e_pos_000001.d

LowMass_150-1000_050825 Operator Admin
Sample Name compound Ye Instrument solariX XR
Comment compound-9e in MeOH C16HT1F3N20 H+
Sample Name compound-9e in MeOH
Exact Mass of C16H11F3N20 H+ = 305.089624 m/z
Mass Observed = 305.089568 nz
Difference < 1.0 ppm
Intens. compound-9e_pos_000001.d: +M5S
x107
1+
305.085568 0 /@
N
51 /)\
FsC N

4

3

2_

1+
1 306.092931
304.299815
0 l . : .
304.0 304.5 305.0 305.5 306.0 306.5 m/z
— +MS

547



(E)-2-(3-Oxo0-3-phenylprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4117 (11):

Mass Spectrum List Report

Analysis Info Acquisition Date  5/30/2025 4:57:27 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_202505300\BE-4117_pos_000001.d

Method Operator Admin

Sample Name BE4117 Instrument solariX XR

Comment BE-4117 in MeOH C23H16N202 H+

Sample Name BE-4117 in MeCH

Exact Mass of C23H16N202 H+ = 353.128454 m/z

Mass Observed = 353.128521 m/z

Difference < 1.0 ppm

Intens |
T o8] 353.128521

1.25:
1,00:
0.?5:
0.50:

354.131869

0.25-

352.253993
L i . i 1

35225 35250 35275 35300  353.25 35350 35375 35400 35425  miz

548



(E)-2-(3-Oxo0-3-(p-tolyl)prop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4120 (12):

Mass Spectrum List Report

Analysis Info Acquisition Date  5/30/2025 5:03.49 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250530\BE-4120_pos_000001.d

Method Operator Admin

Sample Name BE4120 Instrument solarnX XR

Comment BE-4120 in MeOH C24H18N202 H+

Sample Name BE-4120 in MeOH

Exact Mass of C24H18N202 H+ = 367.144104 nm/'z

Mass Observed = 367.144005 m/z

Difference < 1.0 ppm

Intens. |
x107] 367.144005

1.50:
1.25:
1,00;
0,75:
0.507 368.147357

0.25+

Llil X i |

0.00 P e S s S s S o B s S S B s e L s A s s s e e L S e B AL S
366.25 366.50 366.75 367.00 367.25 367.50 367.75 368.00 368.25 m/z

549



(E)-2-(3-(4-(tert-Butyl)phenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4169

(13):
O /@
N
7
NZ NF
Mass Spectrum List Report
Analysis Info Acquisition Date  5/30/2025 5:12:20 PM
Analysis Name  D\MS1 COSMIC\2025\Data_20250530'BE-4169_pos_000002.d
Method Operator Admin
Sample Name BE4169 Instrument solarX XR
Comment BE-4169 in MeOH C2T7TH24N202 H+
Sample Name BE-4169 in MeOH
Exact Mass of C27H24N202 H+ = 409.191054 m/z
Mass Observed = 409.190936 m/'z
Difference < 1.0 ppm
Intens.
x108 409.190936
1.5
1.0
0.5 410.194289
L 409.344009
0.0 1 .

4086 4088 4090 4002 | 40b4 | 4006 | 4008 | 4100 | 4102 miz

S50



(E)-2-(3-(3-Methoxyphenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4136 (14):

ON/©

N/ = OMe

Mass Spectrum List Report

Analysis Info Acquisition Date  5/30/2025 5:18:26 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250530\BE-4136_pos_000001.d

Method Operator Admin

Sample Name BE4136 Instrument solariX XR

Comment BE-4136 in MeOH C24H18N203 H+

Sample Name BE-4136 in MeOH

Exact Mass of C24H18N203 H+ = 383.139019 m/z

Mass Observed = 383.138913 m'z
Difference < 1.0 ppm

Intens. |

x103_
383.138913
2.5

2.01
1.5
1.01

384.142258
0.5

0.0~ v T T T T T T T y ; T T T ; T ¥ - T
3824 3826 382.8 383.0 383.2 3834 3836 383.8 384.0 3842 m/z

S51



(E)-2-(3-(4-Methoxyphenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4133 (15)

(0]
N OMe

NZNF

Mass Spectrum List Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date
D:AMS 1 COSMIC\2025\Data_20250602'\BE-4133_pos_000001.d

Operator
BE4133 Instrument
BE-4133 in MeOH C24H18N203 H+

6/2/2025 3:14:16 PM

Admin
solariX XR

Sample Name
Exact Mass of

Mass Observed

Intens.

x108]

2.57

2.04

1.0

0.5

BE-4133 in MeOH
C24H18N203 H+

383.139019 m'z
= 383.138907 m'z

Difference < 1.0 ppm

15

383.138807

384.142245

TP

38250 38275 38300 38325 38350 38375 38400 38425

S52

“miz



(E)-2-(3-(2-Fluoro-4-methoxyphenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one

BE4132 (17):
O /@
OMe
N
.
NZ NF
Mass Spectrum List Report
Analysis Info Acquisition Date  6/2/2025 3:28:20 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4132_pos_000001.d
Method Operator Admin
Sample Name BE4132 Instrument solarix XR
Comment BE-4132 in MeOH C24H17FN203 H+
Sample Name BE-4132 in MeOH
Exact Mass of C24H17FN203 H+ = 401.129597 m/'z
Mass Observed = 401.129515 m'z
Difference < 1.0 ppm
Intens. 401.129515

x108
5_
4_
21 402.132864

403.136208
40000 4005 4010 4015 4020 4025 4030  miz

S53



(E)-2-(3-Oxo0-3-(2-(trifluoromethoxy)phenyl)prop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one
BE4172 (18):

Generic Display Report

Analysis Info Acquisition Date  6/3/2025 12:56:04 PM
Analysis Name  F:\MS1 COSMIC\2025\Data_20250603\BE-4172_pos_000001.d

Method LowMass 150-1000 050825 Operator Admin
Sample Name BE4172 Instrument solarixX XR
Comment BE-4172 in MeOH C24H15F3N203 H+

Sample Name BE-4172 in MeOH

Exact Mass of C24H15F3N203 H+ = 437.110753  w/z

Mass Observed

437.110664 m'z
Difference < 1.0 ppm

Intens.
x108
1.2 1+

437.110664 0 /@
N

1.0 CFs

BE-4172_pos_000001.d: +M5

0.8

0.6

0.4

1+
438.114022

0.2

1+
439.117398

0.0 : : u , X
436.5 437.0 437.5 438.0 4385 439.0 m/z

S54



(E)-2-(3-Oxo0-3-(4-(trifluoromethoxy)phenyl)prop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one

BE4175 (19):
0
. OCF,

N7 F

Mass Spectrum List Report

Analysis Info Acquisition Date  6/3/2025 12:18:42 PM

Analysis Name  D\MS1 COSMIC\2025\Data_20250603\BE-4175_pos_000001.d

Method Operator Admin
Sample Name BE4175 Instrument solarnX XR
Comment BE-4175 in MeOH C24H15F3N203 H+

Sample Name BE-4175 in MeOH

Exact Mass of C24H15F3N203 H+ = 437.110753 m/z

Mass Observed

437.110612 m/z
Difference < 1.0 ppm

Intens. 437.110612

438.113968

439.117110
i

436.5 437.0 4375 438.0 4385 4390 miz

S55



(E)-2-(3-(2-Fluorophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4135 (20):

ONQ

NZF

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 4:45:32 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4135_pos_000001.d

Method Operator Admin

Sample Name BE4135 Instrument solanX XR
Comment BE-4135 in MeOH C23H15FN202 H+

Sample Name BE-4135 in MeOH

Exact Mass of C23H15FN202 H+ = 371.119032 m/z

Mass Observed = 371.118962 m'z

Difference < 1.0 ppm

Inttzr:)sé- 371.118962
X

2.5

2.0

372.122300

0.5

373.125655
i

|
0.0 T ; T T T = T T
370.0 370.5 371.0 371.5 372.0 3725 373.0 m/z

S56



(E)-2-(3-(4-Fluorophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4118 (21):

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 4:31:07 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4118_pos_000001.d

Method Operator Admin

Sample Name BE4118 Instrument solariX XR
Comment BE-4118 in MeOH C23H15FN202 H+

Sample Name BE-4118 in MeOH

Exact Mass of C23H15FN202 H+ = 371.119032 m/z

371.118964 n/'z

Mass Observed

Difference < 1.0 ppm

Intﬁr:]*aé 371.118964
X

2.0

1.5+

1.0

372122028
0.5

373.125014
1

370.0 370.5 371.0 3715 a72.0 ars 373.0 miz

S57



(E)-2-(3-(2-Chlorophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4164 (22):

ONQ

NZF

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 4:26:08 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4164_pos_000001.d

Method Operator Admin

Sample Name BE4164 Instrument solanX XR
Comment BE-4164 in MeOH C23H15CIN202 H+

Sample Name BE-4164 in MeOH

Exact Mass of C23H15CIN202 H+ = 387.089482 m/z

Mass Observed = 387.089352 m'z

Difference < 1.0 ppm

I n')(:e]r:)?.s: 387.089352

1.25;
1.00
0,?55
0,505 389.086403

388.002713

0.251
390.089761

| N
0.00-———7—— T T e 7 ——
386.0 386.5 387.0 387.5 388.0 388.5 389.0 389.5 390.0 m/z

S58



(E)-2-(3-(4-Chlorophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4122 (23):

: )
N Cl

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 4:05:34 PM

Analysis Name  D\MS1 COSMIC\2025\Data_20250602\BE-4122_pos_000002.d

Intens. 387.089323
x107

4,

3_

2_

389.086376
388.092675
1.
391.284131
390.089778 392.313342
N — : . ‘ Al J L . . nl .
385 386 387 388 389 300 391 392 m/z

Method Operator Admin
Sample Name BE4122 Instrument solariX XR
Comment BE-4122 in MeOH C23H15CIN202 H+

Sample Name BE-4122 in MeOH

Exact Mass of C23H15CIN202 H+ = 387.089482 m/'z

Mass Observed = 387.089323 m'z
Difference < 1.0 ppm

S59



(E)-2-(3-(2,5-Dichlorophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4130 (24):

O Cl

A
\

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 3:47:17 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4130_pos_000001.d

Method Operator Admin

Sample Name BE4130 Instrument solarnX XR
Comment BE-4130 in MeOH C23H14CI2N202 H+

Sample Name BE-4130 in MeOH

Exact Mass of C23H14CI2N202 H+ = 421.050510 m/z

Mass Observed = 421.050333 m/z

Difference < 1.0 ppm

Intﬁr:js?. 421.050333
X

2.5

2.0
423.047374

422.053666

0.5 424 050721
425044417

426.047805
L

419 420 421 422 423 424 425 426 miz

S60



(E)-2-(3-(3,4-Dichlorophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4173 (25):

: )
N Cl

Cl

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 3:35:33 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602'\BE-4173_pos_000001.d

Method Operator Admin

Sample Name BE4173 Instrument solarX XR
Comment BE-4173 in MeOH C23H14CI2ZN202 H+

Sample Name BE-4173 in MeOH

Exact Mass of C23H14CI2N202 H+ = 421.050510 m/z

Mass Observed

421050344 m/z
Difference < 1.0 ppm

Inte;:)?.?._ 421.050344
X

423.047398

14 422.053694

424.050728
425.044454

426.047855
1

419 420 421 422 423 424 425 426 miz

S61



(E)-2-(3-(4-bromophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4119 (26):

(0]
N Br

N7 F

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 3:41:12 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4119_pos_000001.d

Method Operator Admin

Sample Name BE4119 Instrument solariX XR
Comment BE-4119 in MeOH C23H15BrN202 H+

Sample Name BE-4119 in MeOH

Exact Mass of C23H15BrN202 H+ = 431.038967 m/z

Mass Observed = 431.038785 m/z

Difference < 1.0 ppm

|n;e1r57: 431.038785 433.036733

2.5

2.0+

432.042142 434.040094
0.5
437.193267

438.337430

0.0 : J . ‘ : . . L]
428 430 432 434 436 438 m/z

429‘2.39841 . | 435,014331 6

S62



(E)-2-(3-(4-Nitrophenyl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4170 (27):

NO,

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 4:40:14 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250602\BE-4170_pos_000001.d

Method Operator Admin

Sample Name BE4170 Instrument solarnX XR
Comment BE-4170 in MeOH C23H15N304 H+

Sample Name BE-4170 in MeOH

Exact Mass of C23H15N304 H+ = 398.113532 n/z

Mass Observed = 398.113384 m'z

Difference < 1.0 ppm

Inte]r‘l)s?.' 398.113384
X

1.0

0.8

0.6

0.4+

399.116723

0.2+

. . N . - L.
3975 398.0 398.5 399.0 399.5 400.0 miz

0.0

S63



(E)-2-(3-(Naphthalen-2-yl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4160 (28):

Mass Spectrum List Report

Analysis Info Acquisition Date  6/2/2025 4:49:49 PM
Analysis Name  D'\MS1 COSMIC\2025\Data_20250602'\BE-4160_pos_000001 d

Method Operator Admin

Sample Name BE4160 Instrument solariX XR
Comment BE-4160 in MeOH C27H18N202 H+

Sample Name BE-4160 in MeOH

Exact Mass of C27H18N202 H+ = 403.144104 m/z

Mass Observed 403.143964 m/z

Difference < 1.0 ppm

| ntﬁr{l)sr— 403.143964
X

404.147316

402.357650 405.150655
403.360911

0 T T v T T
402.0 402.5 403.0 403.5 404.0 404.5 405.0 miz

S64



(E)-2-(3-(Benzo[d][1,3]dioxol-5-yl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4174

(29):
0]
N 0]
/ 8
NZ NF
Mass Spectrum List Report
Analysis Info Acquisition Date  6/2/2025 5:25:26 PM
Analysis Name D\MS1 COSMIC'\2025\Data_20250602\BE-4174_pos_000002.d
Method Operator Admin
Sample Name BE4174 Instrument solariX XR
Comment BE-4174 in MeOH C24H16N204 H+
Sample Name BE-4174 in MeOH
Exact Mass of C24H16N204 H+ = 397.118283 m/z
Mass Observed = 397.118137 m'z
Difference < 1.0 ppm
Intens 397.118137

x107
3_
G_
4

398.121501
2.
399.124538
1

[T e e e I e A T I T e R
396.0 396.5 397.0 3975 398.0 3985 309.0 m/z

S65



(E)-2-(3-Oxo0-3-(thiophen-2-yl)prop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4131 (30):

0]

Mass Spectrum List Report

Analysis Info Acquisition Date  6/3/2025 10:50-59 AM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250603'\BE-4131_pos_000001.d

Method Operator Admin

Sample Name BE4131 Instrument solanX XR

Comment BE-4131 in MeOH C21H14N202S H+

Sample Name BE-4131 in MeOH

Exact Mass of C21H14N202S H+ = 359.084875 m'z

Mass Observed = 359.084787 nm'z
Difference < 1.0 ppm

In'(e;:)?}:g 7 359.084787
x

1.251
1.00+
0.75+
0.504

360.088153

0.25+

358.00 358,25 356.50 358.75 359,00 359.25 359,50 359.75 350.00 miz

S66



(E)-2-(3-([1,1'-Biphenyl]-4-yl)-3-oxoprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4171

(31):
vy CJ
(:fj\N
s
NZNF I
O
Mass Spectrum List Report
Analysis Info Acquisition Date  6/3/2025 10:56:34 AM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250603\BE-4171_pos_000001.d
Method Operator Admin
Sample Name BE4171 Instrument solarX XR
Comment BE-4171 in MeOH C29H20N202 H+
Sample Name BE-4171 in MeOH
Exact Mass of C29H20N202 H+ = 420.15754 m/z
Mass Observed = 429.159631 m/z
Difference < 1.0 ppm
Intens, 429.159631
x108
2.54
2.04
1.5
1.0
430.162986
0.5
0.0 T T T L T T T .
428.0 428.5 429.0 4295 430.0 430.5 m/z

S67



(E)-3-(4-Fluorophenyl)-2-(3-oxo-3-phenylprop-1-en-1-yl)quinazolin-4(3H)-one BE4123 (32):

F
O

A
\

Mass Spectrum List Report

Analysis Info Acquisition Date  6/3/2025 11:28:40 AM
Analysis Name DAMS 1T COSMIC\2025\Data_20250603'\BE-4123_pos_000001.d

Method Operator Admin
Sample Name BE4123 Instrument solariX XR
Comment BE-4123 in MeOH C23H15FN202 H+

Sample Name BE-4123 in MeOH

Exact Mass of C23H15FN202 H+ = 371.119032 m/z

Mass Observed = 371.119005 m/z

Difference < 1.0 ppm

‘”f‘;fl')ﬁg 371.119005
X

0.84

0.6+

0.4+

372.122348
0.2+

370.00 37025 37050 37075  371.00 37125  371.50 37175 37200 37225 miz

S68



(E)-2-(3-(4-Chlorophenyl)-3-oxoprop-1-en-1-yl)-3-(4-fluorophenyl)quinazolin-4(3H)-one

BE4125 (33):
F
i /©/
Cl
N
—
N
Mass Spectrum List Report

Analysis Info Acquisition Date  6/3/2025 11:33:39 AM
Analysis Name  D\MS1 COSMIC\2025\Data_20250603'\BE-4125_pos_000001.d
Method Operator Admin
Sample Name BE4125 Instrument solarix XR
Comment BE-4125 in MeOH C23H14CIFN202 H+
Sample Name BE-4125 in MeOH
Exact Mass of C23H14CIFN202 H+ = 405.080060 m/z
Mass Observed = 405.079943 m'z

Difference < 1.0 ppm

Intﬁras?. 405.079943
X

407.077008
406.083300

408.080345

A 1
403 404 405 406 407 408 m/z

S69



(E)-2-(3-(4-Bromophenyl)-3-oxoprop-1-en-1-yl)-3-(4-fluorophenyl)quinazolin-4(3H)-one

F
i /©/
B
N r

BE4128 (36):

/

N

=

Mass Spectrum List Report

Analysis Info
Analysis Name

Acquisition Date

D:\MS1 COSMIC\2025\Data_20250603\BE-4128_pos_000001.d

6/3/2025 12:25:28 PM

Method Operator Admin
Sample Name BE4128 Instrument solariX XR
Comment BE-4128 in MeOH C23H14BrFN202 H+
Sample Name BE-4128 in MeOH
Exact Mass of C23H14BrFN202 H+ = 449.029545 m/z
Mass Observed = 440.029372 m/z
Difference < 1.0 ppm
Intens 449.029372 451.027317
x107 :
3_
2_
1' 450.032714 452.030880
453.033968
0 — e . S— —
448 449 450 451 452 453 mfz

S70



(E)-3-(4-Fluorophenyl)-2-(3-oxo0-3-(p-tolyl)prop-1-en-1-yl)quinazolin-4(3H)-one BE4126 (35)

F
N :

/

N

=

Mass Spectrum List Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date  6/3/2025 12:35:12 PM

D:MS1 COSMIC\2025\Data_20250603\BE-4126_pos_000001.d

BE4126
BE-4126 in MeOH

Operator Admin

Instrument solanX XR

C24H17FN202 H+

Sample Name
Exact Mass of

Mass Observed

BE-4126 in MeOH
C24H17FN202 H+

Difference < 1.0 ppm

= 385.134682 m'z

385.134576 m'z

Intens
x1 03_

0.8

0.6+

0.4

0.2

384.193297

385.134576

386.137940

3640

" 3845

" 3850

" 3855 "as60 3865

S71

miz



(E)-2-(3-(4-Ethylphenyl)-3-oxoprop-1-en-1-yl)-3-(4-fluorophenyl)quinazolin-4(3H)-one BE4127

(36):
F
O /©/
N
—
NZNF
Mass Spectrum List Report

Analysis Info Acquisition Date  6/3/2025 12:40:16 PM

Analysis Name  D:\MS1 COSMIC\2025\Data_20250603\BE-4127_pos_000001.d

Method Operator Admin

Sample Name BE4127 Instrument solariX XR

Comment BE-4127 in MeOH C25H19FN202 H+

Sample Name BE-4127 in MeOH

Exact Mass of C25H19FN202 H+ = 399.150332 m/'z

Mass Observed = 399.150195 m/z

Difference < 1.0 ppm
Intens. 399.150195
X107
6.
4.
400.153554

2_
g7
3975 398.0 398.5 399.0 399.5 400.0 400.5 miz

S72



(E)-2-(3-(4-(tert-Butyl)phenyl)-3-oxoprop-1-en-1-yl)-3-(4-fluorophenyl)quinazolin-4(3H)-one

BE4176 (37):
F
O /©/
N
—
N
Mass Spectrum List Report

Analysis Info Acquisition Date  6/3/2025 12:45:20 PM
Analysis Name  D:\MS1 COSMIC\2025\Data_20250603'\BE-4176_pos_000001.d
Method Operator Admin
Sample Name BE4176 Instrument solariX XR
Comment BE-4176 in MeOH C27H23FN202 H+
Sample Name BE-4176 in MeOH
Exact Mass of C27H23FN202 H+ = 427.181633 m/z
Mass Observed = 427181470 m'z

Difference < 1.0 ppm

\nttzr:)s?. 427181470
X

2.5

2.0

1.54

1.04

428.184812

0.5

0 L e e S e e e N e L Y
426.0 426.5 427.0 4275 428.0 428.5 m/z

S73



(E)-6-Fluoro-2-(3-oxo-3-phenylprop-1-en-1-yl)-3-phenylquinazolin-4(3H)-one BE4166 (38):

Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D\Data'\Data_20250603\BE-4166_pos_000001.d
LowMass_150-1000_050825
BE4166

BE-4166 in MeQH C23H15FN202 H+

Acquisition Date

Operator
Instrument

6/3/2025 2:10:38 PM

Admin
solariX XR

Sample Name
Exact Mass of

Mass Observed

BE-4166 in MeOH
C23H15FN202 H+ =

Difference < 1.0 ppm

371.119032

371.118986

m'z

m'z

Intens.
x108

1.0

0.8

0.6

0.4

0.2

0.0

1+
371.118986

1+

371315551

BE-4166_pos_000001.d: +M5

1,

1+
372.122345

1+
372.318916
L

370.25

370.50 370.75 371.00

S74

371.25

371.50

371.75 372.00 372.25

m/z



(E)-2-(3-(4-(tert-Butyl)phenyl)-3-oxoprop-1-en-1-yl)-6-fluoro-3-phenylquinazolin-4(3H)-one
BE4167 (39):

Generic Display Report

Analysis Info Acquisition Date  6/3/2025 2:16:17 PM
Analysis Name ~ F:\MS1 COSMIC\2025\Data_20250603\BE-4167_pos_000001.d

Method LowMass_150-1000_050825 Operator Admin
Sample Name BE4167 Instrument solariX XR
Comment BE-4167 in MeOH C27TH23FN202 H+

Sample Name BE-4167 in MeOH

Exact Mass of C27H23FN202 H+ = 427.181633 m/z

Mass Observed = 427.181560 m'z

Difference < 1.0 ppm

Intens. BE-4167_pos_000001.d: +M5
x108

1+
427.181560

P Q)
F
N

NZNF

0.8
0.6

0.4

14
428.184923

0.24

0.0

426.0 426.5 427.0 427.5 428.0 428.5 m/z

S75



(E)-2-(3-Oxo0-3-phenylprop-1-en-1-yl)-3-phenyl-7-(trifluoromethyl)quinazolin-4(3H)-one

BE4165 (40):

Generic Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

Acquisition Date 6/3/2025 2:20:55 PM
F:\MS1 COSMIC\2025\Data_20250603\BE-4165_pos_000001.d

LowMass_150-1000_050825 Operator Admin
BE4165 Instrument solariX XR
BE-4165 in MeOH C24H15F3N202 H+

Sample Name
Exact Mass of

Mass Observed

BE-4165 in MeOH
C24H15F3N202 H+

421.115839 m'z

421.115751 m'z

Difference < 1.0 ppm

Intens. BE-4165_pos_000001.d: +MS
x107
1+
421.115751
1 O
6_
N
/
FsC NZNF
5
4
3
2_
1+
422119115
1
0
420.0 420.5 421.0 421.5 422.0 4225 m/z

S76



(E)-2-(3-(4-(tert-Butyl)phenyl)-3-oxoprop-1-en-1-yl)-3-phenyl-7-(trifluoromethyl)quinazolin-
4(3H)-one BE4168 (41):

Generic Display Report

Analysis Info Acquisition Date  6/3/2025 2:26:43 PM
Analysis Name  F:\MS1 COSMIC\2025\Data_20250603\BE-4168_pos_000002 d

Method LowMass_150-1000_050825 Operator Admin

Sample Name BE4168 Instrument solariX XR
Comment BE-4168 in MeOH C28H23F3N202 H+

Sample Name BE-4168 in MeOH

Exact Mass of C28H23F3N202 H+ = 477.178439 m'z

Mass Observed

477.178341 m'z
Difference < 1.0 ppm

Intens. BE-4168_pos_000002.d: +MS
x107
1+
A477.178341
2 O
N
/
6 F,C N7 NF
4
1+
A78.181707
2
0 . . L . .
476.0 476.5 477.0 477.5 478.0 478.5 m/z
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(E)-2-(3-(3,4-Dimethoxyphenyl)-3-oxoprop-1-en-1-yl)-3-phenyl-7-(trifluoromethyl)quinazolin-
4(3H)-one BE4163 (42):

Generic Display Report

Analysis Info Acquisition Date  6/3/2025 2:32:23 PM
Analysis Name  F\MS1 COSMIC\2025\Data_20250603\BE-4163_pos_000001.d

Method LowMass_150-1000_050825 Operator Admin
Sample Name BE4163 Instrument solariX XR
Comment BE-4163 in MeOH C26H19F3N204 H+

Sample Name BE-4163 in MeOH

Exact Mass of C26H19F3N204 H+ = 481.136968 m/z

Mass Observed

481.136849 vz
Difference < 1.0 ppm

Intens.

BE-4163_pos_000001.d: +MS
x108
B 1+
1.0 481.136856
we
OMe
N
0.8 P
FsC N OMe
0.6
0.4
1+
482.140223
0.2
0.0 JL

480.00  480.25  480.50 48075  481.00  481.25 48150 48175  482.00 48225  482.50 m/z
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(E)-2-(3-([1,1'-Biphenyl]-4-yl)-3-oxoprop-1-en-1-yl)-3-phenyl-7-(trifluoromethyl)quinazolin-
4(3H)-one BE4177 (43):

Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date 6/3/2025 3:19:10 PM
F:\MS1 COSMIC'\2025\Data_20250603\BE-4177_pos_000001.d

LowMass_150-1000_050825 Operator Admin
BE4177 Instrument solariX XR
BE-4177 in MeOH C30H19F3N202 H+

Sample Name
Exact Mass of

Mass Observed

BE-4177 in MeOH
C30H19F3N202 H+ = 497.147139 m/z

497.147004 m'z

Difference < 1.0 ppm

Intens.
x106

0
496.0

BE-4177_pos_000001.d: +M5

1+
497.147004

FsC

1+
498150399

e A K g A M A e T o L ) )
496.5 497.0 497.5 498.0 498.5 m/z

S79



4. Compounds screening in ALPHAscreen
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ALPHA Normalized ALPHA Normalized ALPHA Normalized

ALPHA Normalized
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ALPHA Normalized ALPHA Normalized ALPHA Normalized

ALPHA Normalized
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ALPHA Normalized ALPHA Normalized

ALPHA Normalized
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ALPHA Normalized ALPHA Normalized ALPHA Normalized

ALPHA Normalized
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ALPHA Normalized ALPHA Normalized ALPHA Normalized

ALPHA Normalized
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