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1. General Information

'H NMR, BC NMR were recorded in DMSO-ds at room temperature on the
Bruker DPX-400 spectrometer (400 MHz, 101 MHz). The chemical-shifts scale is
based on internal TMS. For spectra, chemical shifts were reported in ppm (5),
multiplicity (s = singlet, d = doublet, t = triplet, ¢ = quartet, m = multiplet) and
coupling constant (Hz). Melting points were measured using a WC-1 microscopic
apparatus and are uncorrected. High resolution mass spectra were ensured on a
MALDI-FTMS. The structures of known compounds were further corroborated by
comparing their '"H NMR, *C NMR data with those of literature.

All reactions were monitored and post-processing by TLC with Qingdao GF,s4
silica gel coated plates. Reagents were obtained from commercial suppliers such as
Aladdin Scientific and used without further purification unless otherwise noted.

2. General Procedure for Quinazolin-4(3H)-ones Synthesis
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To a mixture of 2-anthranilamide (0.20 mmol), arylmethylmercaptan (0.40 mmol),
Cs,CO3 (130.3 mg, 2.0 equiv.) and DMSO (1 mL) were added in a 10 mL screw-cap
Schlenk test tube. Then the mixture was stirred at 120 °C for 12 h under air
atmosphere. The progress of the reaction was monitored by TLC. After the reaction
was completed, the reaction mixture was cooled to room temperature then filtered
with diatomite. The mixture was extracted with ethyl acetate (3.0 mL X 3) and the
combined organic phases were dried over anhydrous Na,SO,4 and the solvent was
evaporated under vacuum. The residue was purified by column chromatography to
give the corresponding products (petroleum ether/ ethyl acetate = 2:1 to 6:1, 25%-
98%).



3. Exploring the Mechanism by Mass Spectrometry Tracking

Experiments

To a solution of the 2-aminobenzamide 1a (0.20 mmol) in DMSO (1.0 mL)
was added benzyl thiol 2a (0.40 mmol), Cs,CO; (2.0 equiv.) under air
atmosphere in five screw-cap Schlenk test tube. The reaction mixture was stirred
at 120 °C for 3 h, 6 h, 9 h and 12 h in sequence. After the reaction was finished,
the reaction mixture was cooled to room temperature. The mixture was extracted
with ethyl acetate (3.0 mL X 3), the combined organic phases were dried over
anhydrous Na,SO,4 and the solvent was evaporated under vacuum. Then, the
mixture was detected by NMR and mass spectrometry separately and selected test

results are as follows:

3.1 Nuclear magnetic tracking results
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3.2 Mass spectrometry tracking results
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Figure 1
In order to examine the existence of H,S, lead (II) acetate paper was used to the
model reaction. As shown in Figure 1, the determination of H,S was found by the
coloring of lead acetate paper to black when a moistened piece of lead acetate paper
was place over the mouth of the flask for 12 h.



4. Characterization Data of Products

@)

2-Phenylquinazolin-4(3H)-one (3aa)': White solid; 98% yield (43.5 mg); mp 236-237 °C;
TLC (PE: EA=3:1), Rf = 0.40. '"H NMR (400 MHz, DMSO-dy) 6 12.56 (s, 1H), 8.20-8.15 (m,
3H), 7.86-7.82 (m, 1H), 7.75 (d, J = 7.64 Hz, 1H), 7.62-7.50 (m, 4H). *C NMR (101 MHz,
DMSO-ds) 6 162.7, 152.8, 149.2, 135.1, 133.2, 131.9, 129.1, 128.2, 128.0, 127.1, 126.3,
121.5.

O
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e

8-Methyl-2-phenylquinazolin-4(3H)-one (3ba)?: White solid; 82% yield (38.7 mg); mp
237-239 °C; TLC (PE: EA=3:1), Rf = 0.42. 'H NMR (400 MHz, DMSO-dy) & 12.53 (s, 1H),
8.24-8.22 (dd, J = 7.68, 1.36 Hz 2H), 7.99 (d, J = 7.52 Hz, 1H), 7.68 (d, J = 6.8 Hz, 1H),
7.61-7.51 (m, 3H), 7.39 (t, J = 7.6 Hz, 1H), 2.62 (s, 3H). *C NMR (101 MHz, DMSO-dy) &
163.0, 151.5, 147.6, 136.1, 135.4, 133.4, 131.8, 129.1, 128.2, 126.5, 124.0, 121.3, 17.6.

O

6-Methyl-2-phenylquinazolin-4(3H)-one (3ca)’: White solid; 86% yield (40.6 mg); mp 238-
240 °C; TLC (PE: EA=3:1), Rf = 0.42. "H NMR (400 MHz, DMSO-d;) 6 12.47 (s, 1H), 8.22-
8.14 (m, 2H), 7.97 (s, 1H), 7.69-7.65 (m, 2H), 7.62-7.52 (m, 3H), 2.48 (s, 3H). *C NMR (101
MHz, DMSO-dq) 6 162.4, 151.7, 146.6, 136.3, 135.9, 132.8, 131.3, 128.6, 127.6, 127.2, 125.2,
120.6, 20.8.

O\iif:/ﬁ@

6-Methoxy-2-phenylquinazolin-4(3H)-one (3da)’: White solid; 74% yield (37.3 mg); mp
249-251 °C; TLC (PE: EA=2:1), Rf = 0.40. 'H NMR (400 MHz, DMSO-d;) 6 12.52 (s, 1H),
8.34-7.99 (m, 2H), 7.71 (d, J= 8.9 Hz, 1H), 7.65-7.49 (m, 4H), 7.45 (dd, J= 8.9, 3.0 Hz, 1H),
3.90 (s, 3H). 3C NMR (101 MHz, DMSO-dg) & 162.5, 158.2, 150.6, 143.7, 133.3, 131.5,
129.7,129.1, 128.0, 124.6, 122.2, 106.3, 56.1.



6-Chloro-2-phenylquinazolin-4(3H)-one (3ea)!: White solid; 72% yield (36.9 mg); mp 212-
213 °C; TLC (PE: EA=2:1), Rf = 0.44. '"H NMR (400 MHz, DMSO-d;) 6 12.72 (s, 1H), 8.22-
8.15 (m, 2H), 8.09 (d, J=2.5 Hz, 1H), 7.87 (dd, J=8.7, 2.5 Hz, 1H), 7.77 (d, /= 8.7 Hz, 1H),
7.64-7.53 (m, 3H). 3C NMR (101 MHz, DMSO-dy) 6 161.8, 153.4, 147.9, 135.2, 132.9,
132.1,131.2, 130.2, 129.1, 128.3, 125.3, 122.7.

o)

6-Fluoro-2-phenylquinazolin-4(3H)-one (3fa)*: White solid; 73% yield (35.0 mg); mp 282-
284 °C; TLC (PE: EA=3:1 to 5:1) Rf = 0.44. '"H NMR (400 MHz, DMSO-d;) 6 12.68 (s, 1H),
8.17 (d, J=7.56 Hz, 2H), 7.87-7.79 (m, 2H), 7.73 (td, J = 8.7, 3.0 Hz, 1H), 7.64-7.52 (m, 3H).
3C NMR (101 MHz, DMSO-dq) 6 161.9(d, J = 51.0 Hz), 159.2, 152.4, 146.1, 133.0, 131.9,
130.8, 129.1, 128.2, 123.6(d, J = 51.0 Hz), 122.7(d, J = 8.3 Hz), 111.0(d, J = 23.35 Hz). '°F
NMR (376 MHz, DMSO-d) 6 -113.50.

O

7-Chloro-2-phenylquinazolin-4(3H)-one (3ga)’: White solid; 43% yield (22.0 mg); mp 291-
292 °C; TLC (PE: EA=2:1 to 4:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-d6) 3 12.67 (s, 1H),
8.22-8.10 (m, 3H), 7.78 (d, J = 2.0 Hz, 1H), 7.64-7.51 (m, 4H). *C NMR (101 MHz, DMSO-
de) 8 162.2,154.3,150.3, 139.6, 132.8, 132.2, 129.1, 128.4, 128.4, 127.3, 127.0, 120.2.

F O

5-Fluoro-2-phenylquinazolin-4(3H)-one (3ha)3: White solid; 49% yield (23.5 mg); mp >
300 °C; TLC (PE: EA=3:1) Rf = 0.42. '"H NMR (400 MHz, DMSO-d) ¢ 12.57 (s, 1H), 8.23-
8.09 (m, 2H), 7.80 (td, J = 8.2, 5.6 Hz, 1H), 7.65-7.47 (m, 4H), 7.28-7.23 (m, 1H). 3*C NMR
(101 MHz, DMSO-d;) & 162.3, 159.9(d, J = 34.9 Hz), 153.8, 151.3, 135.6(d, J = 10.8 Hz),
132.7,132.2, 129.1, 128.3, 124.0, 113.4(d, J =20.57 Hz), 110.9(d, J = 6.1 Hz). 'F NMR (376
MHz, DMSO-dg) 6 -111.5.
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3-Methyl-2-phenylquinazolin-4(3H)-one (3ia)®: White solid; 90% yield (42.5 mg); mp 101-
103 °C; TLC (PE: EA=2:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-dj): 6 8.15 (dd, J = 8.0,
1.5 Hz, 1H), 7.83-7.79 (m, 1H), 7.66-7.62 (m, 3H), 7.56-7.52 (m, 4H), 3.34 (s, 3H). *C NMR
(101 MHz, DMSO-dg) & 162.1, 156.6, 147.5, 135.9, 134.8, 130.3, 128.9, 128.7, 127.6, 127.3,
126.6, 120.6, 34.4.

2-Phenyl-Pyrido[2,3-d]pyrimidin-4(3H)-one (3ja)’: Light yellow solid; 44% yield (19.6
mg); mp 284-285 °C; TLC (PE: EA=3:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6 12.83
(s, 1H), 8.98 (dd, /=4.6, 2.1 Hz, 1H), 8.54 (dd, /= 7.8, 2.0 Hz, 1H), 8.23 (d, /= 6.9 Hz, 2H),
7.68-7.50 (m, 4H). 3C NMR (101 MHz, DMSO-ds) & 163.1, 158.6, 156.1, 155.5, 135.5,
132.5,131.9, 128.7, 128.1, 122.2, 116.1.

O, .0

A

3-Phenyl-2H-1,2,4-benzothiadiazine-1,1-dioxide (3ka): White solid; 32% yield (16.5 mg);
mp > 300 °C; TLC (PE: EA=3:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6 12.63 (s, 1H),
8.17-8.15 (m, 2H), 7.90-7.85 (m, 2H), 7.75-7.67 (m, 2H), 7.61 (t, J = 7.84 Hz, 2H), 7.53-7.49
(m, 1H). 3C NMR (101 MHz, DMSO-dy) & 155.3, 136.2, 133.5, 133.3, 132.2, 129.3, 128.9,
127.1,123.7, 121.9, 119.2.

O

[:[ NH
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N

2-(2-Methylphenyl)-4(3 H)-quinazolinone (3ab)': White solid; 70% yield (33.0 mg); mp
217-218 °C; TLC (PE: EA=3:1) Rf = 0.40. "H NMR (400 MHz, DMSO-d;) 6 12.45 (s, 1H),
8.17 (d, J=17.0 Hz, 1H), 7.86-7.82 (m, 1H), 7.69 (d, J = 8.1 Hz, 1H), 7.60-7.47 (m, 2H), 7.46-
7.42 (m, 1H), 7.37-7.32 (m, 2H), 2.39 (s, 3H). 3C NMR (101 MHz, DMSO-d¢) & 161.8,
154.4, 148.7, 136.1, 134.5, 134.2, 130.5, 129.9, 129.1, 127.3, 126.6, 125.8, 125.7, 120.9, 19.5.
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2-(4-Methylphenyl)-4(3H)-quinazolinone (3ac)': White solid; 75% yield (35.4 mg); mp
242-243 °C; TLC (PE: EA=3:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-d;) § 12.46 (s, 1H),
8.16 (dd, J= 8.0, 1.6 Hz, 1H), 8.13-8.06 (m, 2H), 7.85-7.81 (m, 1H), 7.73 (d, /= 7.9 Hz, 1H),
7.53-7.49 (m, 1H), 7.34 (d, J = 8.1 Hz, 2H), 2.38 (s, 3H). *C NMR (101 MHz, DMSO-dy) 6
162.2,152.2, 148.8, 141.4, 134.5, 129.9, 129.2, 127.6, 127.4, 126.3, 125.8, 120.9, 20.9.

0]

[:[ NH
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N

2-[4-(1,1-Dimethylethyl)phenyl]-4(3 H)-quinazolinone (3ad)®: White solid; 78% yield (43.4
mg); mp 207-209 °C; TLC (PE: EA=2:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) & 12.51
(s, 1H), 8.18-8.14 (m, 3H), 7.86-7.82 (m, 1H), 7.74 (d, J = 8.3 Hz, 1H), 7.58-7.50 (m, 3H),
1.33 (s, 9H). 3C NMR (101 MHz, DMSO-dy) & 162.8, 154.8, 152.6, 149.3, 135.1, 130.4,
128.0, 127.9, 126.9, 126.3, 125.9, 121.4, 35.1, 31.4.

0]

2-(4-Methoxyphenyl)-4(3H)-quinazolinone (3ae)': White solid; 75% yield (37.8 mg); mp
200-201 °C; TLC (PE: EA=2:1) Rf = 0.44. "H NMR (400 MHz, DMSO-d;) 6 12.41 (s, 1H),
8.22-8.18 (m, 2H), 8.14 (dd, J= 7.9, 1.5 Hz, 1H), 7.84-7.80 (m, 1H), 7.71 (d, J= 7.7 Hz, 1H),
7.51-7.47 (m, 1H), 7.09 (d, J = 8.9 Hz, 2H), 3.85 (s, 3H). *C NMR (101 MHz, DMSO-d;) &
162.4,161.8, 151.9, 148.8, 134.5, 129.4, 127.1, 126.1, 125.8, 124.8, 120.6, 114.0, 55.4.

O

2-(4-Fluorophenyl)quinazolin-4(3H)-one (3af)!': White solid; 31% yield (14.9 mg); mp 284-
286 °C; TLC (PE: EA=3:1 to 6:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6 12.58 (s, 1H),
8.31-8.23 (m, 2H), 8.17 (dd, J=17.9, 1.6 Hz, 1H), 7.88-7.84 (m, 1H), 7.75 (d, J = 8.3 Hz, 1H),
7.56-7.52 (m, 1H), 7.43-7.39 (m, 2H). 3*C NMR (101 MHz, DMSO-d;) 6 165.8, 162.7, 151.9,
149.1, 135.1, 130.9 (d, /= 9.1 Hz), 129.7, 128.0, 127.1, 126.3, 121.4, 116.1 (d, J = 21.2 Hz).
9F NMR (376 MHz, DMSO-d6) 6 -109.1.
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2-(4-Chlorophenyl)-4(3H)-quinazolinone (3ag)': White solid; 29% yield (14.8 mg); mp
171-172 °C; TLC (PE: EA=3:1 to 6:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d) & 12.62 (s,
1H), 8.24-8.20 (m, 2H), 8.17 (dd, J=7.9, 1.6 Hz, 1H), 7.88-7.84 (m, 1H), 7.76 (d, J= 7.7 Hz,
1H), 7.66-7.63 (m, 2H), 7.57-7.53 (m, 1H). 3C NMR (101 MHz, DMSO-dy) 8 162.2, 151.4,
148.5, 136.3, 134.6, 131.6, 129.6, 128.6, 127.4, 126.8, 125.9, 121.0.

2-(Furan-2-yl)-quinazolin-4(3H)-one (3ah)”: Light yellow solid; 40% yield (16.9 mg); mp
219-221 °C; TLC (PE: EA=3:1) Rf = 0.40. "H NMR (400 MHz, DMSO-d;) 6 12.56 (s, 1H),
8.17 (dd,J=17.9, 1.6 Hz, 1H), 8.05 (d, /= 1.7 Hz, 1H), 7.88-7.84 (m, 1H), 7.74 (d, /= 7.7 Hz,
1H), 7.68 (d, J = 3.6 Hz, 1H), 7.56-7.52 (m, 1H), 6.80 (dd, J = 3.6, 1.8 Hz, 1H). 3C NMR
(101 MHz, DMSO-dg) 6 161.5, 148.6, 146.6, 146.1, 144.0, 134.6, 127.2, 126.5, 125.9, 121.1,
114.5, 112.5.

2-(Thiophen-2-yl)quinazolin-4(3H)-one (3ai)': White solid; 60% yield (27.3 mg); mp 235-
238 °C; TLC (PE: EA=3:1) Rf = 0.40. "H NMR (400 MHz, DMSO-d;) 6 12.66 (s, 1H), 8.23
(dd, J=3.8, 1.2 Hz, 1H), 8.13 (dd, /= 7.9, 1.6 Hz, 1H), 7.87 (d, J = 5.0 Hz, 1H), 7.83-7.78
(m, 1H), 7.65 (m, J = 8.1 Hz, 1H), 7.51-7.47 (m, 1H), 7.24 (dd, J = 5.1, 3.8 Hz, 1H). 13C
NMR (101 MHz, DMSO-d;) & 162.4, 149.0, 148.4, 137.8, 135.2, 132.7, 129.9, 129.0, 127.3,
126.8, 126.5, 121.3.

O

NH

7

N

8-Methyl-2-(2-methylphenyl)-4(3 H)-quinazolinone (3bb): White solid; 70% yield (35 mg);
mp 249-251 °C; TLC (PE: EA=2:1) Rf = 0.42. '"H NMR (400 MHz, DMSO-d;) & 12.43 (s,
1H), 8.01 (dd, J = 8.0, 1.6 Hz, 1H), 7.69 (dt, J = 7.1, 1.4 Hz, 1H), 7.54 (dd, J = 7.5, 1.5 Hz,
1H), 7.47-7.39 (m, 2H), 7.39-7.31 (m, 2H), 2.54 (s, 3H), 2.45 (s, 3H). *C NMR (101 MHz,
DMSO-ds) 6 162.6, 153.5, 147.61, 136.9, 135.9, 135.3, 134.7, 131.2, 130.4, 129.8, 126.6,
126.2, 123.9, 121.3, 20.4, 17.7. Caled. For C;sH,N,O [M+H]* : 251.1184, found: 251.1183.
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8-Methyl-2-(4-methylphenyl)-4(3 H)-quinazolinone (3bc)*: White solid; 73% yield (36.5
mg); mp 269-271 °C; TLC (PE: EA=2:1) Rf = 0.42. '"H NMR (400 MHz, DMSO-d;) 6 12.46
(s, 1H), 8.13 (d, J = 8.3 Hz, 2H), 8.0-7.97 (m, 1H), 7.68 (d, J = 6.8 Hz, 1H), 7.40-7.35 (m,
3H), 2.61 (s, 3H), 2.39 (s, 3H). *C NMR (101 MHz, DMSO-d;) 8 163.1, 151.4, 147.7, 141.9,
136.0, 135.4, 130.6, 129.7, 128.1, 126.4, 123.9, 121.2, 21.5, 17.6.

@)

8-Methyl-2-(2-furanyl)-quinazolinone-4(3H)-one (3bh): Light yellow solid; 30% yield
(13.6 mg); mp 292-293 °C; TLC (PE: EA=3:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) &
12.50 (s, 1H), 8.02 (d, J=1.7 Hz, 1H), 7.97 (dd, ] = 8.0, 1.6 Hz, 1H), 7.68 (d, J = 7.2 Hz, 1H),
7.63 (d, J =3.6 Hz, 1H), 7.38 (t, ] = 7.6 Hz, 1H), 6.76 (dd, J = 3.6, 1.8 Hz, 1H), 2.58 (s, 3H).
BC NMR (101 MHz, DMSO-d;) 6 162.4, 147.6, 147.0, 146.8, 143.5, 135.9, 135.5, 126.4,
124.1, 121.6, 114.8, 112.9, 17.7. Calcd. For C3H(N,O, [M+H]" : 227.0821, found: 227.0818.

O

8-Methyl-2-(2-thienyl)-quinazolinone-4(3H)-one (3bi): White solid; 31% yield (15.0 mg);
mp 237-243 °C; TLC (PE: EA=3:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-dy) 6 12.66 (s,
1H), 8.21 (d, J = 3.7 Hz, 1H), 7.96 (d, J = 7.8 Hz, 1H), 7.86 (d, J = 5.0 Hz, 1H), 7.67 (d, ] =
7.3 Hz, 1H), 7.37 (t, J = 7.6 Hz, 1H), 7.23 (dd, J = 5.1, 3.8 Hz, 1H), 2.57 (s, 3H). 3C NMR
(101 MHz, DMSO-dg) 6 162.6, 147.5, 147.2, 138.3, 135.5, 135.5, 132.6, 129.5, 129.0, 126.3,
124.1, 121.2, 17.3. Calcd. For C13H;(N,OS [M+H]* : 243.0592, found: 243.0589.

O

e
N

6-Methyl-2-(2-methylphenyl)-4(3 H)-quinazolinone (3cb)?®: White solid; 72% yield (36 mg);
mp 215-217 °C; TLC (PE: EA=2:1) Rf = 0.42. '"H NMR (400 MHz, DMSO-dg) & 12.37 (s,
1H), 8.01-7.92 (m, 1H), 7.66 (dd, J = 8.3, 2.1 Hz, 1H), 7.60 (d, J = 8.3 Hz, 1H), 7.50 (d, J =
7.6 Hz, 1H), 7.45-7.41 (m, 1H), 7.36-7.31 (m, 2H), 2.47 (s, 3H), 2.38 (s, 3H). 13C NMR (101
MHz, DMSO-dq) 6 161.7, 153.5, 146.7, 136.3, 136.1, 135.7, 134.2, 130.5, 129.8, 129.0, 127.2,
125.7, 125.1, 120.6, 20.8, 19.5.
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6-Methyl-2-(4-methylphenyl)-4(3H)-quinazolinone (3cc)’: White solid; 75% yield (37.5
mg); mp 271-272 °C; TLC (PE: EA=2:1) Rf = 0.42. '"H NMR (400 MHz, DMSO-d;) 6 12.39
(s, 1H), 8.12-8.04 (m, 2H), 7.95 (d, J = 1.8 Hz, 1H), 7.70-7.60 (m, 2H), 7.36 (d, J = 8.0 Hz,
2H), 2.46 (s, 3H), 2.40 (s, 3H). 3C NMR (101 MHz, DMSO-dg) 6 162.2, 151.4, 141.3, 136.1,
135.8,129.9, 129.3, 129.2, 127.5, 127.2, 125.2, 120.6, 20.9, 20.8.

6-Methyl-2-(2-furanyl)-quinazolinone-4(3H)-one (3ch)®: Light yellow solid; 36% yield
(16.3 mg); mp 256-257 °C; TLC (PE: EA=3:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) &
12.42 (s, 1H), 7.99 (d, J = 1.7 Hz, 1H), 7.94-7.89 (m, 1H), 7.67-7.56 (m, 3H), 6.74 (dd, J =
3.6, 1.8 Hz, 1H), 2.44 (s, 3H). *C NMR (101 MHz, DMSO-dy) 8 161.5, 146.6, 146.3, 146.1,
143.3,136.2, 135.9, 127.1, 125.3, 120.8, 114.1, 112.4, 20.8.

6-Methyl-2-(2-thienyl)-quinazolinone-4(3H)-one (3¢i)!’: White solid; 32% yield (15.5 mg);
mp 266-267 °C; TLC (PE: EA=3:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-dj): 5 12.58 (s,
1H), 8.20 (dd, J = 3.9, 1.2 Hz, 1H), 7.93 (d, J = 1.6 Hz, 1H), 7.85 (dd, J = 5.0, 1.1 Hz, 1H),
7.63 (dd, J=8.3,2.1 Hz, 1H), 7.56 (d, /= 8.3 Hz, 1H), 7.23 (dd, /= 5.0, 3.8 Hz, 1H), 2.44 (s,
3H). BC NMR (101 MHz, DMSO-dy) 6 161.7, 147.0, 146.6, 137.4, 136.1, 135.9, 131.8, 129.1,
128.4, 126.8, 125.4, 120.6, 20.8.

N7 >N O

6-Methoxy-2-(2-furanyl)-quinazolinone-4(3H)-one (3dh): Light yellow solid; 25% yield
(12.1 mg); mp > 300 °C; TLC (PE: EA=2:1), Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) &
12.48 (s, 1H), 7.97 (s, 1H), 7.65 (d, J = 8.9 Hz, 1H), 7.58 (d, J = 3.5 Hz, 1H), 7.53 (d, ] = 2.9
Hz, 1H), 7.43 (dd, J = 8.9, 3.0 Hz, 1H), 6.74 (dd, J = 3.3, 1.6 Hz, 1H), 3.88 (s, 3H). *C NMR
(101 MHz, DMSO-dstMeOD) 6 161.7, 158.2, 146.6, 146.4, 143.4, 142.4, 129.3, 124.4, 122.3,
113.9, 112.7, 106.5, 55.9. HR-MS (ESI*): Calcd. For Ci3H(N,O; [M+H]" : 243.0770, found:
243.0766.
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6-Chloro-2-(2-methylphenyl)-4(3H)-quinazolinone (3eb)'': White solid; 64% yield (34.6
mg); mp 255-259 °C; TLC (PE: EA=2:1), Rf = 0.42. 'H NMR (400 MHz, DMSO-d;) 6 12.63
(s, 1H), 8.11 (d, J=2.5 Hz, 1H), 7.87 (dd, J= 8.7, 2.6 Hz, 1H), 7.73 (d, J = 8.7 Hz, 1H), 7.52
(d, J= 7.6 Hz, 1H), 7.47-7.43 (m, 1H), 7.37-7.32 (m, 2H), 2.39 (s, 3H). *C NMR (101 MHz,
DMSO-ds) & 160.9, 154.9, 147.4, 136.1, 134.5, 133.9, 130.8, 130.5, 130.0, 129.1, 125.7,
124.8,122.2, 19.5.

@)
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N

6-Chloro-2-[4-(1,1-dimethylethyl)phenyl]-4(3H)-quinazolinone (3ed): White solid; 62%
yield (38.7 mg); mp > 300 °C; TLC (PE: EA=2:1 to 3:1), Rf = 0.42. '"H NMR (400 MHz,
DMSO-dg) 6 12.66 (s, 1H), 8.16-8.10 (m, 2H), 8.08 (d, /= 2.5 Hz, 1H), 7.85 (dd, J=8.7, 2.5
Hz, 1H), 7.75 (d, J = 8.7 Hz, 1H), 7.60-7.53 (m, 2H), 1.33 (s, 10H). 3C NMR (101 MHz,
DMSO-dg) 6 161.9, 155.0, 153.2, 148.0, 135.1, 131.0, 130.1, 128.1, 126.8, 125.9, 125.3,
122.6, 35.2, 31.4. HR-MS (ESI"): Calcd. For CigH;7CIN,O [M+H]" : 313.1108, found:
313.1107.
0

F
[:[ NH
e
N

6-Fluoro-2-(2-methylphenyl)-4(3H)-quinazolinone (3fb): White solid; 67% yield (34.0 mg);
mp 233-237 °C; TLC (PE: EA=3:1 to 5:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d) & 12.60
(s, 1H), 7.83 (dd, J = 8.6, 2.9 Hz, 1H), 7.79-7.67 (m, 2H), 7.50 (d, J = 7.6 Hz, 1H), 7.45-7.41
(m, 1H), 7.35-7.31 (m, 2H), 2.38 (s, 3H). *C NMR (101 MHz, DMSO-dq) 6 161.7 (d, J= 8.7
Hz), 159.3, 154.4, 146.0, 136.6, 134.5, 131.0, 130.7 (d, J = 13.0 Hz), 130.4, 129.6, 126.2,
123.4 (d, J = 44.4 Hz), 122.6 (d, J = 8.1 Hz), 110.9 (d, J = 23.2 Hz), 20.0. '°F NMR (376
MHz, DMSO-dy) & -113.5. HR-MS (ESI*): Calcd. For C;sH;{FN,O [M+H]": 255.0934, found:
255.0930.
O

6-Fluoro-2-(4-methylphenyl)-4(3H)-quinazolinone (3fc)*: White solid; 70% yield (35.6
mg); mp 301-303 °C; TLC (PE: EA=3:1 to 5:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6
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12.56 (s, 1H), 8.06 (d, J = 8.0 Hz, 2H), 7.80-7.75 (m, 2H), 7.70-7.65 (m, 1H), 7.32 (d, J = 8.0
Hz, 2H), 2.37 (s, 3H). *C NMR (101 MHz, DMSO-dy) § 162.4, 161.5, 159.1, 152.4, 146.1,
141.9, 130.4 (d, J = 34.3 Hz), 129.7, 128.1, 123.5 (d, J = 25.3 Hz), 122.5 (d, J = 9.1 Hz),
111.9 (d, J = 23.2 Hz), 21.5. "F NMR (376 MHz, DMSO-dy) & -113.8.

6-Fluoro-2-(2-furanyl)-4(3H)-quinazolinone (3fh): Light yellow solid; 30% yield (13.8 mg);
mp > 300 °C; TLC (PE: EA=3:1 to 6:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d6) § 12.65
(s, 1H), 8.01 (dd, J = 1.8, 0.7 Hz, 1H), 7.84-7.75 (m, 2H), 7.71 (td, J = 8.7, 3.0 Hz, 1H), 7.63
(dd, J = 3.6, 0.8 Hz, 1H), 6.76 (dd, J = 3.5, 1.7 Hz, 1H). 3C NMR (101 MHz, DMSO-d;)
161.5 (d, J = 3.0 Hz), 159.2, 147.1, 146.4, 146.0, 144.0, 130.5 (d, J = 8.1 Hz), 123.6 (d, J =
24.2 Hz), 122.8 (d, J = 9.1 Hz), 115.0, 113.0, 111.2 (d, J = 24.2 Hz). '°F NMR (376 MHz,
DMSO-d;) & -113.6. Calcd. For C;,H;FN,O, [M+H]* : 231.0570, found: 231.0566.

6-Fluoro-2-(2-thienyl)-4(3H)-quinazolinone (3fi): White solid; 40% yield (19.7 mg); mp
255-258 °C; TLC (PE: EA=3:1 to 6:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6 12.79 (s,
1H), 8.23 (dd, J = 3.8, 1.2 Hz, 1H), 7.88 (dd, J = 5.0, 1.1 Hz, 1H), 7.82-7.80 (m, 1H), 7.76-
7.67 (m, 2H), 7.25-7.23 (m, 1H). C NMR (101 MHz, DMSO-dg) 6 161.7, 161.5, 159.1,
147.8, 145.9, 137.6, 132.7, 130.2 (d, J = 7.9 Hz), 129.9, 129.0, 123.6 (d, J = 24.2 Hz), 122.5
(d, J= 8.3 Hz). '°F NMR (376 MHz, DMSO-dy) 6 -113.8. Calcd. For C,H;FN,OS [M+H]" :
247.0341, found: 247.0337.

7-Chloro-2-(2-methylphenyl)-4(3H)-quinazolinone (3gb): White solid; 35% yield (18.9
mg); mp 227-236 °C; TLC (PE: EA=2:1 to 4:1) Rf = 0.42. '"H NMR (400 MHz, DMSO-dg) &
12.60 (s, 1H), 8.16 (d, J = 8.5 Hz, 1H), 7.76 (d, J=2.1 Hz, 1H), 7.58 (dd, J= 8.5, 2.1 Hz, 1H),
7.52 (d,J=17.6, 1H), 7.47-7.43 (m, 1H), 7.37-7.32 (m, 2H), 2.39 (s, 3H). 3C NMR (101 MHz,
DMSO-ds) & 161.7, 156.3, 150.3, 139.5, 136.7, 134.3, 131.1, 130.6, 129.6, 128.4, 127.4,
127.0, 126.2, 120.3, 20.0. HR-MS (ESI*): Calcd. For C,sH;;CIN,O [M+H] *: 271.0638, found:
271.0637.
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2-(4-Methylphenyl)- Pyrido[2,3-d]pyrimidin-4(3H)-one (3jc)'?: Light yellow solid; 42%
yield (19.9 mg); mp 228-229 °C; TLC (PE: EA=3:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-
dg) 6 12.75 (s, 1H), 8.96 (dd, J =4.7, 2.1 Hz, 1H), 8.52 (dd, J = 7.8, 2.0 Hz, 1H), 8.18-8.10 (m,
2H), 7.52 (dd, J = 7.9, 4.5 Hz, 1H), 7.38 (d, J = 8.0 Hz, 2H), 2.40 (s, 3H). 3C NMR (101
MHz, DMSO-dg) 6 163.0, 158.6, 156.0, 155.3, 142.1, 135.4, 129.6, 129.2, 128.0, 122.0, 116.0,
21.0.

3-Methyl-2-(2-methylphenyl)-4(3 H)-quinazolinone (3ib)%: White solid; 79% yield (39.5
mg); mp 138-139 °C; TLC (PE: EA=2:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-d;) & 8.22
(dd, J = 8.1, 1.5 Hz, 1H), 7.88-7.83 (m, 1H), 7.68 (d, J = 8.2 Hz, 1H), 7.48-7.44 (m, 1H),
7.49-7.42 (m, 2H), 7.41-7.35 (m, 2H), 3.22 (s, 3H), 2.19 (s, 3H). *C NMR (101 MHz,
DMSO-ds) & 161.4, 155.7, 147.1, 135.0, 134.9, 134.3, 130.3, 129.5, 127.7, 127.1, 126.9,
126.1, 126.0, 120.3, 32.4, 18.6.

3-Methyl-2-(4-methylphenyl)- 4(3H)-quinazolinone (3ic)’: White solid; 83% yield (41.5
mg); mp 137-138 °C; TLC (PE: EA=2:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-d;) & 8.18
(dd, J=8.0, 1.5 Hz, 1H), 7.84-7.80 (m, 1H), 7.66 (d, J = 7.8 Hz, 1H), 7.58-7.52 (m, 3H), 7.35
(d, /= 8.0 Hz, 2H), 3.38 (s, 3H), 2.40 (s, 3H). *C NMR (101 MHz, DMSO-dg) 6 161.7, 156.2,
147.1, 139.5, 134.3, 132.6, 128.9, 128.3, 127.1, 126.7, 126.0, 120.0, 33.9, 20.9.

2-[4-(1,1-Dimethylethyl)phenyl]-3-methyl-4(3 H)-quinazolinone (3id)'3: White solid; 45%
yield (26.3 mg); mp 192-194 °C; TLC (PE: EA=2:1 to 4:1) Rf = 0.40. '"H NMR (400 MHz,
DMSO-d;) 6 8.18 (dd, J = 8.1, 1.5 Hz, 1H), 7.85-7.81 (m, 1H), 7.66-7.60 (m, 3H), 7.57-7.53
(m, 3H), 1.34 (s, 9H). *C NMR (101 MHz, DMSO-d;) 6 162.2, 156.7, 152.9, 147.6, 134.8,
133.1, 128.6, 127.6, 127.3, 126.5, 125.6, 120.5, 35.1, 34.5, 31.5.
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2-(4-Methoxyphenyl)-3-methyl-4(3 H)-quinazolinone (3ie)’: White solid; 80% yield (42.6
mg); mp 140-142 °C; TLC (PE: EA=2:1 to 3:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6
8.17 (dd, J = 8.0, 1.5 Hz, 1H), 7.84-7.80 (m, 1H), 7.67-7.64 (m, 3H), 7.55-7.51 (m, 1H), 7.09
(d, J=8.7 Hz, 2H), 3.85 (s, 3H), 3.41 (s, 3H). 3*C NMR (101 MHz, DMSO-d) 6 161.8, 160.3,
156.0, 147.1, 134.2, 130.1, 127.6, 127.1, 126.6, 126.0, 119.9, 113.7, 55.3, 34.1.

2-(4-Chlorophenyl)-3-methyl-4(3H)-quinazolinone (3ig)’: White solid; 35% yield (18.9
mg); mp 110-112 °C; TLC (PE: EA=3:1 to 5:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-d;) 6
8.20 (dd, J= 8.0, 1.5 Hz, 1H), 7.87-7.83 (m, 1H), 7.75-7.73 (m, 2H), 7.69 (d, J = 8.0 Hz, 1H),
7.63 (d, J = 8.5 Hz, 2H), 7.60-7.56 (m, 1H), 3.37 (s, 3H). *C NMR (101 MHz, DMSO-dy) 4
161.5, 155.2, 146.9, 134.6, 134.4, 134.2, 130.3, 128.5, 127.2, 127.0, 126.1, 120.2, 33.8.

2-(2-Furanyl)-3-methyl-4(3 H)-quinazolinone (3ih)'3: yellow solid; 42% yield (19.0 mg);
mp 106-108 °C; TLC (PE: EA=3:1 to 4:1) Rf = 0.40. 'H NMR (400 MHz, DMSO-dj) & 8.16
(dd, J=8.0, 1.6 Hz, 1H), 8.03 (d, /= 1.8 Hz, 1H), 7.86-7.81 (m, 1H), 7.69 (d, J = 7.8 Hz, 1H),
7.54 (t, J="7.1 Hz, 1H), 7.33 (d, J= 3.5 Hz, 1H), 6.78 (dd, J= 3.5, 1.8 Hz, 1H), 3.68 (s, 3H).
BC NMR (101 MHz, DMSO-d;) 6 162.0, 147.4, 147.2, 146.7, 146.2, 135.0, 127.6, 127.5,
126.7,120.3, 116.6, 112.5, 33.2.

3-Methyl-2-(2-thienyl)-4(3 H)-quinazolinone (3ii)’>: White solid; 63% yield (30.5 mg); mp
235-238 °C; TLC (PE: EA=3:1 to 4:1) Rf = 0.40. '"H NMR (400 MHz, DMSO-d;) 6 8.17-8.11
(m, 1H), 7.87 (d, J = 5.1 Hz, 1H), 7.84-7.77 (m, 2H), 7.65 (d, J = 8.1 Hz, 1H), 7.52 (m, 1H),
7.25 (m, 7.26-7.23, 1H), 3.70 (s, 3H). 3C NMR (101 MHz, DMSO-d;) 6 162.2, 150.5, 147.2,
137.6, 135.0, 131.4, 131.0, 128.3, 127.4, 127.3, 126.7, 119.9, 34.2.
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2-Phenyl-2,3-dihydroquinazolin-4(1H)-one (4aa)’: White solid; TLC (PE: EA=3:1), Rf =
0.30. '"H NMR (400 MHz, DMSO-d) 6 8.32 (s,1H), 7.63 (dd, J= 7.8, 1.6 Hz, 1H), 7.52-7.50
(d, 7.58 Hz, 2H), 7.39 (m, 7.42-7.34, 3H), 7.26 (t, J = 7.62 Hz, 1H), 7.14 (s, 1H), 6.77 (d, J =
7.9 Hz, 1H), 6.69 (td, J = 7.4, 1.1 Hz, 1H), 5.77 (s, 1H). 3C NMR (101 MHz, DMSO-dy) &
164.1, 148.3, 142.1, 133.8, 128.9, 128.8, 127.8, 127.3, 117.6, 115.4, 114.9, 67.0.
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3bb

—20.368
17,742

Sample Name  3bb

Inj Vol

Data Filename

T T T T T T T T T T T T

T
190 180 170 160 150 140 130 120 110

Instrument Name
0.5 InjPosition SampleType
3bb.d ACQ Method test.m Comment

Instrument 1
Sample

Position P1-B2

100 g0 80 70

User Name
IRM Calibration Status
Acquired Time

T 1
20 10 ppm

All Tons Missed
3/22/2021 9:33:41 PM

x10 4
7.5
7.25

7
6.75
6.5
6.25
6
5.75
5.5
5.25
5
4.75
4.5
4.25
a4
3.75

+ESI Scan (0.154-0.341 min, 18 Scans) Frag=180.0V 3bb.d Subtract

251.1183

252.1216

253.1249
|

251 251.2 251.4 251.6 251.8

32
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Counts vs. Mass-to-Charge (m/.

52.4
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Sample Name 3bh

1nj Vol

Data Filename

Position P1-B3 Instrument Name
0.5 InjPosition SampleType

3bh.d ACQ Method test.m Comment

Instrument 1
Sample

User Name

Acquired Time

1IRM Calibration Status

All Tons Missed
3/22/2021 9:34:56 PM

x10 3
4.2

a4
3.8
3.6
3.4
3.2

34
2.8
2.6
2.4
2.2

2
1.8+
1.6
1.4

1.24

+ESI Scan (0.293 min) Frag=180.0V 3bh.d Subtract

227.0818 [e]

228.0847

227 2271 227.2 227.3 227.4 227.5 227.6 2277 227.8

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

12.658
8.219
8.209
973
953
862
+850
7.683
7.664
7.389
T270
7351
7.245
7. 285
7223

3
7
T
3

:
%

227.9

228 228.1 228.2

2.568

Q
NH
P S,
N
3bi
1 . L — Y
I T T T T T T T T T T T T 1
13 2 1L 10 9 8 7 6 5 4 2 1 Ppm
= ©[cafoo|s]wr|eo ©
=1 D |0| ||| 0
o olo|o|e|H|le o
— Al A A A Ll
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Sample Name 3bi

Inj Vol

I DOy S D N DO
o OO FOOoO o
o AN IOODINON o
o [~~~ 00 W o OY0Ww T Y.
[e-] R R N B R I S RN IS RN I | I
— i P e e Pk | -
o]
NH
= S,
3bi
i J ‘ v ; " e
T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
Position P1-B4 Instrument Name Instrument 1 User Name
0.5 InjPosition SampleType Sample IRM Calibration Status All Tons Missed
Data Filename  3bi.d ACQ Method test.m Comment Acquired Time 3/22/2021 10:09:13 PM

x10 3

7.75
7.5
7.25
7
6.75
6.5
6.25
6
5.75
5.5
5.25
5
4.75

0.75
0.5
0.25

+ESI Scan (0.160-0.357 min, 19 Scans) Frag=180.0V 3bi.d Subtract

243.0589 0
NH
P

N { S

) /
3bi

244.0623
245.0564
T o |' T T T T T L T L T T
242.8 243 243.2 2434 2436 243.8 244 244.2 2444 2446 244.8 245 245.2

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

36




g
0,
[«
E
ST18° 02—
o
gLy T— =I8T°€E
o
=
E o
SESTL b
085" L Fos
SHSTL
9657 L
SLS'L
186°L B
S86°L
T66 "L —GL0° ¢
265°L v
780°2
Ise°L b =5507T con
ZL9°L — T 2957021
$69°L TN wm:,mmﬁ/
869°L mwﬂ,ﬁmﬁ//
0L6 L wmm.ﬁmﬁuur
L9T°8 E 109°82T—
ZLT" 8 wqm.nmﬁumn
881°8 SLL'TET
161°8 T06°GET
= ZTET9ET
019" 95T —
889 T6T—
]
2
T 0z 29T —
<
O /N w
& =
PLY ZT— < —698°0
o
A

10 ppm

20

30

40

50

120 110 100 90 80 70
37

130

NH
160

S R

180




GLE T~

Lop e

98%F "
s0s”
g8g”
5097
Fr9”
6%9°
§99°
L9 "
oLe*

60€°L
CE
teteL
9pE"
gge”
80% "
AL
Lze"
0Ew "
9%F "
65" w“m

Lo o e o e o i ol L

NH

o
N
3ch

69E T —

)

ppm

n

10

bk

12

13

—/286°2
000" €

£66°

=

658°0

[AVR ) S
96L 0T=""

LE97 02T
060°62T
z89°czT
6LT"LZT
070°62T
£8L°62T
S8 08T
FEZTHVELSF
ZOL"SET
¥S0T9ET
8ZE"9€T
£6979%T
6L EGT—

==

FOL TOT—

NH

3cb

10 ppm

20

180 170 160 150 140 130 120 110 100 90 80 70 60

190

38



86€°T~_
[ A A

LYE" L
mwm.h/
9%9°L
wa.hW.
989°L
6¥6°L
Nho.wx
Z60°8

o6ceT—

)

bpm

o

n

10

12

13

—/GT0"¢
\FLO'E

=6¢0°¢
= 620°¢

Umﬁm.o

—UL66"T

QLL™0

108°0¢
mmm.omv

€96°02T

mmﬁ.mm../
mmw.mm‘.\
96 62T
mwm.mm‘.\.
T60°95T
wmm.:ﬁ\

ITFHTeT—

8TC 28T—

170

180

10 ppm

20

)

40

70

80

150 140 130

160

130

39



PpPm

1
=
47 -
ZPp e — —=000°¢€
o
=
[Te]
8EL™9 -
ZvL"9
(vL"9
T5L°9 _
08s"L _ =101
£65°L &
T09°L
b b —_— —Bi0°¢
FZ9°L } V%670
0F9°L ® 1280
Spo°L
Tz6"L
5867 L
L86°L o
-
9
X
— a
z
"N
=
O -4 [}
el ~
2
zzp I — A —5T6°0
.
i

gLlLrog—

CEFTETT~
ESOER L=
ST 0l —
FTIE"GCT ~—
FI0 LE L
998°SET~
ZTZTE9ET—

mmm.mww./

60T°9FT
mwm.mwww.
B8GG 9FT

€SP I9T—

20 10 ppm

30

70 60

80

180 170 160 150 140 130 120 110 100

190

40



£
o,
o
SLL0Z—
™
PPpTZ— — ZED7E
E™
=
s 3
L
L1Z"L
L2zt £
62Z°L
65T L
8¥S°L
695°L F™ _/Bo0 1
9T9° L 060" 1
129° 4 ="¢z0'1
LE9"L UI. ECc0 T
Zro’L F® _\E00 T 095°02T
Ev8L \000"T whm.mmﬁj/f
558°L mmh.@wﬁz/
£ce’L hmw.wmﬁuum
[y B 9%0°62T—
50¢°8 808 TET—"
Loze 856 °GET
o omu.@mﬁx\
g LEE"LET
o 095" 97 1—>
s 0Z0°LET
E
= L~
N o— =
©: o €89 19T —
Fe
o
€857 21— — —€68°0
L™
o

10 ppm

20

30

40

60

70

100 90
41

110

130

140

160

180 17

190




e
o
o
-
o
E o
868 € — fu g TTT° 96—
= o
PER"L
ZhE"L o
9ck L
5Ob"L
L1g™i
¥ZSUL
825" L i
6EG"L /T50°1T e
Zeoe) E—— = 1627901
85S¢ TNEE0ST
£95°¢L F2 e
VLS L —=400re AR TS
b69°L wsémﬁ”
9TL" L 8567 LTI~
6778 Fo 9907 62T —x
9518 Z0L 62T~
ZL18 mmm.ﬁma\
SL1e PRZEET
Fa £99°EFT—
TLE 0ST—
Lo
Z L = — 602°85T—
o z 3 1€5°29T—
o)
Fo
&
0z6° 21— —d — TZ0°1
e
-

50 40

60

100 90 80
42

a

180 170 160 150 140 130 12

190




oeL”
veEL”
6EL”
ZvL”
AN
ZTh”
9€F”
A
826"
9€6”
LLS”
S86”
£%9°
999"
€LE”

==

L e e e i L R TV

BLE CT—

ppm

<

0

10

11

12

13

= 80T°¢

= 8T0°T

€80°1T
690°T
EFO
670
II0°T

s

-

000°T

858° 55—
8957 90T—
GTL ZTT~
6E6 ETT—
PEE ZTT~—
80% BT —
00€° 62T —
Szh THT
Bop Rt
507" 95T
965795 T
612°85T—
PLO TOT—

50 40

60

150 140 130 120 110 100 90 80

160

43



Sample Name DYB-530 Position P1-B9 Instrument Name Instrument 1 User Name

1Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status All Tons Missed

Data Filename DYB-530.d ACQ Method test.m Comment Acquired Time 12/26/2020 9:30:41 AM
x10 3 |+ESI Scan (0.224-0.463 min, 30 Scans) Frag=180.0V DYB-530.d Subtract

2.8
2.7
2: 243.0766 ‘ °
2.4 (o)

2.3

E = S - (g
(]
I

0.4+ 244.0800

| 245.0896

242.8 243 243.2 243.4 2436 243.8 244 244.2 244.4 244.6 244.8 245 245.2
Counts vs. Mass-to-Charge (m/z)
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N
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2.001
0.927
T
1.088
3.167
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Sample Name  DYB-523 Position P1-B8 Instrument Name Instrument 1

Inj Vol

0.2 InjPosition SampleType Sample
«

Data Filename  DYB-523.d ACQ Method test.m

T 1
50 40 30 20 10 ppm

User Name

IRM calibration Status All Tons Missed

Acquired Time 12/26/2020 9:29:25 AM

x10 3
2.3
2.24
2.1+

-
[
1

- ah

+ESI Scan (0.213-0.460 min, 31 Scans) Frag=180.0V DYB-523.d Subtract

313.1107
Cl NH

3ed

314.1150

315.1078

316.1109

313 313.85 314 314.5 315
Counts vs. Mass-to-Charge (m/z)
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Sample Name DYB-500-2 Position P1-C2 Instrument Name Instrument 1 User Name

Inj Vol 0.8 InjPosition SampleType Sample IRM Calibration Status All Iens Missed

Data Fil me  DYB-500-2.d ACQ Method test.m C Acquired Time 12/8/2020 3:03:40 PM
x10 4 |[*+ESI Scan (0.355-0.363 min, 2 Scans) Frag=180.0V DYB-500-2.d

1.7

1.85 255.0930 o)

NH

1.3 3fb

0.6+
0.54

0.4+

0.3 256.0959

256.2622 257.0998
L h

I
2546 2548 255 255.2 2554 2556 2558 256 256.2 256.4 2566 256.8 257 257.2 257.4
Counts vs. Mass-to-Charge (m/z)
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T T T T T T T T T
0 -20 —40 -60 -80 -100 -120 -140 -160 -180 -200 PEm

Sample Name 3fh Position P1-B5 Instrument Name Instrument 1 User Name
Inj Vol 05 InjPosition SampleType Sample IRM Calibration Status All Ions Missed
Data Filename 3fh.d ACQ Method test.m Comment Acquired Time 3/22/2021 10:10:31 PM

x10 4 |+ESI Scan (0.165-0.351 min, 18 Scans) Frag=180.0V 3fh.d Subtract

2.7
2.6-
2.51
2.4

E
2.3 NH

2.24 Pz
2.1 N »

24 3fh

231.0566 0

S (g gy
4]
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I

o | L
231 231.2 231.4 231.6 231.8 232 232.2 232.4 232.6 232.8 233 233.2
ounts vs. Mass-to-Charge (m/z)
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Sample Name

Inj Vol

Data Filename

£

0.5
3fi.d

T
-20

T
-40

Position

P1-B&

InjPosition

ACQ Method

T
-60

test.m

T T
-80 -100 120

Instrument Name

SampleType
Comment

Instrument 1
Sample

T
-140

-160

User Name
IRM Calibration Status
Acquired Time

-180

T
=200 Ppm

All Tons Missed

3/22/2021 10:11:48 PM

x10 3
6.4+

6.2

+ESI Scan (0.159-0.367 min, 20 Scans) Frag=180.0V 3fi.d Subtract

247.0337
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249.0310

246.8

247

247.2

247.4

247.6 247.8 248 248.2 248.4

Counts vs. Mass-to-Charge (m/z)
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Sample Name DYB-496-1 Position P1-C3 Instrument Name Instrument 1 User Name

Inj Vol 0.2 InjPosition SampleType Sample IRM calibration Status All Ions Missed

Data Filename DYB-496-1.d ACQ Method test.m Comment Acquired Time 12/8/2020 2:53:48 PM
x10 3 |[*ESI Scan (0.223-0.239 min, 3 Scans) Frag=180.0V DYB-496-1.d Subtract
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2.4 4
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24
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1.6
1.44 273.0610
1.24
14
0.84 272.0657
0.6
0.4+
0.2 274.0624

o]

271 271.5 272 272.5

273 273.5 274
Counts vs. Mass-to-Charge (m/z)
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