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Table S1. Inhibition of a-glucosidase by synthesized compounds 4-5 and 9-14 [2]
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Compound Structure Inhibitiz;:);? 25uM 1C50, UM
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Inhibition at 25 uM

Compound Structure (%) 1C50, UM
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Inhibition at 25 uM

Compound Structure (%) 1C50, UM
11d 62.5 16.2+3.4
1le 39.2
11f 27.7
11g 14.4
11h 15.2
11i 21.5
11j 84.1 14.3+2.0
12a 20.2
12b 14.2
12¢ 42.8 27.4+¥1.9
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Inhibition at 25 uM

Compound Structure (%) 1C50, UM
12d 67.23 20.9+2.5
12e N.1.
12f 14.5
12g 21.8
12h 66.9 21.16+0.66
12i 94.0 5.8+0.2
13a N.1.
13b 73.0 17.1+2.8
14a N.1.
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Compound Structure Inhibitigz);? 25uM 1C50, UM
14b 50.3 23.9+2.3
acarbose 760.6+120.3
lal |Cso values are shown as average value t standard deviation; [P N. I. — no inhibition

Characterization of compounds

2-(1H-imidazol-1-ylmethyl)phenol (4a). Off-white solid, yield 122 mg (70%); mp 161-163 °C (lit* 161-164 °C); 'H NMR (400 MHz, DMSO-ds):
& 10.03 (s, 1H), 7.70 (s, 1H), 7.18 — 7.09 (m, 2H), 7.05 — 6.99 (m, 1H), 6.91 — 6.83 (m, 2H), 6.79 — 6.73 (m, 1H), 5.09 ppm (s,

OH =N 2H). 13C{IH} NMR (125 MHz, DMSO-ds): 6 155.0, 137.5, 129.3, 129.2, 128.2, 123.8, 119.7, 119.1, 115.2, 45.0 ppm. MS
@;/N\/) (APCI) m/z: 175.2 [M+H]*. Anal. caled (%) for C1oH10N,0: C, 68.95; H, 5.79; N, 16.08. Found (%): C, 69.21; H, 5.88; N, 15.81.

2-(1H-Benzimidazol-1-ylmethyl)phenol (4b). Off-white solid, yield 96 mg (43%); mp 235-237 °C (lit? 238-239 °C); *H NMR (400 MHz, DMSO-

de) 5 9.93 (s, 1H), 8.29 (s, 1H), 7.64 (d, J = 7.5 Hz, 1H), 7.57 (d, J = 7.5 Hz, 1H), 7.24 — 7.15 (m, 2H), 7.14 — 7.08 (m, 2H),

6.86 (d, J = 8.0 Hz, 1H), 6.74 (t, J = 7.5 Hz, 1H), 5.38 ppm (s, 2H); 13C NMR (101 MHz, DMSO-dg) & 155.2, 144.6, 143.4,

©?N 133.8,129.4,129.2,122.7,122.2,121.4,119.4,119.1, 115.3, 110.7, 43.2 ppm. MS (APCl): m/z 225.0 [M+H]*. Anal. calcd
oH N (%) for C14H12N,0: C, 74.98; H, 5.39; N, 12.49. Found (%): C, 75.13; H, 5.17; N 12.68.

2-(1H-Pyrazol-1-ylmethyl)phenol (4c). Off-white solid, yield 85 mg (49%); mp 124-126 °C (lit3 123-125 °C); 'H NMR (400 MHz, CDCl3) 6 10.30
(s, 1H), 7.53 (s, 1H), 7.47 (s, 1H), 7.22 (d, J = 7.7 Hz, 1H), 7.15 (d, J = 7.5 Hz, 1H), 6.99 (d, J = 8.1 Hz, 1H), 6.85 (t, J = 7.4 Hz,
(:C } 1H), 6.27 — 6.19 (m, 1H), 5.21 ppm (s, 2H); 13C NMR (101 MHz, CDCl5) 6 156.6, 139.3, 130.6, 130.2, 129.7, 123.4, 120.3,
118.9, 105.7, 53.4 ppm. MS (APCl): m/z 175.0 [M+H]*. Anal. calcd (%) for C10H10N,0: C, 68.95; H, 5.79; N, 16.08. Found

(%): C, 68.71; H, 6.03; N, 16.17.

2-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]phenol (4d). Off-white solid, yield 107 mg (53%); mp 154-156 °C (lit* 167-169 °C); *H NMR (400

Me MHz, DMSO-de) § 9.77 (s, 1H), 7.11 — 7.03 (m, 1H), 6.81 (dd, J = 8.1, 1.2 Hz, 1H), 6.70 (t, J = 7.4 Hz, 1H), 6.63 — 6.56 (m,

A 1H), 5.83 (s, 1H), 5.06 (s, 2H), 2.16 (s, 3H), 2.08 ppm (s, 3H); 3C NMR (101 MHz, DMSO-de) & 154.4, 145.9, 139.0, 128.3,

q b= 128.0, 124.1, 119.1, 115.2, 104.7, 46.8, 13.4, 10.5 ppm. MS (APCI): m/z 203.0 [M+H]*. Anal. calcd (%) for C12H14N,0: C,
OH Ve 71.26; H, 6.98; N, 13.85. Found (%): C, 71.03; H, 7.17; N, 13.62.

4-(1H-Imidazol-1-ylmethyl)phenol (5a). Off-white solid, yield 96 mg (55%); mp 206—208 °C (lit> 210-211 °C); *H NMR (400 MHz, DMSO-d¢) 6
9.37 (s, 1H), 7.66 (s, 1H), 7.13 — 7.07 (m, 3H), 6.87 (s, 1H), 6.73 (d, J = 8.0 Hz, 2H), 5.03 ppm (s, 2H); 13C NMR (125 MHz,
/@”Nx DMSO-dg) 6 157.0, 137.1, 129.1, 128.5, 127.9, 119.3, 115.4, 49.2 ppm. MS (APCI): m/z 175.2 [M+H]*. Anal. calcd (%)

= for C10H10N20: C, 68.95; H, 5.79; N, 16.08. Found (%): C, 68.76; H, 5.63; N, 16.35.

4-(1H-Benzimidazol-1-ylmethyl)phenol (5b). Off-white solid, yield 96 mg (43%); mp 228-230 °C; *H NMR (500 MHz, DMSO-de) § 9.44 (s, 1H),
8.34 (s, 1H), 7.63 (d, J = 7.6 Hz, 1H), 7.51 (d, J = 7.6 Hz, 1H), 7.22 = 7.13 (m, 4H), 6.70 (d, J = 8.0 Hz, 2H), 5.33 ppm
(s, 2H); 13C NMR (101 MHz, DMSO-de) 6 157.0, 144.0, 143.6, 133.6,129.0, 127.1,122.3,121.5,119.4, 115.4, 110.8,

/@NCQ 47.3 ppm. MS (APCl): m/z 225.0 [M+H]*. Anal. calcd (%) for C14H12N20: C, 74.98; H, 5.39; N 12.49. Found (%): C,
=N 74.71; H,5.54; N, 12.65.

4-(1H-Pyrazol-1-ylmethyl)phenol (5c). Off-white solid, yield 91 mg (52%); mp 112-114 °C (lit® 114-115 °C); 'H NMR (500 MHz, DMSO-ds) 6
9.41 (s, 1H), 7.71 (d, J = 2.3 Hz, 1H), 7.42 (d, J = 1.9 Hz, 1H), 7.07 (d, J = 8.4 Hz, 2H), 6.71 (d, J = 8.4 Hz, 2H), 6.24 — 6.20
gw} (m, 1H), 5.17 ppm (s, 2H); 13C NMR (125 MHz, DMSO-ds) 6 156.9, 138.7, 129.6, 129.1, 127.8, 115.2, 105.3, 54.4 ppm.
MS (APCI): m/z 175.0 [M+H]*. Anal. calcd (%) for C1H10N,0: C, 68.95; H, 5.79; N, 16.08. Found (%): C, 69.18; H, 5.52;
N, 16.14.
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4-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]phenol (5d). Off-white solid, yield 113 mg (56%); mp 171-173 °C; 'H NMR (500 MHz, DMSO-d) 6

9.34 (s, 1H), 6.93 (d, J = 8.6 Hz, 2H), 6.69 (d, J = 8.6 Hz, 2H), 5.79 (s, 1H), 5.02 (s, 2H), 2.13 (s, 3H), 2.07 ppm (s, 3H);

13C NMR (101 MHz, DMSO-dg) 6 156.6, 145.7,138.3, 128.3, 128.0, 115.2, 104.9, 51.2, 13.4, 10.7 ppm. MS (APCI): m/z
@”l\‘l N\ 203.2 [M+H]*. Anal. calcd (%) for C12H14N,0: C, 71.26; H, 6.98; N, 13.85. Found (%): C, 71.12; H, 7.15; N, 13.96.

HO

Me

N\
Me

4-(1H-Imidazol-1-ylmethyl)-2-methoxyphenol (5e). Off-white solid, yield 161 mg (79%); mp 155-157 °C; *H NMR (400 MHz, DMSO-dg) 6 9.08
(s, 1H), 7.71 (d, J = 1.4 Hz, 1H), 7.16 (t, J = 1.3 Hz, 1H), 6.92 (d, J = 1.8 Hz, 1H), 6.88 (t, J = 1.2 Hz, 1H), 6.75 — 6.66 (m,
MeO N/\§ 2H), 5.03 (s, 2H), 3.74 ppm (s, 3H); 3C NMR (101 MHz, DMSO-ds) 6 147.7, 146.3, 137.2, 128.5, 128.4, 120.5, 119.4,
ﬁ \s/ 115.5,112.2,55.6,49.5 ppm. MS (APCI): m/z 205.0 [M+H]*. Anal. calcd (%) for C11H12N202: C, 64.69; H, 5.92; N, 13.72.

HO Found (%): C, 64.42; H, 6.16; N, 13.56.
4-(1H-Benzimidazol-1-ylmethyl)-2-methoxyphenol (5f). Off-white solid, yield 135 mg (53%); mp 178-180 °C; 'H NMR (400 MHz, DMSO-d)
59.03 (s, 1H), 8.37 (s, 1H), 7.64 (dd, J = 7.1, 1.9 Hz, 1H), 7.59 — 7.54 (m, 1H), 7.25 — 7.14 (m, 2H), 7.02 (d, J= 1.6
Hz, 1H), 6.78 — 6.66 (m, 2H), 5.34 (s, 2H), 3.73 ppm (s, 3H); 13C NMR (101 MHz, DMSO-ds) 6 147.7, 146.3, 144.1,

M
GODAN/@ 143.6,133.7,127.6,122.3,121.5,120.4, 119.4, 115.5, 112.2, 110.9, 55.7, 47.7 ppm. MS (APCI): m/z 255.0 [M+H]*.
Ho EN Anal. calcd (%) for C1sH1aN202: C, 70.85; H, 5.55; N, 11.02. Found (%): C, 70.59; H, 5.82; N, 11.31.

2-Methoxy-4-(1H-pyrazol-1-ylmethyl)phenol (5g). Off-white solid, yield 155 mg (76%); mp 173-175 °C; 'H NMR (400 MHz, DMSO-de) 6 8.91
(s, 1H), 7.72 (s, 1H), 7.43 (s, 1H), 6.87 (s, 1H), 6.72 (d, J = 7.9 Hz, 1H), 6.65 (d, J = 7.9 Hz, 1H), 6.23 (s, 1H), 5.18 (s, 2H),
MeO N\ 3.72 ppm (s, 3H); 3C NMR (125 MHz, DMSO-dg) 6 147.5, 146.1, 138.7,129.7, 128.4, 120.5, 115.3, 112.2, 105.3, 55.6,
ﬁ ND 54.7 ppm. MS (APCl): m/z 205.2 [M+H]*. Anal. calcd (%) for C11H12N,05: C, 64.69; H, 5.92; N, 13.72. Found (%): C,

HO 64.92; H,5.71; N, 13.98.

4-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-2-methoxyphenol (5h). Off-white solid, yield 125 mg (54%); mp 151-153 °C; *H NMR (500 MHz,
Me  DMSO-ds) 6 8.94 (s, 1H), 6.75 (s, 1H), 6.71 (d, J = 8.0 Hz, 1H), 6.48 (d, J = 8.0 Hz, 1H), 5.81 (s, 1H), 5.04 (s, 2H), 3.71

MeO A (s, 3H), 2.15 (s, 3H), 2.09 ppm (s, 3H); 13C NMR (125 MHz, DMSO-dg) & 147.5, 145.8, 145.7, 138.4, 128.7, 119.5,
j@/\ N 115.4, 111.4, 104.9, 55.6, 51.5, 13.4, 10.7 ppm. MS (APCI): m/z 233.2 [M+H]*. Anal. calcd (%) for Ci3H16N,05: C,

(0]
Me

H 67.22; H, 6.94; N, 12.06. Found (%): C, 67.48; H, 6.88; N, 12.27.

7-Hydroxy-3-[4-(trifluoromethoxy)phenyl]-4H-chromen-4-one (6j). Off-white solid, yield 2417 mg (75%); mp 225-227 °C; *H NMR (400 MHz,

HO DMSO-ds) 6 10.86 (s, 1H), 8.45 (s, 1H), 7.99 (d, J = 8.7 Hz, 1H), 7.71 (d, J = 8.7 Hz, 2H), 7.42 (d, J = 8.7 Hz, 2H),

6.96 (dd, J = 8.7, 2.3 Hz, 1H), 6.90 ppm (d, J = 2.3 Hz, 1H); 13C NMR (125 MHz, DMSO-ds) 6 174.2, 162.8,

157.5, 154.2, 147.9, 131.5, 130.8, 127.3, 122.3, 120.7, 120.2 (q, J = 256.6 Hz), 116.5, 115.4, 102.2 ppm; 1°F

OCF;  NMR (376 MHz, DMSO-dg) 6 -57.3 ppm. MS (APCI): m/z 323.0 [M+H]*. Anal. calcd (%) for Ci6HoF304: C, 59.64;
H, 2.82. Found (%): C, 59.78; H, 2.65.

8-[(Dimethylamino)methyl]-7-hydroxy-2,3-dimethyl-4H-chromen-4-one (8c). Off-white solid, yield 450 mg (91%); mp 170-172°C; *H NMR
NMe, (400 MHz, CDCls) & 10.82 (s, 1H), 7.94 (d, J = 8.8 Hz, 1H), 6.77 (d, J = 8.8 Hz, 1H), 3.89 (s, 2H), 2.37 (s, 6H), 2.32 (s, 3H),
1.96 ppm (s, 3H); 13C NMR (126 MHz, CDCl5) 6 177.5, 163.4, 160.4, 154.7, 126.2, 116.1, 115.2, 114.9, 106.9, 55.1, 44.6,
18.4, 9.9 ppm; MS (APCl): m/z 248.3 [M+H]*. Anal. calcd (%) for C14H17NOs: C, 68.00; H, 6.93; N, 5.66. Found (%): C,
Me 67.73;H,7.18; N, 5.39.

HO O._Me

O
8-[(Dimethylamino)methyl]-7-hydroxy-3-(4-hydroxyphenyl)-4H-chromen-4-one (8d). Off-white solid, yield 221 mg (71%); mp 285-287°C;
1H NMR (400 MHz, DMSO-ds) & 8.30 (s, 1H), 7.90 (d, J = 8.8 Hz, 1H), 7.38 (d, J = 8.6 Hz, 2H), 6.86 (d, J = 8.8 Hz,
1H), 6.80 (d, J = 8.6 Hz, 2H), 3.93 (s, 2H), 2.34 ppm (s, 6H); 13C NMR (101 MHz, DMSO-ds) & 174.8, 163.9,
157.2, 155.0, 152.4, 130.1, 125.7, 123.3, 122.5, 115.8, 115.2, 114.9, 108.3, 53.3, 44.0 ppm. MS (APCI): m/z
312.2 [M+H]*. Anal. calcd (%) for C1gH17NO4: C, 69.44; H, 5.50; N, 4.50. Found (%): C, 69.29; H, 5.34; N, 4.69.

8-[(Dimethylamino)methyl]-7-hydroxy-3-[4-(trifluoromethoxy)phenyl]-4H-chromen-4-one (8j). Off-white solid, yield 1669 mg (88%); mp
168-170°C; *H NMR (500 MHz, CDCls) § 11.94 (s, 1H), 8.06 (d, J = 8.8 Hz, 1H), 7.87 (s, 1H), 7.54 (d, J = 8.2 Hz,
2H), 7.21 (d, J = 8.2 Hz, 2H), 6.85 (d, J = 8.8 Hz, 1H), 3.93 (s, 2H), 2.38 ppm (s, 6H); 13C NMR (126 MHz, CDCls)
6 175.4, 164.5, 155.0, 152.0, 149.0, 130.9, 130.4, 126.6, 123.6, 120.8, 120.5 (q, J = 256.6 Hz), 116.8, 115.8,
107.6, 55.1, 44.5 ppm; 19F NMR (376 MHz, CDCls) & -58.8 ppm. MS (APCI): m/z 380.0 [M+H]*. Anal. calcd (%)
for C19H16FsNO4: C, 60.16; H, 4.25; N, 3.69. Found (%): C, 60.32; H, 4.47; N, 3.82.
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7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-2H-chromen-2-one (9a). Off-white solid, yield 177 mg (73%); mp 292-294°C; 'H NMR (400 MHz,
DMSO-ds) & 7.90 (d, J = 9.4 Hz, 1H), 7.63 (s, 1H), 7.50 (d, J = 8.4 Hz, 1H), 7.09 (s, 1H), 6.91 (d, J = 8.4 Hz, 1H), 6.85 (s,
1H), 6.21 (d, J=9.4 Hz, 1H), 5. ppm 26 (s, 2H); 13C NMR (126 MHz, DMSO-dg) 6 160.9, 160.4, 154.2, 145.6, 135.8, 131.2,

N L
N
Ho o. 0 122.5, 120.7, 113.4, 112.2, 112.1, 107.8, 41.5 ppm. MS (APCI): m/z 243.0[M+H]*. Anal. calcd (%) for C13H10N,03: C,
64.46; H, 4.16; N, 11.56. Found (%): C, 64.59; H, 4.03; N, 11.42.
=

7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-4-methyl-2H-chromen-2-one (9b). Off-white solid, yield 241 mg (94%); mp 250-252°C; 'H NMR (400
MHz, DMSO-ds) & 11.09 (s, 1H), 7.62 (s, 1H), 7.58 (d, J = 8.8 Hz, 1H), 7.05 (s, 1H), 6.89 (d, J = 8.8 Hz, 1H), 6.81 (s, 1H),

N
NN 6.15 (s, 1H), 5.21 (s, 2H), 2.32 ppm (s, 3H); 13C NMR (101 MHz, DMSO-ds) 6 159.7, 159.2, 153.8, 152.9, 137.2, 128.1,
HO 0._0 126.4,119.3,112.3,112.1, 110.2, 110.1, 37.9, 18.2 ppm; MS (APCI): m/z 257.0 [M+H]*. Anal. calcd (%) for C14H12N,05:
> C, 65.62; H, 4.72; N, 10.93. Found (%): C, 65.48; H, 4.93; N, 10.78.
Me

7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-2,3-dimethyl-4H-chromen-4-one (9c). Off-white solid, yield 246 mg (91%); mp 255-257 °C; *H NMR
(400 MHz, DMSO-ds) 6 7.84 (d, J = 8.6 Hz, 1H), 7.73 (s, 1H), 7.12 (s, 1H), 6.99 (d, J = 8.6 Hz, 1H), 6.85 (s, 1H), 5.29 (s,

N/\:.\q 2H), 2.43 (s, 3H), 1.90 ppm (s, 3H); 13C NMR (126 MHz, DMSO-ds) 5 175.8, 161.3, 160.3, 155.0, 137.4, 128.2, 126.5,
HO o. me 119.4,1153,114.7,114.0,110.1,37.9, 18.1, 9.6 ppm; MS (APCI): m/z 271.0 [M+H]*. Anal. calcd (%) for C1sH1aN20s: C,

66.66; H, 5.22; N, 10.36. Found (%): C, 66.87; H, 5.03; N, 10.13.

7-Hydroxy-3-(4-hydroxyphenyl)-8-(1H-imidazol-1-ylmethyl)-4H-chromen-4-one (9d). Off-white solid,
yield 244 mg (73%); mp 211-213 °C; H NMR (400 MHz, DMSO-dg) & 9.59 (s, 1H), 8.39 (s, 1H), 7.97 (d, J =
8.8 Hz, 1H), 7.72 (s, 1H), 7.38 (d, J = 8.3 Hz, 2H), 7.15 (s, 1H), 7.05 (d, J = 8.8 Hz, 1H), 6.85 (s, 1H), 6.81 (d, J
= 8.3 Hz, 2H), 5.30 ppm (s, 2H); 13C NMR (126 MHz, DMSO-dg) 6 174.8, 160.8, 157.3, 155.5, 152.8, 137.4,
130.1, 128.2, 127.1, 123.5, 122.4, 119.6, 116.6, 115.1, 114.6, 110.4, 38.0 ppm; MS (APCI): m/z 335.0
[M+H]*. Anal. calcd (%) for C1sH14N20: C, 68.26; H, 4.22; N, 8.38. Found (%): C, 68.53; H, 4.07; N, 8.75.

7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-3-(4-methoxyphenyl)-4H-chromen-4-one (9e). Off-white solid, yield 292 mg (85%); mp 223-224°C;
1H NMR (400 MHz, DMSO-ds) & 8.44 (s, 1H), 7.98 (d, J = 8.8 Hz, 1H), 7.73 (s, 1H), 7.51 (d, J = 8.7 Hz, 2H), 7.16
(s, 1H), 7.06 (d, J = 8.8 Hz, 1H), 6.99 (d, J = 8.7 Hz, 2H), 6.86 (s, 1H), 5.31 (s, 2H), 3.79 ppm (s, 3H); 13C NMR
(101 MHz, DMSO-dg) 6 174.6, 160.8, 159.0, 155.4, 153.0, 137.3, 130.0, 128.2, 127.0, 124.0, 123.1, 119.4,
116.5, 114.6, 113.6, 110.4, 55.1, 37.9 ppm; MS (APCI): m/z 349.2 [M+H]*. Anal. calcd (%) for C;0H16N,04: C,
68.96; H, 4.63; N, 8.04. Found (%): C, 69.15; H, 4.77; N, 8.16.

3-(3,4-Dimethoxyphenyl)-7-hydroxy-8-(1H-imidazol-1-ylmethyl)-4H-chromen-4-one (9f). Off-white solid, yield 348 mg (92%); mp 238-
A 239°C; H NMR (400 MHz, DMSO-de) & 8.47 (s, 1H), 7.99 (d, J = 8.8 Hz, 1H), 7.72 (s, 1H), 7.22 — 7.13 (m, 3H),
NN 7.07 (d, J = 8.9 Hz, 1H), 7.01 (d, J = 8.4 Hz, 1H), 6.87 — 6.84 (m, 1H), 5.32 (s, 2H), 3.78 ppm (s, 6H); 13C NMR
HO o (126 MHz, DMSO-ds) 6 174.6, 160.9, 155.4,153.2, 148.7,148.3,137.4,128.2,127.1,124.4,123.2,121.2,119.5,
O | ome 116.5,114.6,112.7,111.6,110.3, 55.5, 38.0 ppm; MS (APCI): m/z 379.2 [M+H]*. Anal. calcd (%) for CaaH1sN;Os:
O C, 66.66; H, 4.80; N, 7.40. Found (%): C, 66.54; H, 4.96; N, 7.23.
© OMe
3-(1,3-Benzodioxol-5-yl)-7-hydroxy-8-(1H-imidazol-1-ylmethyl)-4H-chromen-4-one (9g). Off-white solid, yield 312 mg (86%); mp 255-257
°C; 1H NMR (400 MHz, DMSO-ds) & 11.43 (s, 1H), 8.44 (s, 1H), 7.98 (d, J = 8.8 Hz, 1H), 7.72 (s, 1H), 7.19 - 7.13
N (m, 2H), 7.10 — 7.03 (m, 2H), 6.97 (d, J = 8.0 Hz, 1H), 6.86 (s, 1H), 6.05 (s, 2H), 5.31 ppm (s, 2H); 13C NMR (126
MHz, DMSO-dg) 6 174.5, 161.0, 155.4, 153.4, 147.0, 147.0, 137.4, 128.3, 127.1, 125.6, 123.1, 122.4, 119.4,
116.4,114.7,110.4,109.4,108.1, 101.1, 37.9 ppm; MS (APCI): m/z 363.2 [M+H]*. Anal. calcd (%) for C20H14N2Os:
O O> C, 66.30; H, 3.89; N, 7.73. Found (%): C, 66.04; H, 3.62; N, 7.56.
(6]

7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-3-(4-methoxyphenyl)-2-methyl-4H-chromen-4-one (9h). Off-white solid, yield 300 mg (83%); mp
217-218°C; *H NMR (400 MHz, DMSO-ds) & 11.26 (s, 1H), 7.88 (d, J = 8.8 Hz, 1H), 7.75 (s, 1H), 7.20 (d, J = 8.6
Hz, 2H), 7.17 (s, 1H), 7.03 (d, J = 8.8 Hz, 1H), 6.98 (d, J = 8.6 Hz, 2H), 6.87 (s, 1H), 5.34 (s, 2H), 3.80 (s, 3H), 2.33
ppm (s, 3H); 13C NMR (101 MHz, DMSO-dg) 6 175.0, 162.5, 160.4, 158.6, 155.0, 137.4, 131.6, 128.3, 126.9,
125.1,121.7,119.5, 115.5, 114.1, 113.5, 110.3, 55.1, 37.9, 19.1 ppm; MS (APCl): m/z 363.0 [M+H]*. Anal. calcd
(%) for C21H1sN,04: C, 69.60; H, 5.01; N, 7.73. Found (%): C, 69.37; H, 4.87; N, 7.96.
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7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-3-(4-methoxyphenyl)-2-(trifluoromethyl)-4H-chromen-4-one (9i). Off-white solid, yield 358 mg
(86%); mp 230-232 °C; H NMR (500 MHz, DMSO-ds) & 7.92 (d, J = 8.8 Hz, 1H), 7.69 (s, 1H), 7.18 (d, J = 8.3 Hz,
2H), 7.14 — 7.09 (m, 2H), 6.98 (d, J = 8.3 Hz, 2H), 6.89 (s, 1H), 5.31 (s, 2H), 3.78 ppm (s, 3H); 13C NMR (126
MHz, DMSO-dg) 6 175.4, 162.0, 159.4, 154.4, 146.3 (g, J = 35.1 Hz), 137.2, 131.1, 128.2, 127.3, 124.7, 121.1,
6 119.5 (q, ) =276.1 Hz); 119.3, 115.6, 115.3, 113.4, 110.5, 55.1, 37.9 ppm; 1°F NMR (376 MHz, DMSO-dp) 6 -
63.0 ppm; MS (APCl): m/z 417.0 [M+H]*. Anal. calcd (%) for C1H1sF3N2Q4: C, 60.58; H, 3.63; N, 6.73. Found
(%): C, 60.73; H, 3.49; N, 6.56.

OMe

7-Hydroxy-8-(1H-imidazol-1-ylmethyl)-3-[4-(trifluoromethoxy)phenyl]-4H-chromen-4-one (9j). Off-white solid, yield 342 mg (85%); mp
248-250 °C; H NMR (500 MHz, DMSO-de) 6 8.50 (s, 1H), 7.97 (d, J = 8.8 Hz, 1H), 7.75 (s, 1H), 7.70 (d, J = 8.2
Hz, 2H), 7.39 (d, J = 8.2 Hz, 2H), 7.16 (s, 1H), 7.07 (d, J = 8.8 Hz, 1H), 6.87 (s, 1H), 5.31 ppm (s, 2H); 13C NMR
(126 MHz, DMSO-de) & 174.3, 161.4, 155.5, 154.1, 148.0, 137.4, 131.4, 130.8, 128.2, 127.1, 122.3, 120.7,
120.2 (q,J = 256.2 Hz), 119.5, 116.3, 114.9, 110.4, 38.0 ppm; 1°F NMR (376 MHz, DMSO-ds) 6 -57.3 ppm. MS
(APCI): m/z 403.0 [M+H]*. Anal. calcd (%) for CaoH13F3N204: C, 59.71; H, 3.26; N, 6.96. Found (%): C, 59.47; H,
ocF; 3.03;N,7.11.

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-2H-chromen-2-one (10a). Off-white solid, yield 219 mg (75%); mp 312-314°C; 'H NMR (400

MHz, DMSO-de) 6 11.28 (s, 1H), 8.28 (s, 1H), 7.93 (d, J = 9.5 Hz, 1H), 7.72 (d, J = 7.9 Hz, 1H), 7.61 (d, J = 7.8 Hz, 1H), 7.52

Q (d, J = 8.5 Hz, 1H), 7.19 (dt, J = 22.0, 7.3 Hz, 2H), 6.92 (d, J = 8.5 Hz, 1H), 6.25 (d, J = 9.5 Hz, 1H), 5.52 ppm (s, 2H); 13C

N NMR (126 MHz, DMSO-dg+CF3SOsH) 6 159.9, 154.0, 144.9, 142.5, 131.0, 130.7, 130.7, 126.7, 126.5, 115.1, 113.1, 112.8,

111.9, 111.7, 106.9, 39.4 ppm; MS (APCI): m/z 293.0 [M+H]*. Anal. calcd (%) for C17H12N,0s: C, 69.86; H, 4.14; N, 9.58.
Found (%): C, 69.98; H, 4.37; N, 9.43.

N

§

HO

\O

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-4-methyl-2H-chromen-2-one (10b). Off-white solid, yield 211 mg (69%); mp 265-267°C; 'H NMR
(400 MHz, DMSO-ds) & 11.21 (s, 1H), 8.26 (s, 1H), 7.72 (d, J = 7.8 Hz, 1H), 7.63 — 7.54 (m, 2H), 7.24 — 7.12 (m, 2H), 6.94

Q (d,J=8.7 Hz, 1H), 6.17 (s, 1H), 5.53 (s, 2H), 2.34 ppm (s, 3H); 13C NMR (126 MHz, DMSO-ds) & 159.6, 159.3, 153.9, 153.0,

N 144.7,143.1, 133.6, 126.4, 122.3, 121.5, 119.3, 112.3, 112.1, 110.4, 110.2, 109.4, 36.6, 18.2 ppm; MS (APCI): m/z 307.2

N/
~ [M+H]*. Anal. calcd (%) for C1sH1aN2O3: C, 70.58; H, 4.61; N, 9.15. Found (%): C, 70.32; H, 4.78; N, 9.02.
HO (0] (0]
=

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-2,3-dimethyl-4H-chromen-4-one (10c). Off-white solid, yield 224 mg (70%); mp 275-277 °C; *H
NMR (500 MHz, DMSO-ds) 6 11.37 (s, 1H), 8.34 (s, 1H), 7.82 (d, J = 8.8 Hz, 1H), 7.64 (d, J = 8.0 Hz, 1H), 7.59 (d, J = 7.9

Q Hz, 1H), 7.23 = 7.17 (m, 1H), 7.16 — 7.10 (m, 1H), 7.00 (d, J = 8.8 Hz, 1H), 5.57 (s, 2H), 2.40 (s, 3H), 1.85 ppm (s, 3H); 3C
N NMR (126 MHz, DMSO-dg) 6 175.7, 161.2, 160.0, 155.3, 144.8, 143.2, 133.6, 126.5, 122.3, 121.4, 119.4, 115.5, 114.9,

N
g 114.0, 110.3, 109.1, 36.6, 18.0, 9.5 ppm; MS (APCI): m/z 321.0 [M+H]*. Anal. calcd (%) for CioH16N2O3: C, 71.24; H,
HO O Me  503;N,8.74. Found (%): C, 71.41; H, 4.82; N, 8.96.
Me
(0]

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-3-(4-methoxyphenyl)-4H-chromen-4-one (10d). Off-white solid, yield 283 mg (71%); mp 262—
263°C; 'H NMR (400 MHz, DMSO-dg) & 11.52 (s, 1H), 8.53 (s, 1H), 8.36 (s, 1H), 7.98 (d, J = 8.8 Hz, 1H), 7.76 —
7.70 (m, 1H), 7.65 — 7.59 (m, 1H), 7.51 (d, J = 8.7 Hz, 2H), 7.28 — 7.21 (m, 1H), 7.20 — 7.14 (m, 1H), 7.08 (d, J =
8.8 Hz, 1H), 6.99 (d, J = 8.7 Hz, 2H), 5.59 (s, 2H), 3.79 ppm (s, 3H); 23C NMR (101 MHz, DMSO-ds) 6 174.7, 160.7,
159.1, 155.7, 153.0, 144.8, 143.2, 133.7, 130.1, 127.2, 124.0, 123.3, 122.5, 121.6, 119.4, 116.7, 114.6, 113.7,
110.4, 109.6, 55.2, 36.6 ppm; MS (APCI): m/z 399.2 [M+H]*. Anal. calcd (%) for C24aH1sN2O4: C, 72.35; H, 4.55;
N, 7.03. Found (%): C, 72.09; H, 4.71; N, 7.28.
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8-(1H-Benzimidazol-1-ylmethyl)-3-(3,4-dimethoxyphenyl)-7-hydroxy-4H-chromen-4-one (10e). Off-white solid, yield 380 mg (89%); mp
269-270°C; H NMR (400 MHz, DMSO-ds) 6 11.56 (s, 1H), 8.56 (s, 1H), 8.36 (s, 1H), 7.98 (d, J = 8.9 Hz, 1H), 7.72
(d, J=8.0Hz, 1H), 7.62 (d, J = 7.8 Hz, 1H), 7.28 — 7.21 (m, 1H), 7.20 = 7.11 (m, 3H), 7.08 (d, J = 8.9 Hz, 1H), 7.00
(d, J = 8.4 Hz, 1H), 5.59 (s, 2H), 3.78 (s, 3H), 3.78 ppm (s, 3H); 3C NMR (101 MHz, DMSO-dg) & 174.6, 160.7,
155.7, 153.3, 148.7, 148.3, 144.9, 143.2, 133.7, 127.2, 124.3, 123.4, 122.5, 121.6, 121.3, 119.5, 116.8, 114.7,
112.6,111.5, 110.4, 109.6, 55.6, 55.5, 36.7 ppm; MS (APCl): m/z 429.2 [M+H]*. Anal. calcd (%) for CysH20N;0s:
C, 70.09; H, 4.71; N, 6.54. Found (%): C, 69.83; H, 4.90; N, 6.37.

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-3-(4-methoxyphenyl)-2-methyl-4H-chromen-4-one (10f). Off-white solid, yield 297 mg (72%);
mp 339-341°C; H NMR (400 MHz, DMSO-ds) & 11.46 (s, 1H), 8.39 (s, 1H), 7.87 (d, J = 8.8 Hz, 1H), 7.71 (d, J =
8.0 Hz, 1H), 7.63 (d, J = 7.9 Hz, 1H), 7.27 — 7.13 (m, 4H), 7.06 (d, J = 8.8 Hz, 1H), 6.96 (d, J = 8.7 Hz, 2H), 5.63 (s,

N 2H), 3.78 (s, 3H), 2.31 ppm (s, 3H); 13C NMR (101 MHz, DMSO-dg) § 174.9, 162.3, 160.3, 158.6, 155.3, 144.8,
~ 143.1,133.7, 131.6, 126.9, 124.9, 122.3, 121.8, 121.5, 119.4, 115.7, 114.2, 113.5, 110.3, 109.3, 55.1, 36.6, 19.0
HO O © I Me ppm; MS (APCI): m/z 413.2 [M+H]*. Anal. calcd (%) for CasHzoN,04: C, 72.80; H, 4.89; N, 6.79. Found (%): C,

O 72.96; H, 5.10; N, 6.54.
© OMe

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-3-(4-methoxyphenyl)-2-(trifluoromethyl)-4H-chromen-4-one
(10g). Off-white solid, yield 377 mg (81%); mp 288—290 °C; 1H NMR (500 MHz, DMSO-d¢) & 11.89 (s, 1H), 8.24
(s, 1H), 7.93 (d, J = 8.7 Hz, 1H), 7.66 (d, J = 8.0 Hz, 1H), 7.61 (d, J = 7.9 Hz, 1H), 7.24 — 7.12 (m, 5H), 6.97 (d, J =
8.3 Hz, 2H), 5.59 (s, 2H), 3.77 ppm (s, 3H); 13C NMR (126 MHz, DMSO-dg) 6 175.3, 161.9, 159.4, 154.7, 146.3
(d, J=35.5Hz), 144.5, 143.2, 133.6, 131.1, 127.3, 124.9, 122.4, 121.6, 121.0, 119.5, 119.5 (q, / = 276.7 Hz),
115.6, 115.6, 113.4, 110.2, 109.6, 55.1, 36.5 ppm; °F NMR (376 MHz, DMSO-dg) 6 -62.7 ppm. MS (APCI): m/z
467.0 [M+H]*. Anal. calcd (%) for CasH17F3N,04: C, 64.38; H, 3.67; N, 6.01. Found (%): C, 64.54; H, 3.91; N, 6.22.

OMe

8-(1H-Benzimidazol-1-ylmethyl)-7-hydroxy-3-[4-(trifluoromethoxy)phenyl]-4H-chromen-4-one (10h). Off-white solid, yield 357 mg (79%);
mp 293-295 °C; 1H NMR (500 MHz, DMSO-ds) 6 11.57 (s, 1H), 8.60 (s, 1H), 8.33 (s, 1H), 7.98 (d, J = 8.8 Hz,
1H), 7.76 — 7.66 (m, 3H), 7.64 —7.58 (m, 1H), 7.40 (d, J = 8.1 Hz, 2H), 7.22 (t, J = 7.6 Hz, 1H), 7.16 (t, J = 7.5 Hz,
1H), 7.09 (d, J = 8.8 Hz, 1H), 5.58 ppm (s, 2H); 13C NMR (126 MHz, DMSO-ds) 6 174.2, 160.9, 155.7, 154.0,
148.0, 144.7, 143.1, 133.7, 131.2, 130.8, 127.1, 122.4, 122.4, 121.5, 120.7, 120.1 (q, J = 256.2 Hz), 119.4,
116.6, 114.8, 110.4, 109.7, 36.6 ppm; °F NMR (376 MHz, DMSO-ds) 6 -57.2 ppm. MS (APCl): m/z 453.0
[M+H]*. Anal. calcd (%) for CasH1sFsN2O4: C, 63.72; H, 3.34; N, 6.19. Found (%): C, 63.97; H, 3.09; N, 6.03.

OCF,
7-Hydroxy-8-(1H-pyrazol-1-ylmethyl)-2H-chromen-2-one (11a). Off-white solid, yield 176 mg (73%); mp 238-240°C; 'H NMR (400 MHz,
- DMSO-ds) & 10.98 (s, 1H), 7.92 (d, J = 9.5 Hz, 1H), 7.64 (s, 1H), 7.51 (d, J = 8.4 Hz, 1H), 7.37 (s, 1H), 6.89 (d, J = 8.4 Hz,
Qr‘u 1H), 6.22 (d, J = 9.5 Hz, 1H), 6.18 (s, 1H), 5.39 ppm (s, 2H); 13C NMR (126 MHz, DMSO-de) 6 160.1, 159.8, 153.8, 144.8,

HO o. _o 138.4,12938, 129.4, 112.6, 111.3, 111.3, 109.8, 104.9, 43.0 ppm; MS (APCI): m/z 243.2 [M+H]*. Anal. calcd (%) for
Ci13H10N,03: C, 64.46; H, 4.16; N, 11.56. Found (%): C, 64.21; H, 4.37; N, 11.71.

7-Hydroxy-4-methyl-8-(1H-pyrazol-1-ylmethyl)-2H-chromen-2-one (11b). Off-white solid, yield 173 mg (68%); mp 206—-208°C; 'H NMR (400
MHz, DMSO-de) 6 10.92 (s, 1H), 7.65 — 7.57 (m, 2H), 7.35 (d, J = 1.2 Hz, 1H), 6.91 (d, J = 8.8 Hz, 1H), 6.25 — 6.03 (m, 2H),

<,:\N 5.39 (s, 2H), 2.36 ppm (s, 3H); 13C NMR (101 MHz, DMSO-ds) 6 159.9, 159.6, 153.8, 153.2, 138.3, 129.7, 126.3, 112.3,
HO 0. .o 112.1, 110.2, 109.7, 104.8, 43.1, 18.2 ppm; MS (APCI): m/z 257.0 [M+H]*. Anal. calcd (%) for C14H12N,0s: C, 65.62; H,
\Ej;j 4.72; N, 10.93. Found (%): C, 65.41; H, 4.54; N, 11.07.
Me
7-Hydroxy-2,3-dimethyl-8-(1H-pyrazol-1-ylmethyl)-4H-chromen-4-one (11c). Off-white solid, yield 176 mg (65%); mp 223-225 °C; *H NMR
q (400 MHz, DMSO-ds) & 11.00 (s, 1H), 7.84 (d, J = 8.7 Hz, 1H), 7.71 — 7.63 (m, 1H), 7.39 — 7.33 (m, 1H), 6.97 (d, J = 8.7

[M+H]*. Anal. calcd (%) for CisH1aN2Os: C, 66.66; H, 5.22; N, 10.36. Found (%): C, 66.39; H, 5.47; N, 10.59.

N" Hz, 1H), 6.18 (t, J = 2.1 Hz, 1H), 5.43 (s, 2H), 2.33 (s, 3H), 1.87 ppm (s, 3H); 1*C NMR (126 MHz, DMSO-dg) & 175.9,
HO 0._Me 161.2,160.3, 155.3, 138.4, 129.9, 126.3, 115.3, 114.8, 113.9, 109.6, 104.9, 43.2, 18.1, 9.5 ppm; MS (APCI): m/z 271.0
I
Me
(o]
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7-Hydroxy-3-(4-hydroxyphenyl)-8-(1H-pyrazol-1-ylmethyl)-4H-chromen-4-one (11d). Off-white solid, yield 271 mg (81%); mp 152-154°C;
1H NMR (400 MHz, DMSO-ds) 6 11.16 (s, 1H), 9.48 (s, 1H), 8.35 (s, 1H), 7.99 (d, J = 8.8 Hz, 1H), 7.66 (d, J = 2.3
Hz, 1H), 7.43 — 7.34 (m, 3H), 7.08 (d, J = 8.9 Hz, 1H), 6.81 (d, J = 8.5 Hz, 2H), 6.19 (t, J = 2.1 Hz, 1H), 5.48 ppm (s,
2H); 3C NMR (126 MHz, DMSO-ds) 6 174.8, 161.0, 157.2, 155.7, 152.7, 138.4, 130.1, 129.8, 127.0, 123.5, 122.4,
116.6, 115.0, 114.5, 109.9, 105.0, 43.1 ppm; MS (APCI): m/z 335.2 [M+H]*. Anal. calcd (%) for C19H14N204: C,
68.26; H, 4.22; N, 8.38. Found (%): C, 68.49; H, 4.03; N, 8.56.

OH

7-Hydroxy-3-(4-methoxyphenyl)-8-(1H-pyrazol-1-ylmethyl)-4H-chromen-4-one (11e). Off-white solid, yield 279 mg (80%); mp 206—-208°C;
1H NMR (400 MHz, DMSO-ds) 6 11.22 (s, 1H), 8.42 (s, 1H), 8.00 (d, J = 8.8 Hz, 1H), 7.68 (d, J = 2.3 Hz, 1H), 7.51
(d, J= 8.4 Hz, 2H), 7.42 — 7.35 (m, 1H), 7.06 (d, J = 8.8 Hz, 1H), 6.98 (d, J = 8.4 Hz, 2H), 6.26 — 6.13 (m, 1H), 5.47
(s, 2H), 3.78 ppm (s, 3H); 33C NMR (126 MHz, DMSO-dg) 6 174.7, 161.0, 159.0, 155.7, 153.1, 138.4, 130.1, 129.8,
127.0, 124.0, 123.1, 116.6, 114.5, 113.6, 109.9, 105.0, 55.1, 43.1 ppm; MS (APCl): m/z 349.2 [M+H]*. Anal.
calcd (%) for C;0H16N204: C, 68.96; H, 4.63; N, 8.04. Found (%): C, 69.13; H, 4.87; N, 8.23.

OMe

3-(3,4-Dimethoxyphenyl)-7-hydroxy-8-(1H-pyrazol-1-ylmethyl)-4H-chromen-4-one (11f). Off-white solid, yield 352 mg (93%); mp 140-142
°C; 'H NMR (400 MHz, DMSO-dg) & 11.21 (s, 1H), 8.45 (d, J = 4.1 Hz, 1H), 8.00 (d, J = 8.7 Hz, 1H), 7.68 (d, J =
2.3 Hz, 1H), 7.43 = 7.35 (m, 1H), 7.19 (d, J = 2.1 Hz, 1H), 7.14 (dd, J = 8.2, 2.0 Hz, 1H), 7.07 (d, J = 8.8 Hz, 1H),
6.99 (d, J = 8.2 Hz, 1H), 6.33 — 6.10 (m, 1H), 5.48 (s, 2H), 3.78 ppm (s, 6H); 3C NMR (126 MHz, DMSO-ds) &
174.7, 161.0, 155.7, 153.3, 148.6, 148.3, 138.4, 129.8, 127.0, 124.3, 123.2, 121.2, 116.6, 114.6, 112.7, 111.5,
109.9, 105.0, 55.5, 55.5, 43.1 ppm; MS (APCI): m/z 379.2 [M+H]*. Anal. calcd (%) for C2;:H1sN2Os: C, 66.66; H,
4.80; N, 7.40. Found (%): C, 66.81; H, 4.97; N, 7.63.

3-(1,3-Benzodioxol-5-yl)-7-hydroxy-8-(1H-pyrazol-1-ylmethyl)-4H-chromen-4-one (11g). Off-white solid, yield 301 mg (83%); mp 246-248
°C; 1H NMR (400 MHz, DMSO-ds) 6 11.23 (s, 1H), 8.43 (s, 1H), 7.99 (d, J = 8.8 Hz, 1H), 7.68 (d, J = 2.3 Hz, 1H),
7.38 (d, J = 1.8 Hz, 1H), 7.14 (d, J = 1.7 Hz, 1H), 7.09 — 7.02 (m, 2H), 6.96 (d, J = 8.0 Hz, 1H), 6.20 (t, J = 2.0 Hz,
1H), 6.04 (s, 2H), 5.47 ppm (s, 2H); 13C NMR (126 MHz, DMSO-ds) 6 174.6, 161.0, 155.7, 153.3, 147.0, 146.9,
138.4,129.8, 127.0, 125.5, 123.2, 122.4, 116.6, 114.6, 109.9, 109.4, 108.1, 105.0, 101.1, 43.1 ppm; MS (APCI):
m/z 363.2 [M+H]*. Anal. calcd (%) for CaoH1aN2Os: C, 66.30; H, 3.89; N, 7.73. Found (%): C, 66.52; H, 3.65; N,
7.98.

7-Hydroxy-3-(4-methoxyphenyl)-2-methyl-8-(1H-pyrazol-1-ylmethyl)-4H-chromen-4-one (11h). Off-white solid, yield 261 mg (72%); mp
230-232 °C; 'H NMR (400 MHz, DMSO-d¢) & 11.10 (s, 1H), 7.88 (d, J = 8.8 Hz, 1H), 7.74 (d, J = 2.0 Hz, 1H), 7.39
(d, J = 2.0 Hz, 1H), 7.19 (d, J = 8.7 Hz, 2H), 7.01 (d, J = 8.8 Hz, 1H), 6.97 (d, J = 8.7 Hz, 2H), 6.21 (t, J = 2.0 Hz,
1H), 5.50 (s, 2H), 3.79 (s, 3H), 2.25 ppm (s, 3H); 23C NMR (101 MHz, DMSO-ds) 6 175.5, 162.8, 161.1, 159.0,
155.7, 138.9, 132.1, 130.4, 127.1, 125.5, 122.1, 116.0, 114.6, 113.9, 110.3, 105.3, 55.5, 43.6, 19.6 ppm; MS
(APCI): m/z 363.2 [M+H]*. Anal. calcd (%) for Co1H1sN>04: C, 69.60; H, 5.01; N, 7.73. Found (%): C, 69.84; H,
oMe 4.87;N,7.95.

7-Hydroxy-3-(4-methoxyphenyl)-8-(1H-pyrazol-1-ylmethyl)-2-(trifluoromethyl)-4H-chromen-4-one (11i). Off-white solid, yield 278 mg
(67%); mp 219-221 °C; H NMR (500 MHz, DMSO-ds) 6 11.50 (s, 1H), 7.94 (d, J = 8.8 Hz, 1H), 7.70 (d, J = 2.3
Hz, 1H), 7.42 —7.36 (m, 1H), 7.20 (d, J = 8.2 Hz, 2H), 7.13 (d, J = 8.8 Hz, 1H), 6.99 (d, J = 8.2 Hz, 2H), 6.26 — 6.19
(m, 1H), 5.48 (s, 2H), 3.80 ppm (s, 3H); 13C NMR (126 MHz, DMSO-ds) § 175.4, 162.1, 159.4, 154.7, 146.4 (q, J
=349 Hz), 138.6, 131.2, 129.9, 127.1, 124.7,121.1, 119.4 (q, J = 276.5 Hz), 115.6, 115.4, 113.4, 110.3, 105.0,
55.1, 43.0 ppm; 1°F NMR (376 MHz, DMSO-ds) 6 -63.0 ppm. MS (APCI): m/z 417.0 [M+H]*. Anal. calcd (%) for
ome CaiHisFsN204: C, 60.58; H, 3.63; N, 6.73. Found (%): C, 60.43; H, 3.78; N, 6.58.

7-Hydroxy-8-(1H-pyrazol-1-ylmethyl)-3-[4-(trifluoromethoxy)phenyl]-4H-chromen-4-one (11j). Off-white solid, yield 361 mg (90%); mp
190-192 °C; 1H NMR (500 MHz, DMSO-ds) & 11.28 (s, 1H), 8.55 (s, 1H), 8.01 (d, J = 8.8 Hz, 1H), 7.71(d, /= 8.8
Hz, 2H), 7.69 (d, J = 2.8 Hz, 1H), 7.42 (d, J = 8.2 Hz, 2H), 7.39 (d, J = 1.8 Hz, 1H), 7.08 (d, J = 8.8 Hz, 1H), 6.23
—6.18 (m, 1H), 5.48 ppm (s, 2H); 13C NMR (126 MHz, DMSO-ds) & 174.3, 161.2, 155.8, 154.2, 147.9, 138.4,
131.3, 130.9, 129.8, 127.0, 122.3, 120.7, 120.1 (q, J = 256.4 Hz), 116.5, 114.8, 110.1, 105.0, 43.1 ppm; 1°F
NMR (376 MHz, DMSO-ds) & -57.2 ppm. MS (APCI): m/z 403.0 [M+H]*. Anal. calcd (%) for CaoH13FsN2Ou: C,
59.71; H, 3.26; N, 6.96. Found (%): C, 59.45; H, 3.07; N, 7.03.
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8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-2H-chromen-2-one (12a). Off-white solid, yield 213 mg (79%); mp 189-191°C; H NMR
(400 MHz, DMSO-ds) & 10.94 (s, 1H), 7.91 (d, J = 9.4 Hz, 1H), 7.47 (d, J = 8.4 Hz, 1H), 6.83 (d, J = 8.4 Hz, 1H), 6.19 (d,

Me
ﬁ J=9.4Hz, 1H),5.71 (s, 1H), 5.14 (s, 2H), 2.38 (s, 3H), 1.95 ppm (s, 3H); 13C NMR (101 MHz, DMSO-dg) 6 160.1, 159.9,
Me \N’N 153.6, 145.9, 144.9, 139.5, 129.0, 113.1, 111.3, 111.3, 110.9, 104.1, 38.9, 13.3, 10.8 ppm; MS (APCI): m/z 271.2
HO 0.0 [M+H]*. Anal. calcd (%) for C15sH14N203: C, 66.66; H, 5.22; N, 10.36. Found (%): C, 66.81; H, 5.43; N, 10.09.

=

8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-2,3-dimethyl-4H-chromen-4-one (12b). Off-white solid, yield 206 mg (69%); mp 233—

Me 235 °C; 'H NMR (500 MHz, DMSO-ds+ CF3SOsH) & 7.84 (d, J = 8.8 Hz, 1H), 6.92 (d, J = 8.8 Hz, 1H), 6.35 (s, 1H), 5.52
Meﬁ (s, 2H), 2.30 (s, 3H), 2.26 (s, 3H), 2.24 (s, 3H), 1.82 ppm (s, 3H); 13C NMR (126 MHz, DMSO-dg+CF3SO;H) & 176.5,
N~ 162.0, 161.2, 155.9, 146.6, 145.2, 128.1, 116.2, 115.5, 114.5, 108.0, 106.3, 42.1, 18.4, 11.3, 11.2, 10.1 ppm; MS
HO O -Me  (APCI): m/z 299.2 [M+H]*. Anal. calcd (%) for Ci7H1sN203: C, 68.44; H, 6.08; N, 9.39. Found (%): C, 68.67; H, 6.26;
ve N, 9.5L.
0

8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-3-(4-hydroxyphenyl)-4H-chromen-4-one (12c). Off-white solid, yield 260 mg (72%);
mp 264-266 °C; H NMR (400 MHz, DMSO-dg) & 11.07 (s, 1H), 9.57 (s, 1H), 8.37 (s, 1H), 7.95 (d, J = 8.7 Hz,
1H), 7.39 (d, J = 8.6 Hz, 2H), 7.00 (d, J = 8.7 Hz, 1H), 6.80 (d, J = 8.6 Hz, 2H), 5.75 (s, 1H), 5.24 (s, 2H), 2.37
(s, 3H), 1.99 ppm (s, 3H); 3C NMR (126 MHz, DMSO-d) 6 174.8, 161.0, 157.2, 155.6, 152.7, 145.9, 139.4,
130.1, 126.5, 123.4, 122.4, 116.6, 115.0, 114.8, 110.8, 104.2, 39.8, 13.4, 10.8 ppm; MS (APCl): m/z 363.0
[M+H]*. Anal. calcd (%) for Ca1H1sN204: C, 69.60; H, 5.01; N, 7.73. Found (%): C, 69.34; H, 5.25; N, 7.86.

8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-3-(4-methoxyphenyl)-4H-chromen-4-one (12d). Off-white solid, yield 286 mg (76%);
mp 228-229°C; H NMR (400 MHz, DMSO-dg) & 11.18 (s, 1H), 8.45 (s, 1H), 7.97 (d, J = 8.8 Hz, 1H), 7.52 (d, J =
8.8 Hz, 2H), 7.02 (d, J = 8.8 Hz, 1H), 6.99 (d, J = 8.8 Hz, 2H), 5.76 (s, 1H), 5.25 (s, 2H), 3.78 (s, 3H), 2.39 (s, 3H),
1.99 ppm (s, 3H); 3C NMR (101 MHz, DMSO-dg) 6 174.7, 160.9, 159.0, 155.6, 153.0, 145.9, 139.3, 130.1, 126.5,
124.1,123.0,116.6,114.8, 113.6, 110.9, 104.2, 55.1, 39.7, 13.3, 10.8 ppm; MS (APCI): m/z 377.2 [M+H]*. Anal.
caled (%) for C22H20N204: C, 70.20; H, 5.36; N, 7.44. Found (%): C, 70.02; H, 5.11; N, 7.18.

OMe

3-(3,4-Dimethoxyphenyl)-8-[(3,5-dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-4H-chromen-4-one (12e). Off-white solid, yield 292 mg
(72%); mp 172-173°C; 'H NMR (400 MHz, DMSO-dg) 6 11.19 (s, 1H), 8.48 (s, 1H), 7.97 (d, J = 8.8 Hz, 1H), 7.19
(d,J=1.9 Hz, 1H), 7.15 (dd, J = 8.3, 1.9 Hz, 1H), 7.05 — 6.94 (m, 2H), 5.77 (s, 1H), 5.25 (s, 2H), 3.78 (s, 6H), 2.39
(s,3H), 1.99 ppm (s, 3H); 13C NMR (101 MHz, DMSO-ds) 6 174.8, 161.0, 155.6, 153.4, 148.6, 148.3,145.9, 139.4,
126.6,124.4,123.2,121.3,116.7,114.9,112.6,111.5, 110.9, 104.3, 55.6, 55.5, 39.8, 13.4, 10.9 ppm; MS (APCI):
m/z 407.2 [M+H]*. Anal. calcd (%) for CasH2oN,0s: C, 67.97; H, 5.46; N, 6.89. Found (%): C, 67.81; H, 5.59; N,
7.12.

3-(1,3-Benzodioxol-5-yl)-8-[(3,5-dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-4H-chromen-4-one (12f). Off-white solid, yield 292 mg (75%);
mp 223-225 °C; 1H NMR (500 MHz, DMSO-dg) & 11.16 (s, 1H), 8.43 (s, 1H), 7.96 (d, J = 8.9 Hz, 1H), 7.14 (s,
1H), 7.06 (d, J = 8.1 Hz, 1H), 7.01 (d, J = 8.9 Hz, 1H), 6.96 (d, J = 8.1 Hz, 1H), 6.04 (s, 2H), 5.76 (s, 1H), 5.24
(s, 2H), 2.37 (s, 3H), 1.99 ppm (s, 3H); 3C NMR (126 MHz, DMSO-ds) & 174.6, 161.0, 155.6, 153.3, 147.0,
146.9, 145.9, 139.4, 126.5, 125.6, 123.0, 122.4, 116.6, 114.9, 110.9, 109.4, 108.1, 104.2, 101.0, 39.6, 13.3,
10.8 ppm; MS (APCI): m/z 391.2 [M+H]*. Anal. calcd (%) for C2,H1sN20s: C, 67.69; H, 4.65; N, 7.18. Found
(%): C, 67.83; H, 4.87; N, 7.02.

8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-3-(4-methoxyphenyl)-2-methyl-4H-chromen-4-one (12g). Off-white solid, yield 300
mg (77%); mp 210-212°C; *H NMR (400 MHz, DMSO-dg) 6 11.13 (s, 1H), 7.86 (d, J = 8.7 Hz, 1H), 7.18 (d, J = 8.6
Hz, 2H), 7.01 — 6.95 (m, 3H), 5.79 (s, 1H), 5.31 (s, 2H), 3.79 (s, 3H), 2.36 (s, 3H), 2.23 (s, 3H), 2.03 ppm (s, 3H);
13C NMR (101 MHz, DMSO-ds) & 175.0, 162.2, 160.7, 158.5, 155.1, 145.8, 139.3, 131.6, 126.3, 125.1, 121.6,
115.6, 114.6, 113.5, 110.5, 104.3, 55.1, 19.0, 13.2, 10.8 ppm; MS (APCI): m/z 391.2 [M+H]*. Anal. calcd (%) for
Ca3H22N;04: C, 70.75; H, 5.68; N, 7.17. Found (%): C, 70.98; H, 5.42; N, 7.03.

S13



8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-3-(4-methoxyphenyl)-2-(trifluoromethyl)-4H-chromen-4-one (12h). Off-white solid,
yield 356 mg (80%); mp 201-203 °C; *H NMR (400 MHz, DMSO-dg) 6 11.61 (s, 1H), 7.94 (d, J = 8.8 Hz, 1H),
7.20 (d, J = 8.4 Hz, 2H), 7.10 (d, J = 8.8 Hz, 1H), 7.00 (d, J = 8.4 Hz, 2H), 5.80 (s, 1H), 5.28 (s, 2H), 3.80 (s,
3H), 2.35 (s, 3H), 2.02 ppm (s, 3H); 3C NMR (126 MHz, DMSO-ds) 6 175.3, 162.2, 159.4, 154.4, 146.4 (q,
J=35.0 Hz), 145.9, 139.2, 131.1, 126.7, 124.5, 121.1, 119.4 (q, J = 276.4 Hz), 116.1, 115.5, 113.4, 110.9,
104.3, 55.1, 39.9, 13.2, 10.4 ppm; 1F NMR (376 MHz, DMSO-d¢) & -63.0 ppm. MS (APCI): m/z 445.0
[M+H]*. Anal. caled (%) for CasH1sFsN2Ou: C, 62.16; H, 4.31; N, 6.30. Found (%): C, 62.31; H, 4.52; N, 6.45.

OMe

8-[(3,5-Dimethyl-1H-pyrazol-1-yl)methyl]-7-hydroxy-3-[4-(trifluoromethoxy)phenyl]-4H-chromen-4-one (12i). Off-white solid, yield 349
mg (81%); mp 231-233 °C; 1H NMR (500 MHz, DMSO-de) 6 11.22 (s, 1H), 8.53 (s, 1H), 7.96 (d, J = 8.8 Hz,
1H), 7.70 (d, J = 8.7 Hz, 2H), 7.40 (d, J = 8.7 Hz, 2H), 7.02 (d, J = 8.8 Hz, 1H), 5.74 (s, 1H), 5.23 (s, 2H),
2.36 (s, 3H), 1.98 ppm (s, 3H); 13C NMR (126 MHz, DMSO-d) 6 174.3, 161.2, 155.7, 154.1, 147.9, 145.9,
139.4,131.3, 130.8, 126.5, 122.2, 120.7, 120.1 (q, J = 256.1 Hz), 116.5, 115.0, 111.0, 104.2, 39.7, 13.3,
10.8 ppm; 1°F NMR (376 MHz, DMSO-dg) 6 -57.3 ppm. MS (APCI): m/z 431.0 [M+H]*. Anal. calcd (%) for
Cy2H17F3N204: C, 61.40; H, 3.98; N, 6.51. Found (%): C, 61.13; H, 4.17; N, 6.72.

OCF,
7-Hydroxy-8-(1H-indazol-1-ylmethyl)-2H-chromen-2-one (13a). Off-white solid, yield 30 mg (10%); mp 227-229°C; *H NMR (600 MHz,
DMSO-ds) 6 10.87 (s, 1H), 7.97 (s, 1H), 7.94 (d, J = 9.4 Hz, 1H), 7.83 (d, J = 8.5 Hz, 1H), 7.71 (d, J = 8.0 Hz, 1H), 7.52 (d, J
= 8.5 Hz, 1H), 7.42 = 7.35 (m, 1H), 7.11 (t, J = 7.4 Hz, 1H), 6.86 (d, J = 8.5 Hz, 1H), 6.22 (d, J = 9.5 Hz, 1H), 5.66 ppm (s,
N 2H); 3C NMR (151 MHz, DMSO-ds) 6 160.0, 159.9, 154.0, 144.8, 139.4, 132.6, 129.2, 125.7, 123.3, 120.5, 120.2, 112.5,

V,

N 111.3, 110.2, 110.2, 40.2 ppm. MS (APCI): m/z 293.0 [M+H]*. Anal. calcd (%) for C17H12N,03: C, 69.86; H, 4.14; N, 9.58.
HO O~°  Found (%): C, 70.07; H, 3.97; N, 9.51.

=

7-Hydroxy-8-(1H-indazol-1-ylmethyl)-3-(4-methoxyphenyl)-4H-chromen-4-one (13b). Off-white solid, yield 80 mg (20%); mp 196-198°C;
1H NMR (400 MHz, DMSO-dg) 6 11.14 (s, 1H), 8.36 (s, 1H), 7.96 (d, J = 0.9 Hz, 1H), 7.95 (d, J = 8.8 Hz, 1H),
7.83—7.78 (m, 1H), 7.72 = 7.66 (m, 1H), 7.47 (d, J = 8.9 Hz, 2H), 7.41 - 7.33 (m, 1H), 7.12 — 7.06 (m, 1H), 7.00
(d, J = 8.8 Hz, 1H), 6.95 (d, J = 8.9 Hz, 2H), 5.71 (s, 2H), 3.75 ppm (s, 3H); 13C NMR (100 MHz, DMSO-ds) &
174.7,160.9, 159.0, 156.0, 153.0, 139.5, 132.7,130.1, 126.8, 125.9, 124.0, 123.3, 123.2, 120.6, 120.3, 116.6,
114.5, 113.6, 110.3, 110.1, 55.1, 40.4 ppm. MS (APCI): m/z 399.0 [M+H]*. Anal. calcd (%) for C4H18N,04: C,
72.35; H, 4.55; N, 7.03. Found (%): C, 72.23; H, 4.77; N, 6.72.

7-Hydroxy-8-(2H-indazol-2-ylmethyl)-2H-chromen-2-one (14a). Off-white solid, yield 195 mg (67%); mp 223-225°C; 'H NMR (600 MHz,
DMSO-ds) § 11.05 (s, 1H), 8.28 (s, 1H), 7.97 (d, J = 9.2 Hz, 1H), 7.66 (d, J = 8.4 Hz, 1H), 7.58 (d, J = 8.5 Hz, 1H), 7.55 (d,
FQ J=8.8Hz, 1H), 7.19 (dd, J = 8.8, 6.5 Hz, 1H), 7.02 — 6.96 (m, 1H), 6.93 (d, J = 8.5 Hz, 1H), 6.25 (d, J = 9.6 Hz, 1H), 5.73
°N ppm (s, 2H); 3C NMR (151 MHz, DMSO-dg) 6 160.0, 159.9, 153.9, 147.8, 144.8, 129.8, 125.3, 123.7, 121.1, 120.8,
Hoéf/vro 120.5,116.9, 112.7, 111.4, 111.4, 109.1, 44.7 ppm. MS (APCI): m/z 293.2 [M+H]*. Anal. caled (%) for C17H12N203: C,
= 69.86; H, 4.14; N, 9.58. Found (%): C, 69.66; H, 4.07; N, 9.73.

7-Hydroxy-8-(2H-indazol-2-ylmethyl)-3-(4-methoxyphenyl)-4H-chromen-4-one (14b). Off-white solid, yield 178 mg (45%); mp 191-193°C;
1H NMR (400 MHz, DMSO-ds) & 11.32 (s, 1H), 8.44 (s, 1H), 8.32 (s, 1H), 8.04 (d, J = 8.8 Hz, 1H), 7.68 — 7.63
(m, 1H), 7.56 (d, J = 8.8 Hz, 1H), 7.51 (d, J = 8.7 Hz, 2H), 7.24 — 7.16 (m, 1H), 7.09 (d, J = 8.8 Hz, 1H), 7.03 —
6.94 (m, 3H), 5.80 (s, 2H), 3.78 ppm (s, 3H); 13C NMR (100 MHz, DMSO-dg) 6 174.7, 161.2, 159.0, 155.9, 153.1,
147.9, 130.1, 127.4, 125.4, 124.0, 123.8, 123.2, 121.3, 120.9, 120.6, 116.9, 116.7, 114.6, 113.6, 109.3, 55.1,

44.8 ppm. MS (APCI): m/z 399.2 [M+H]*. Anal. calcd (%) for C2sH1sN204: C, 72.35; H, 4.55; N, 7.03. Found (%):
C,72.64;H,4.82; N, 7.18.

1. M. Ogata, H. Matsumoto, K. Takahashi, S. Shimizu, S. Kida, M. Ueda, S. Kimoto and M. Haruna, J. Med. Chem., 1984, 27, 1142 -
1149.

2. M. Ogata and H. Matsumoto, Synth. Commun., 1980, 10, 559-567.

3. S. Gonzalez-Pelayo and L. A. Lopez, Eur. J. Org. Chem., 2017, 2017, 6003-6007.

4, G. Wu, Z. Yang, X. Xu, L. Hao, L. Chen, Y. Wang and Y. Ji, Org. Lett., 2022, 24, 3570-3575.

5. S. Ahmed, I. Shahid, S. Dhanani and C. P. Owen, Bioorg. Med. Chem. Lett., 2009, 19, 4698-4701.
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Maxpeak: 100.00% IBOX17064

Ret Time: 0.656 min

mAU ] 0.656
OH 200 -
O \
4a 0 ——r : : : :
0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\08.04\L041605D\046-D4F-E1-IBOX17064.D)
mAU 1
10 *M%A_R/f\//////f////////ﬁ//J/JM/MJ‘AMAAMvWM$M¢—WMM
04—
104
1 [ [ [ T
Mol Wt 0 0.5 1 1.5 min
Exact Mass MSD1 TIC, MS File (D:\DATE\08.04\L041605D\046-D4F-E1-IBOX17064.D) ES-API, Scan, Frag: 100,
# Time Area% ] 0.673
————————————————— 100000
1 0.656 100.00 ]
50000
0 5 [ [ [ T
0.5 1 15 min

MSD2 TIC, MS File (D:\DATE\08.04\L041605D\046-D4F-E1-IBOX17064.D) ES-API, Scan, Frag: 100, "

6000 0.672
4000
2000 |
! I I I ‘
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\08.04\L041605D\046-D4F-E1-IBOX17064.D)
mV
40
30
k I T I
0.5 1 1.5 min
*MSD1 SPC, time=0.670 of D:\DATE\08.04\L041605D\046-D4F-E1-IBOX17064.D ES-API, Scan, Frag: 100, "POS"
B 175.2
20 |
RT 0.673 1 1072 176.2
0+ L e — e e — e :
100 150 200 250 300 350 400 m/Z
*MSD2 SPC, time=0.674 of D:\DATE\08.04\L041605D\046-D4F-E1-IBOX17064.D ES-API, Scan, Frag: 100, "NEG"
0.6 173.0
RT 0.672 043
) 0.2 211.2 ‘253.2 333.8 411.2‘ ‘574.8
O; | i il | . I [ i m |
: T : : — R, : —
100 200 300 400 500 m/Z
S139
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MaxPeak:

S cLosrosaa I
)

mAU - 0.550
600 ]
C[\ N 400
OHEN 4b 200~ 0.717
0 T T T —
0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\1205\L690748D-PART 1\006-D1F-B1-CLQ379824.D)
mAU 4
200
100 |
0]
1 \ \ \ —
0 0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D) ES-API, Fast Scan, Frag
E 0.563
Mol Wt 0 1500000
1000000 |
Exact Mass ; 0731
# Time Area% 500000 :
----------------- i T T T
0 0.5 1 15 min
1 0.550 98.97 MSD2 TIC, MS File (D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D) ES-API, Fast Scan, Frag
2 0.717 1.03 40000 0.563
30000
20000 |
10000 | 0.727
0 T T T —
0 0.5 1 15 min
ELSL A, ELSIA, ELSD Signal (D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D)
LSU 1
13
127
11
10 T T T —
0 0.5 1 15 min
*MSD1 SPC, time=0.568 of D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D ES-API, Fast Scan, Frag: 100, "POS"
225.0
75
RT 0.563 50
25 157.0 226.2
0 . | |
I T I T I I I I
100 200 300 400 500 m/z
*MSD1 SPC, time=0.731 of D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D ES-API, Fast Scan, Frag: 100, "POS"
E 157.0
75
RT 0.731 503
25+ 159.0 331.0
04 . ‘ |
I T I I I I I
100 200 300 400 500 m/z
*MSD2 SPC, time=0.562 of D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D ES-API, Fast Scan, Frag: 100, "NEG"
20 223.0
15
RT 0.563 103
57 1168 2240 5608 447.0
0;‘ . \‘ : ‘ ‘ \‘\ : : ‘ | : . ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=0.725 of D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D ES-API, Fast Scan, Frag: 100, "NEG"
E 329.0
15
RT 0.727 19 364.8
0.5
E 330.8 |366.0
0~ 1188 ‘ . S140_ ST n H‘4§f6‘4?¥6‘ ‘ “56§5
100 200 300 400 500 m/z

98.97%

DADL1 A, Sig=215,16 Ref=off (D:\DATE\1205\L690748D-PART1\006-D1F-B1-CLQ379824.D

Inj .Date 12/5/2023 CH 21 Acq. Method C:\Users\ -> ->



MaxPeak: 100.00%

OH

Mol Wt
Exact Mass

# Time Area%

1 0.777 100.00

RT 0.788

RT 0.787

DAD1 A, Sig=215,16 Ref=off (D:\DATE\1205\L690748D-PART 1\005-D1F-A9-CLQ379825.D)
mAU 0.777
600 -
400
N § 200
N= 0 \ \ \ —
4c 0 0.5 1 15 min
DADL1 B, Sig=254,16 Ref=off (D:\DATE\1205\L690748D-PART 1\005-D1F-A9-CLQ379825.D)
mAU
25
0=
-25
-50
I I I '
0 05 1 15 min
MSD1 TIC, MS File (D:\DATE\1205\L690748D-PART1\005-D1F-A9-CLQ379825.D) ES-API, Fast Scan, Frag
0 1000000
750000 |
500000 |
250000
— T I T \ ‘
0 05 1 15 min
MSD2 TIC, MS File (D:\DATE\1205\L690748D-PART1\005-D1F-A9-CLQ379825.D) ES-API, Fast Scan, Frag
10000 - 0.787
7500
5000 |
2500 7
| \ \ \ T
0 05 1 15 min
ELS1 A, ELS1A, ELSD Signal (D:\DATE\1205\L690748D-PART 1\005-D1F-A9-CLQ379825.D)
LSU 4
10.25
10.2 5
10.15
1015
I I I '
0 05 1 15 min
*MSD1 SPC, time=0.790 of D:\DATE\1205\L690748D-PART1\005-D1F-A9-CLQ379825.D ES-API, Fast Scan, Frag: 100, "POS"
175.0
75
50
176.0
25 1070 |
0 = ] I I I
100 200 300 400 500 m/z
*MSD2 SPC, time=0.784 of D:\DATE\1205\L690748D-PART1\005-D1F-A9-CLQ379825.D ES-API, Fast Scan, Frag: 100, "NEG"
173.0
4
2
112.6 1740 2086
0 — I T R T ‘
100 200 300 400 500 m/z
S141
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MaxPeak: 95.28% | RN A
Ret Time: 0.878 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\1 1\27\L687329D\021-D6B-A4-CLQ377579.D)
mAU 1 0.878
1000
750
Me 500
N 250 ‘ 1039108
h-h 07 I r —— \ ‘
OH 4{1 0 0.5 1 1.5 min
Me DAD1 B, Sig=254, 16 Ref=off (D:\DATA\1 1\27\L687329D\021-D6B-A4-CLQ377579.D)
mAU
60 ]
40
20
Mol Wt 0 °] ‘ ‘ ‘ ‘

0 0 0.5 1 1.5 min
Exact Mass 7 MSD1 TIC, MS File (D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D) ES-API, Fast Scan, Frag: 100, "POS
4 Time Area3 2500000 - 0.888
————————————————— 2000000
1 0.878 95.28 1500000§
2 1.030 3.66 1000000
3 1.108 1.06 500000

0 : : : ‘ : : : :
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D) ES-API, Fast Scan, Frag: 100, "NEC
E 1.040
15000 1117
10000
5000
0 [ [ [ T
0 0.5 1 1.5 min
ELST A, ELS1A, ELSD Signal (D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D)
LSU
10.05
10
) [ [ [ T
0 0.5 1 1.5 min
*MSD1 SPC, time=0.884 of D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D ES-API, Fast Scan, Frag: 100, "POS"
7 203.0
RT 0.888 S0
. 97.2 204.2
0 . ‘ r T I T T
100 200 300 400 500 m/2
*MSD1 SPC, time=1.036 of D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D ES-API, Fast Scan, Frag: 100, "POS"
7 309.2
50 203.0
RT 1.038 ; 072 1570 ‘ 30,2
0 e M‘ \“ I L I I ‘
100 200 300 400 500 m/2
*MSD1 SPC, time=1.118 of D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D ES-API, Fast Scan, Frag: 100, "POS"
E 203.0
RT 1.117 507 157.0
. 97.2 167.0 | 204.2 416.2
0 — . . . M . 3
[ T [ [ [ T [ T [
100 200 300 400 500 m/2
*MSD2 SPC, time=0.890 of D:\DATA\11\27\L687329D\021-D6B-A4-CLQ377579.D ES-API, Fast Scan, Frag: 100, "NEG"
075 200.8
0.5 361.4 529.8
RT 0.891 02'5 E 160.4 262.6 574.8
25 . 282.6 .
= \\?4'6 . L ‘ \‘\219 ‘4\ \\‘ZF514‘\ ﬁ ‘ “ \PZ\‘%6 “\ \‘\\\?75'8‘ [y L 4?1\6 ! \1‘1760‘ T 2?\4 5?2 ?‘ 5‘9
100 200 S142 300 400 500 m/2
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Error: Peaks not

found!

CLQ379834

DAD1 A, Sig=215,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000!

mAU 7
=N ]
HO . 20
Sa ]
I I I T
0 0.5 1 15 min
DADL1 B, Sig=254,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000006.D)
mAU ]
0
50
| \ \ \ T
0 0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000006.D) ES-API, Scan, Frag: 100, "POS"
Mol Wt 0 [
0 40000045
Exact Mass 200000
Error: Peaks not . 0.723
found! 07 \ \ \ —
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000006.D) ES-API, Scan, Frag: 100, "NEG"
30000
20000
10000
| \ \ \ T
0 0.5 1 15 min
ADC1 A, ELSD (D:\DATE\1220\L697002D\SAMPL000006.D)
mvV 1
35
32,5
30
275
] I I I ‘
0 0.5 1 15 min
*MSD1 SPC, time=0.201 of D:\DATE\1220\L697002D\SAMPL000006.D ES-API, Scan, Frag: 100, "POS"
175.2
75
RT 0.198 50 107.2
25 ‘ 176.0
0 ‘ \
I T I I I I I
100 200 300 400 500 m/z
*MSD1 SPC, time=0.719 of D:\DATE\1220\L697002D\SAMPL000006.D ES-API, Scan, Frag: 100, "POS"
154 01.2 157.0 281.0
14 203.0
RT 0.723 05; 10701872 282.0
' 8T, %15% 1640 194.0 gsz 2734 301.8  346.0 399.0
0, ‘ u\m\‘\hh ln el \‘m““\hu I H 1o \u e st il e ) : .
100 200 300 400 500 m/z
*MSD2 SPC, time=0.213 of D:\DATE\1220\L697002D\SAMPL000006.D ES-API, Scan, Frag: 100, "NEG"
] 517.8
0.3
0.2 492.
RT 0.217 I 1;90 172.8 2048 379.8 562.0
-7 , , 252.8 . ‘ 427.0 ,?
1 70 123 ‘ Ml??ﬂh?,las 228 | 29pg P48 |\ 3010 | 4770|472 2988 || 5309 | 5788
100 200 300 400 500 m/z
S143
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MaxPeak: 100.00%
Ret Time: 0.684 min

cLQ379836 LI
D)

DAD1 A, Sig=215,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000004.

mAU 4 0.684
400
S s =
=N & E ‘
HO 0 | | | | i
0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\1220\L697002D\SAMPLO000004.D)
mAU 1
100
0 {\,
'1007: i i I I I i
0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000004.D) ES-API, Scan, Frag: 100, "POS"
Mol Wt 0 | oo
750000 |
Exact Mass 500000
# Time Area% 250000
_________________ 0- T T T ™
0.5 1 1.5 min
1 0.684 100.00 MSD2 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000004.D) ES-API, Scan, Frag: 100, "NEG"
30000 0.697
20000
10000
: \ \ \ T
0.5 1 1.5 min
ADCL A, ELSD (D:\DATE\1220\L697002D\SAMPL000004.D)
mvV
35
30
T T T —
0.5 1 1.5 min
*MSD1 SPC, time=0.702 of D:\DATE\1220\L697002D\SAMPL000004.D ES-API, Scan, Frag: 100, "POS"
225.0
75
119.2
RT 0.698 50
25 1072 226.2
0 [ |
I T I T I I I T
100 200 300 400 500 m/z
*MSD2 SPC, time=0.698 of D:\DATE\1220\L697002D\SAMPL000004.D ES-API, Scan, Frag: 100, "NEG"
6 117.0
4
RT 0.697 )
118.2 537.0
0 — B S S T i B — A \
100 200 300 400 500 m/z
S144
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MaxPeak: 100.00%
Ret Time: 0.672 min CLQ37984O
DAD1 A, Sig=215,16 Ref=off (D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D)
mAU 3 0.672
M :\> 750
i |
N= 500 =
HO 250
Sc 0 \ \ \ —
0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D)
mAU ]
40
20|
0 5 I I I T
M O| Wt 0 0 0.5 1 15 min
MSD1 TIC, MS File (D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D) ES-API, Fast Scan, Frag: 100, "POS'|
] 0.682
Exact Mass 400000 ]
300000 7
# Time Area% ]
_________________ 200000 |
1 0.672 100.00 1000001 ! ‘ ! —
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D) ES-API, Fast Scan, Frag: 100, "NEG'
E 0.682
6000 -
4000
2000
0 \ \ \ i
0 0.5 1 15 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D)
LSuU
14
12
109 \ \ \ —
0 0.5 1 15 min
*MSD1 SPC, time=0.686 of D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D ES-API, Fast Scan, Frag: 100, "POS"
175.0
75
RT 0.682 50 107.0
25 157.0
0 o | ]
I T T I I I I I
100 200 300 400 500 m/z
*MSD2 SPC, time=0.680 of D:\DATA\1227-\L699139D\048-D6F-A4-CLQ379840.D ES-API, Fast Scan, Frag: 100, "NEG"
172.8
15
1
RT 0.682 0.5 471.8
: 210.8 333.6 | '
O ‘\\‘ “‘\ \“ “ \‘ M‘ | “ L [ ‘ . :
200 300 400 500 m/z
S145
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MaxPeak: 97.13%
Ret_Time: 0.937 min CLQ379837
DAD1 A, Sig=215,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000005.D)
mAU 3
Me 400
N 200
J oS |
—_— O —
I I I T
HO Me Sd 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\1220\L697002D\SAMPLO000005.D)
mAU J //LF/./F
0
-50+
-100 ‘ I \ ‘
0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\1220\L697002D\SAMPLO000005.D) ES-API, Scan, Frag: 100, "POS"
Mol Wt 0 | 000000
Exact Mass 500000 -
# Time  Area% .
----------------- 0- \ T \ —
0.5 1 1.5 min
1 0.937 97.13 MSD2 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000005.D) ES-API, Scan, Frag: 100, "NEG"
2 1.089 1.62 .
3 1.177 1.25 .
20000 |
10000 |
: \ T \ T
0.5 1 1.5 min
ADCL A, ELSD (D:\DATE\1220\L697002D\SAMPL000005.D)
mvV
35
30
T T T —
0.5 1 1.5 min
*MSD1 SPC, time=0.953 of D:\DATE\1220\L697002D\SAMPLO000005.D ES-API, Scan, Frag: 100, "POS"
97.2 203.2
75
RT 0.950 50
25 98.2 204.0
0 9. \‘
I I I I I I
100 200 300 400 500 m/z
*MSD1 SPC, time=1.103 of D:\DATE\1220\L697002D\SAMPL000005.D ES-API, Scan, Frag: 100, "POS"
8] 309.2
6 4
4 97.2
RT 1.101 MNE 203.0 310.2
1 982 1372 2332
O ol L‘h mu‘ ' “\‘hu \‘ DA ‘m _‘” \‘ . M“H. .‘.‘ .. . ‘ o ‘ :
100 200 300 400 500 m/z
*MSD2 SPC, time=0.949 of D:\DATE\1220\L697002D\SAMPL000005.D ES-API, Scan, Frag: 100, "NEG"
E 95.2
3~
RT 0.950 27
od | 255.2 4242 4958
: : e SR . I :
100 200 300 400 500 m/z
*MSD2 SPC, time=1.099 of D:\DATE\1220\L697002D\SAMPL000005.D ES-API, Scan, Frag: 100, "NEG"
211.0
041 307.0
1 353.2
RT 1.101 0.2 95.2 201.2 4
1 296.0
218.0 35,8 411.0 ‘ 83
0l ‘HQ419?'GM459'SNM\ LJJ18§}9‘ Tt 37T \\ I u%u %“m\‘§77-f I A uﬁW9}4 P8 L\\?
100 200 300 400 500 m/z
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MaxPeak: 100.00% | RERR AR
Ret Time: 0.290 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\1 1\27\L687329D\027-D6B-B1-CLQ379820.D)
mAU 1 0.290
400
300
MEOD/\N/\S 200%
- ]
N 100
HO 1
Se ‘ ‘ ‘
0 05 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\11\27\L687329D\027-D6B-B1-CLQ379820.D)
mAU 7
204
155
10 5
5
0 é I I I T
0 0.5 1 1.5 min
MSD1 TIC, MS File (D:\DATA\11\27\L687329D\027-D6B-B1-CLQ379820.D) ES-API, Fast Scan, Frag: 100, "POS
4 Time Areas 1200000 - 0.302
_________________ 1000000
800000 -
1 0.290 100.00 emmoo§
400000
200000 |
[ [ [ T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\11\27\L687329D\027-D6B-B1-CLQ379820.D) ES-API, Fast Scan, Frag: 100, "NE(
6000 ] 0.300 0.961
4000 |
2000
) [ [ [ T
0 0.5 1 1.5 min
ELST A, ELS1A, ELSD Signal (D:\DATA\11\27\L687329D\027-D6B-B1-CLQ379820.D)
LSu -
106
10.4
10. 2 =
N~
101
1. 5 min
*MSD1 SPC, tlme 0.300 of D.\DATA\11\27\L687329D\027 D6B-B1- CLQ379820.D ES-API, Fast Scan, Frag: 100, "POS"
7 205.0
RT 0.302 S0
. 137.0 206.2
0 \ Y 7 n \ \ \ ‘
100 200 300 400 500 m/2
*MSD2 SPC, time=0.294 of D:\DATA\11\27\L687329D\027-D6B-B1-CLQ379820.D ES-API, Fast Scan, Frag: 100, "NEG"
. 532.0
] 365.4
14 534.0
RT 0.300 ]
1 3286 357.2 ‘506-4 536.6
0 -1 R S .- - : AT
200 300 400 500 m/2
*MSD2 SPC, time=0.960 of D:\DATA\11\27\L687329D\027-D6B-B1-CLQ379820.D ES-API, Fast Scan, Frag: 100, "NEG"
] 361.0
2
RT 0.961 1
. ] 2628 4008 4796
—] H‘ 1 \‘H\ ‘ [N \‘\ ‘M ‘ I ‘\ M‘ [ 1 I m‘ \‘
100 200 300 400 500 m/2

Inj.Date 11/27/2023

S147

CH <invalid> Acqg. Method C:\Users\ -> ->



MaxPeak: 100.00% | AR AR ORI
Ret Time: 0.533 min DADA A, Sig=215,16 Ref=off (D:\DATA 1\27\L687329D\006-D6B-A1-CLQ379821.D)
mAU 1 0.533
1000 4
MeO 750 4
HO N 5f 258f |
O T i T T i
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\11\27\L687329D\006-D6B-A1-CLQ379821.D)
mAUj
400
200 \
Mol Wt 0 ] ‘ ‘ ‘ ‘
0 0.5 1 1.5 min
Exact Mass 7 MSD1 TIC, MS File (D\DATA\11\27\L687329D\006-D6B-A1-CLQ379821.D) ES-API, Fast Scan, Frag: 100, "POS
# Time  Area% 1500000 0.546
1 0.533 100.00 1000000
500000
) — \ \ ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D\DATA\11\27\L687329D\006-D6B-A1-CLQ379821.D) ES-API, Fast Scan, Frag: 100, "NEC
6000 0.540
4000 |
2000
i [ [ [ T
0 0.5 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (D\DATA\11\27\L687329D\006-D6B-A1-CLQ379821.D)
LSU 7
14 -
12
10 ] [ T —— [ — T
0 0.5 1 15 min
*MSD1 SPC, time=0.546 of D\DATA\11\27\L687329D\006-D6B-A1-CLQ379821.D ES-API, Fast Scan, Frag: 100, "POS"
] 255.0
50
RT 0.5406 ]
] 119.0 ‘256-2
0 BEE—— \ T \ \ \ \
100 200 300 400 500 m/2
*MSD2 SPC, time=0.540 of D:\DATA\11\27\L687329D\006-D6B-A1-CLQ379821.D ES-API, Fast Scan, Frag: 100, "NEG"
= 524.2
047; 380.8 4154 02,
RT 0.540 02 1166 417.4
“ 1 10038 1664  201.0 . 2900 3200 3 O'F‘m ‘ “418.6 ‘482- 533.8 | 59¢
: TRl i — S 2 ‘
100 200 300 400 500 m/2
S148
Inj.Date 11/27/2023 CH <invalid> Acg. Method C:\Users\ -> ->



MaxPeak: 100.00%
Ret_Time: 0.916 min CLQ379832
DADLI A, Sig=215,16 Ref=off (D:\DATE\1220\L697002D\SAMPLO000
mAU 0.916
1000 -
MeO 500
o0 |
\ ]
N= 0- T T T ‘
HO S5g 0.5 1 15 min
- DAD1 B, Sig=254,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000003.D)
mAU 4 /}L/
Oé N
50
-100 : : : : :
0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000003.D) ES-API, Scan, Frag: 100, "POS"
Mol Wit 0 1000000
0 750000 |
Exact Mass 500000
# Time  Area% 2500005
_________________ 0- T T T T
0.5 1 1.5 min
1 0.916 100.00 MSD2 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000003.D) ES-API, Scan, Frag: 100, "NEG"
30000
] 0.930
20000
10000
- I I I —
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\1220\L697002D\SAMPL000003.D)
mvV
30
28
26 I I I —
0.5 1 1.5 min
*MSD1 SPC, time=0.928 of D:\DATE\1220\L697002D\SAMPLO000003.D ES-API, Scan, Frag: 100, "POS"
137.2
75
RT 0.929 50
2 138.2 205.2
0 \ : r I \ I I
100 200 300 400 500 m/z
*MSD2 SPC, time=0.932 of D:\DATE\1220\L697002D\SAMPL000003.D ES-API, Scan, Frag: 100, "NEG"
203.2
0.75
RT 0.930 002-2 204.0
: 1032 | 160.6 2050 239.0 ‘ 2840 | 3 §4 3754 403q 475.9 | 523? 554.0 5882
0 ‘ ‘u PRI B “\ o B T, | il LS oo, w b NN R \‘
100 200 300 400 500 m/2
S149
Inj .Date 12/20/2023 CH -6- Acq. Method C:\CHEM32\-> ->



MaxPeak: 100.00%
Ret_Time: 0.984 min CLQ379833
DAD1 A, Sig=215,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000002.D)
Me mAU 0.984
MeQ 600
N= 200
o Sh |
Me 0+ ‘ ‘ : ;
0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\1220\L697002D\SAMPL000002.D)
mAU I/Jf:’_ﬂi.'
0
50—
-100 1 ‘ ‘ ‘ ‘
0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000002.D) ES-API, Scan, Frag: 100, "POS"
Mol Wt 0 ;
1000000
EXa_Ct M aSS 500000 {
# Time Area¥% ]
_________________ 0- T T T T
0.5 1 15 min
1 0.984 100.00 MSD2 TIC, MS File (D:\DATE\1220\L697002D\SAMPL000002.D) ES-API, Scan, Frag: 100, "NEG"
30000
1 0.997
20000 |
10000 |
: T I T —
0.5 1 1.5 min
ADCL A, ELSD (D:\DATE\1220\L697002D\SAMPL000002.D)
mvV
29
28
27
26 : : : »
0.5 1 1.5 min
*MSD1 SPC, time=0.995 of D:\DATE\1220\L697002D\SAMPL000002.D ES-API, Scan, Frag: 100, "POS"
97.2 233.2
5 1372
RT 0.997 gg raa
98.2 138.0 |
0 T — T o T T T T
100 200 300 400 500 m/z
*MSD2 SPC, time=0.999 of D:\DATE\1220\L697002D\SAMPL000002.D ES-API, Scan, Frag: 100, "NEG"
95.2
1
RT 0.997 45
O [ ‘ l()‘llz\ 128‘8 | [T l\ \O‘O\ ‘ 2%1‘0 I \‘ I | 323‘9 ‘ ‘ I :3\79‘8 ‘ 411‘8 I | | 47‘1‘2‘ | 509‘\2 | ‘ I 7\OI‘H() ] 59
T T S L MV RV
100 200 300 400 500 m/z
S150
Inj .Date 12/20/2023 CH -6- Acq. Method C:\CHEM32\-> ->



MaxPeak: 100.00%
Ret Time: 1.213 min

Mol Wt 0
Exact Mass

# Time Area%

1 1.213 100.00

cLQss115S LR
D)

DAD1 A, Sig=215,16 Ref=off (D:\DATE\0622\L627416D\008-D6F-A7-CLQ331159.

mAU 3 1.213
300
200
100 :
J \ I I
0 05 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\0622\627416D\008-D6F-A7-CLQ331159.D)
mAU ]
400
200
0-
I l I T
0 0.5 1 15 min
MSD1 TIC, MS File (D:\DATE\0622\L627416D\008-D6F-A7-CLQ331159.D) ES-API, Fast Scan, Frag: 100, "F
E 1.223
300000
200000
100000 -
1 I l I T
0 0.5 1 15 min

MSD2 TIC, MS File (D:\DATE\0622\L627416D\008-D6F-A7-CLQ331159.D) ES-API, Fast Scan, Frag: 100, "N

0] \ I I ‘
0 0.5 1 15 min
ELSL A, ELS1A, ELSD Signal (D:\DATE\0622\L627416D\008-D6F-A7-CLQ331159.D)
LSU
74
735
| T T T —
0 0.5 1 15 min
*MSD1 SPC, time=1.222 of D:\DATE\0622\L627416D\008-D6F-A7-CLQ331159.D ES-API, Fast Scan, Frag: 100, "POS"
323.0
75
RT 1.223 50 157.0
25 345.0
o H L |
[ T [ [ T T [ [ [
100 200 300 400 500 m/7
*MSD2 SPC, time=1.216 of D:\DATE\0622\L627416D\008-D6F-A7-CLQ331159.D ES-API, Fast Scan, Frag: 100, "NEG"
321.2
75
RT 1.221 50
25 322.0
04 I I w I I I
100 200 300 400 500 m/7
S151
Inj .Date 6/22/2023 CH Acq. Method C:\Users\ -> ->



MaxPeak: 100.00% |BOX17995
Ret Time: 0.675 min
DAD1 A, Sig=215,10 Ref=off (D:\DATE\JUN\280617\L051210D\SAMPLO
mAU E 0.675
MNMes ]
r 400
HO L 'D‘\.H Me ]
‘“L:““ J:' 200
P ]
g Me 04 — : - ‘ : :
o 0] 0.5 1 15 min
8(‘ DAD1 B, Sig=254,10 Ref=off (D:\DATE\JUN\280617\L051210D\SAMPL012.D)
mAU 13
300 4
200 -
100
= T T
* \ \ \ *
Mol Wt 0 0 0.5 1 1.5 min
Exact M ass ) MSD1 TIC, MS File (D:\DATE\JUN\280617\L051210D\SAMPL012.D) API-ES, Scan, Frag: 120, "Pos
# Time Area$ 1500000 0.705
1 0.675 100.00 1000000
500000 - S
i . - - T
: : | | | ‘ ‘ ‘
0] 0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\JUN\280617\L051210D\SAMPL012.D) , Scan, Frag: 120, "Neg"
200000 -
100000 E
] 0.708 _
U E— — ‘ ‘
0 0.5 1.5 min
ADC1 A, ELSD (D:\DATE\JUN\280617\L051210D\SAMPL012.D)
mAu
35
30
25
20 \ — —— \
0] 0.5 1 15 min
*MSD1 SPC, time=0.711 of D:\DATE\JUN\280617\L051210D\SAMPL012.D API-ES, Scan, Frag: 120, "Pos"
B 248.3
50
RT 0.705 ] 203.1 249.1
0- I \“ “ I I I T
100 200 300 400 500 m/z
*MSD2 SPC, time=0.703 of D:\DATE\JUN\280617\L051210D\SAMPL012.D , Scan, Frag: 120, "Neg"
7.5 3719 585.0
5] 246.0 374.0
RT 0.708 25 585.9
01 189 1800 2051 2§71 2832 3310 36}0 385.0,4100 4366 4851 ,554.8 i3]0
‘ ‘ | : : ! ‘ | : : | : | : : ‘ ‘ | : ‘ |
200 300 400 500 m/z
S152
Inj.Date 6/28/2017 Y P2-B-03 -SL- Acqg. Method C:\HPCHEM\-> ->



vaxpeak: 0060 | |IBOX14058 |
Ret_Time: 0.755 min |
DADL1 A, Sig=215,16 Ref=off (D:\DATE\JUN\0106\L009676D\SAMPL000009.D)
mAU 0.755
NMez 150 -
100 <
50 0.616
0 -
l T T T
0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\JUN\0106\L009676D\SAMPL000009.D)
mAU
100
0*: N
Mol Wt 0 ]
-100
Exact Mass : ‘ ! —
# Time  Area% 0 : 05 1 1.5 _____min
_________________ MSDL1 TIC, MS File (D:\DATE\JUN\0106\L009676D\SAMPL000009.D) ES-API, Scan, Frag: 100, "POS
1 0.616 E 0.770
2 0.755 90.60 100000 |
50000 0.631 — T T ]
O; /“ | ‘ I T
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\JUN\0106\L009676D\SAMPL000009.D) ES-API, Scan, Frag: 100, "NEG"
40000 -
30000
20000
10000
1 [ [ [ T
0 0.5 1 1.5 min
ADCL A, ELSD (D:\DATE\JUN\0106\L009676D\SAMPL000009.D)
mV;
30
29— -
28 —
R
27 ‘ : : : ‘ : ‘ : : :
0 0.5 1 15 min
*MSD1 SPC, time=0.629 of D:\DATE\JUN\0106\L009676D\SAMPL000009.D ES-API, Scan, Frag: 100, "POS"
E 162.6 324.0 369.2
50 140. 279.0
RT 0.631 1 185.2 370.0
0] 832 104.8 139.0 173.0 2238  281.0 ‘325-0 372.0 56
B ‘”””“‘ e e ”‘”“ L “ R R T - —— — “ " S
100 200 300 400 500 m/z
*MSD1 SPC, time=0.771 of D:\DATE\JUN\0106\L009676D\SAMPL000009.D ES-API, Scan, Frag: 100, "POS"
E 312.2
RT 0.770 50 267.0
1 | \ 314.2
0~ T I I ‘ I ‘
100 200 300 400 m/z
*MSD2 SPC, time=0.641 of D:\DATE\JUN\0106\L009676D\SAMPL000009.D ES-API, Scan, Frag: 100, "NEG"
= 367.2
E 158.8  198.4 261.6
752 144.8 324.8 396.0 530.0
RT 0.641 50 ‘ r 221.8 ; 6' 343.8 F 51T2
25 832 13101600, 2008 2386 2752 HTO3 |grgo | jaaze  gp54 | 538 s
100 200 300 400 500 m/z
*MSD2 SPC, time=0.767 of D:\\DATE\JUN\0O106\L009676D\SAMPL000009.D ES-API, Scan, Frag: 100, "NEG"
7 310.0
50
RT 0.770 ]
0l .. o . S183js122 4728 o
I I T I T T I T I I
100 200 300 400 500 m/z

Inj.Date 6/1/2016

A P2-A-09 -5- Acq. Method C:\CHEM32\-> ->



MaxPeak: 100.00%
Ret Time: 1.116 min

CLQ331161

D)

DAD1 A, Sig=215,16 Ref=off (D:\DATA\0626\L628111D\SAMPLE000024.

mAU | 1.116
200
NMe, 150
100
HO N Q.. 50%
L.-f H~ i 0 \ \ \ T
WE jq 0.5 1 1.5 min
0 ~F 0oE DADL B, Sig=254,16 Ref=off (D:\DATA\0626\L628111D\SAMPLE000024.D)
. : mAU
8j 200
100
o§~4444AV\\\r—-4~44\‘;g7
-100 -1
: : : : : : : :
MOI VVt 0.5 1 1.5 min
MSD1 TIC, MS File (D:\DATA\0626\L628111D\SAMPLE000024.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass ) fle ( ) can, Frag
i 0 1 1.133
# Time Area% 600000
1 1.116 100.00 400000
200000
0- \ I \ —
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0626\L628111D\SAMPLE000024.D) ES-API, Scan, Frag: 100, "NEG"
1 1.135
80000
60000 -
40000
20000
0- \ \ \ T
0.5 1 1.5 min
ADCL A, ADC1 (D:\DATA\0626\L628111D\SAMPLE000024.D)
mv
42
40
38 \ \ \ .
0.5 1 1.5 min
*MSD1 SPC, time=1.129 of D:\DATA\0626\L628111D\SAMPLE000024.D ES-API, Scan, Frag: 100, "POS"
380.0
RT 1.133 50 381.0
0 I . I I A‘ I I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.134 of D:\DATA\0626\L628111D\SAMPLE000024.D ES-API, Scan, Frag: 100, "NEG"
378.0
RT 1.135 50 379.0
0 \ \ \ ‘ - \
100 200 300 400 500 m/z
S154

Inj.Date 6/26/2023

OA -4 - Acq. Method C:\CHEM32\-> ->



weeak: 100008 | |BOX13648 I
Ret_Time: 0.656 min ||m
DADL A, Sig=215,10 Ref=off (D:\DATE\APR\1104\L005355D\SAMPL009.D)
mAU 0.656
’_f:::-l 807
N, 9a 60 |
%-"' N T
- 40 —
HO.__A._0._0 20
I I I
L, ) 0 0.5 1 15 min
FNE DADL1 B, Sig=254,10 Ref=off (D:\DATE\APR\1104\L005355D\SAMPL009.D)
mAU J
-20
Mol Wt 0 40~
Exact Mass 607 | | ‘ _
# Time  Area% 0 : 05 1 15 min
_________________ MSD1 TIC, MS File (D:\DATE\APR\1104\L005355D\SAMPL009.D) API-ES, Scan, Frag: 120, "Pos”
1 0.656 100.00 200000 é 0.684
é /\,/\_/\7\/\////
150000 - I
/ﬁ 100000 =
N 50000
SN 04
I I I
0 0.5 1 15 min
0 Sy ,’,:,O MSD2 TIC, MS File (D:\DATE\APR\1104\L005355D\SAMPL009.D) , Scan, Frag: 120, "Neg"
| 15000; 0.689
o s ]
10000
5000 \\A/\/N
i T T T T ‘ ‘ ‘
0 0.5 1 15 min
ADC1 A, ADC1 ELSD (D:\DATE\APR\1104\L005355D\SAMPL009.D)
mV 7
23.25
23
2275
225 ‘ ‘ ‘
0 0.5 1 15 min
*MSD1 SPC, time=0.676 of D:\DATE\APR\1104\L005355D\SAMPL009.D API-ES, Scan, Frag: 120, "Pos”
3 243.0
50
RT 0.684 ] 157.1
0] ‘ 159.0 244.1 3070 3663
| ' ' I ' | ' I | '
100 200 300 400 500 m/z
*MSD2 SPC, time=0.686 of D:\DATE\APR\1104\L005355D\SAMPL009.D , Scan, Frag: 120, "Neg"
3 2411
RT 0.689 - palo
1 1129 Sl
L R — \ ‘ ] . \ r —
100 200 300 400 500 m/z
S155

Inj.Date 4/12/2016 A P2-A-06 -SL- Acq. Method C:\HPCHEM\-> ->


Misha
Штамп


MaxPeak: 100.00%
Ret Time: 0.792 min

IBOX13627

DAD1 A, Sig=215,16 Ref=off (D:\ DATE\MARCH\300316\L004164E\014-D7F-C2-IBOX13627.D
mAU | 0.792
. 100
= ]
M ] 9]) ]
N 504
O :L. O O 1 \ \ \
= 0 05 1 1.5 min
| Py DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\300316\L004164E\014-D7F-C2-IBOX13627.D)
Y mAU 1 -
Me E \¥//////ﬂ////////f//A/fi///
0
M ol Wt 0 -207
40
Exact M ass : : : :
4 Time Areas 0 05 1 1.5 min
_________________ MSD1 TIC, MS File (D:\DATE\MARCH\300316\L004164E\014-D7F-C2-IBOX13627.D) ES-API, Scan, Frag: 100
. 0.804
1 0.792 100.00 60000 3
40000
20000 |
0 . [ [ [ T
0 05 1 1.5 min
MSD2 TIC, MS File (D:\DATE\WMARCH\300316\L004164E\014-D7F-C2-IBOX13627.D) ES-API, Scan, Frag: 100
] 0.804
15000
10000
5000
1 [ [ [ T
0 05 1 1.5 min
ADC1 A, ELSD (D:\DATE\MARCH\300316\L004164E\014-D7F-C2-IBOX13627.D)
mV ]
36 -
1 —
34
:“M\,
32 |
0 15 min
*MSD1 SPC, time=0.804 of D.\DATE\MARCH\300316\L004164E\014 D7F- 02 IBOX13627.D ES-API, Scan, Frag: 100, "POS"
E 257.0
50
RT 0.804 ]
: 2582 2910
02— \ T 7 \ T
100 200 300 400 500 m/z
*MSD2 SPC, time=0.800 of D:\DATE\MARCH\300316\L004164E\014-D7F-C2-IBOX13627.D ES-API, Scan, Frag: 100, "NEG"
E 259.8
RT 0.804 507 260.8
0 1189.0 T | 4396 ) )
[ T [ [ T T [ T
200 300 400 500 m/z

Inj.Date 3/30/2016

5156

T <invalids> -7- Acqg. Method C:\Chem32\-> ->



VePeak:  100.00% (J562994 LR
Ret Time: 0.634 min DADL A, Sig=215,16 Ref=off (D\DATE\2023\SEPT\2609\L 662039D\010-D6FA8-CL (362994.D)
mAU 0634
400
300
200+
100
0~ \ \ \ .
05 1 15 mi
DADL B, Sig=254,16 Ref=off (D\DATE\2023\SEPT\2609\L 662039D\010-D6~A8-CLQB62994.D)
mAU 7
200
9¢c 100
o- \W
Mol Wt 0] -100° | | ‘ | .
05 1 15 mi
Bxact Miss MSD1 TIC, MS File (D\DATE2023\SEPT\2609\L 662039D\010-D6—A8-CLQB62994.D) ES-API, Fast Scan, Frad
# Time Arest 1250000~ 0646
1000000
1 0.6 100.00 750000
500000
250000
0- \ \ \ —
05 1 15 mi
MSD2 TIC, MS File (D\DATE2023\SEPT\2609\L 662039D\010-D6—-A8-CLQB62994.D) ES-API, Fast Scan, Frad
100000 o647
80000
60000
40000
20000
0 [ — [ [ T
05 1 15 in
ADCL A ADCIA, EL.SD (D\DATE\2023\SEPT\2609\L 662039D\010-D6-A8-OLQB62994.D)
mv-]
-
20
15-
10
A I I I ‘
05 1 15 i
*MBDI1 SPC, time=0.651 of DADATE\2023\SEP T\2609\L662039D\010-D6~A8-CLQB62994.D ES-API, Fast Scan, Frag: 100, "POS
. 2710
RT 0.646 0 o2
] 156.8 ‘
0~ T 5 ‘ T ‘ T T T ‘
100 200 300 400 500 nvz
*MBD2 SPC, time=0.645 of DADATE\2023\SEP T\2609\L 662039D\010-D6—A8-0LQB62994.D ES-AP, Fast Scan, Frag: 100, "NEG
. 2690
RT 0.647 0 02
] < 3330
07 [
I I [ T I [ I
100 200 300 400 500 nvz
S157

Inj -Date 9/25/2023 AN <inalid> -3- Acg- Method C:\Users\ —~ —



Maxeak: 97.21% AR AR
Ret_Time : 0.835 min DAD1 A, Sig=215,16 Ref=off (D:\D\10_25\L673833D\SAMPLE000009.D)
mAU | 0.835
/= 400 -
NoN ]
200
HO. | “\I’O\H . 0.715
04 \
P I I I ‘
SN |’”““‘\“~ 0.5 1 1.5 min
o T\ )\_OH DAD1 B, Sig=254,16 Ref=off (D:\D\10_25\L673833D\SAMPLE000009.D)
mAU
9d E
400
200 -
0 ; ™
* I I I *
M OI Wt 0 0.5 1 1.5 min
Exact M ass MSD1 TIC, MS File (D:\D\10_25\L673833D\SAMPLE000009.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 7 0.851
----------------- 400000
1 0.715 2.79 ]
2 0.835 97.21 200000
0 I — \ I ‘
0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\10_25\L673833D\SAMPLEO000009.D) ES-API, Scan, Frag: 100, "NEG"
40000 - 0.851
30000 |
20000
10000 | 0.73
(e
* I I I *
0.5 1 1.5 min
ADC1 A, ADC1 (D:\D\10_25\L673833D\SAMPLE000009.D)
mV
35
32,54
304
27.5 7 f*\
251 B ——
: ; ; ‘ ‘ ; ; ;
0.5 1 1.5 min
*MSD1 SPC, time=0.737 of D:\D\10_25\L673833D\SAMPLE000009.D ES-API, Scan, Frag: 100, "POS"
1 157.0
B 196.6
RT 0.737 1 ‘159.0 ‘392.0
T - - ‘ I T I I
100 200 300 400 500 m/z
*MSD1 SPC, time=0.854 of D:\D\10_25\L673833D\SAMPLE000009.D ES-API, Scan, Frag: 100, "POS"
40 - 335.0
20
RT 0.851
157.0 ‘336'0
0- I . \ \ N - \ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=0.733 of D:\D\10_25\L673833D\SAMPLE000009.D ES-API, Scan, Frag: 100, "NEG"
0_2% 390.0
RT 0.733 0.1 90.8
0 e ‘197.6‘221.2 ‘ ‘413.0
— [l [T ] . ] I ]
; ‘ ; ; ; ‘ ‘ ; ; ‘
200 300 400 500 m/z
*MSD2 SPC, time=0.850 of D:\D\10_25\L673833D\SAMPLE000009.D ES-API, Scan, Frag: 100, "NEG"
E 333.0
2-
RT 0.851 1] 334.0
0- \ \ : - \
200 300 400 500 m/z
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s oo | IBOX13689 [
Ret_Time: 0.892 min | IR GE AL
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000008.D)
=\ mAU = 0.892
N7 150 -
HO 0. 100
7(TL 50 3 1.185
0, -
0 P \ I \ T
OMe 0.5 1 1.5 min
9e DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000008.D)
mAU{
100 -
Mol Wt 0 o I
Exact M ass T : ‘ ! ‘
- ° 0.5 1 1.5 min
Time Areas
1_*_ ) _:_L ____________ MSD1 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000008.D) ES-API, Scan, Frag: 100, "POS"
1 0.892 91.95 E 0.915
2 1.185 8.05 400000;
200000
0- \ \ \ i
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000008.D) ES-API, Scan, Frag: 100, "NEG"
] 0.915
200000 -
100000 - M
0- : : : : : : : : : : :
0.5 1 1.5 min
ADCT A, ADC1 (D:\DATE\MARCH\230316\L03689D\SAMPL000008.D)
mV ]
] I
. j
204
i I \ I ‘
0.5 1 1.5 min
*MSD1 SPC, time=0.914 of D:\DATE\MARCH\230316\L03689D\SAMPL000008.D ES-API, Scan, Frag: 100, "POS"
E 349.2
RT 0.915 50 157.2
1 \ 351.2
0- I . I I L . I
100 200 300 400 500 m/Z
*MSD2 SPC, time=0.918 of D:\DATE\MARCH\230316\L03689D\SAMPL000008.D ES-API, Scan, Frag: 100, "NEG"
E 347.2
RT 0.915 50
1 3492
0- I I I — : I ‘
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.202 of D:\DATE\MARCH\230316\L03689D\SAMPL000008.D ES-API, Scan, Frag: 100, "NEG"
E 311.0
RT 1.204 50 312.0
1 113.0 \
0- — : I — : — : - I I
100 200 300 400 500 m/Z
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IBO

X13688

asponk. 100,008 | [N TR
Ret_Time: 0.857 min | IR GE TR
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000009.D)
mAU 0.857
300 -
200 -
100 —
0 é I “ I I T
0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000009.D)
mAU 1
200 -
100~
M ol Wt 0 0- W
Exact M ass 00— ‘ ‘ ‘ ‘
# Time Area$ _ 0.5 1 1.5 min
_________________ MSD1 TIC, MS File (D:\DATEWARCH\230316\L03689D\SAMPL000009.D) ES-API, Scan, Frag: 100, "POS"
1 0.880
1 0.857 100.00 600000 ]
400000
200000
0 - I I I T
0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000009.D) ES-API, Scan, Frag: 100, "NEG"
1 0.881
300000 —
200000 -
100000 —
0- [ [ [ T
0.5 1 1.5 min
ADC1 A, ADC1 (D:\DATE\MARCH\230316\L03689D\SAMPL000009.D)
mV A
E /
2 /ﬂ
204
15 : : : ‘
0.5 1 15 min
*MSD1 SPC, time=0.880 of D:\DATE\MARCH\230316\L03689D\SAMPL000009.D ES-API, Scan, Frag: 100, "POS"
g 379.2
50 -
RT 0.880 1
] ‘157.2 a1 2
0- I T I I I ‘
100 200 300 400 500 m/2
*MSD2 SPC, time=0.885 of D:\DATE\MARCH\230316\L03689D\SAMPL000009.D ES-API, Scan, Frag: 100, "NEG"
g 377.2
RT 0.881 50
1 379.2
0- I I I — — ‘
100 200 300 400 500 m/7
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MaxPeak: 100.00% | |
Ret Time: 0.731 min DAD1 A, Sig=215,16 Ref=off (D:\D\10_17\L670467D-PART2\007-D4B-B1-CLQ377550.D)
mAU 1 0.731
/= 750 -
RN 500 -
250 |
- / | 2
Tj ;I /l 0 \ ‘ \ \
= o) 0 05 1 1.5 min
\U /{ > DAD1 B, Sig=254,16 Ref=off (D:\D\10_17\L670467D-PART2\007-D4B-B1-CLQ377550.D)
0 ]
mAU ]
9g 600
400
200
Mol Wt 0 o ‘ ‘ ‘ |
0 05 1 1.5 min
Exact M ass ~MSDTTIC, MS File (DD\10_{7\L670467D-PART2007-D4B-B1-CLO377550.D) ES-API, Fast Scan, Frag: 100,
# Time  Area% 500000 - 0.747
_________________ 400000
1 0.731 100.00 300000
200000 =
100000
(EES e : —————
0.5 1 15 min
MSD2 TIC, MS File (D:\D\10_17\L670467D-PART2\007-D4B-B1-CLQ377550.D) ES-API, Fast Scan, Frag: 100,
] 0.742
100000
50000 |
0 I I I T
0 05 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\D\10_17\L670467D-PART2\007-D4B-B1-CLQ377550.D)
LSU
125 -
12
115 e N
— — T T T — T T T
0 05 1 1.5 min
*MSD1 SPC, time=0.744 of D:\D\10_17\L670467D-PART2\007-D4B-B1-CLQ377550.0 ES-API, Fast Scan, Frag: 100, "POS"
E 363.2
RT 0.747 %07
0] 157.0 1 365.2
: e : — : ey :
100 150 200 250 300 350 400  m/7
*MSD2 SPC, time=0.739 of D:\D\10_17\L670467D-PART2\007-D4B-B1-CLQ377550.D ES-API, Fast Scan, Frag: 100, "NEG"
E 361.0
RT 0.742 502 362.0
0- I I | “ [ I '
100 200 300 400 500 m/z

Inj.Date 10/17/2023
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MaxPeak: 100.00% IBOX13044
Ret Time: 0.969 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MARCH\300316\L004277D\040-D7F-C7-
=\ mAU 0.969
N B
J/“H’/ 3007
HO\[/‘TO\ _Me 200
ISP 0- e ‘ ‘ ‘
~ 0OMe 0.5 1 15 min
9h DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\300316\L004277D\040-D7F-C7-IBOX13644.D)
mAU
200
100 -
Mol Wt 0 1 B N |
Exact M ass e —— ‘ | | ‘
# Time Area$% i 0.5 1 1.5 min
_________________ MSD1 TIC, MS File (D:\DATE\MARCH\300316\L004277D\040-D7F-C7-IBOX13644.D) ES-API, Scan, Frag: 100
1 0.969 100.00 E 0.982
200000
100000
;I —
o+ - ‘ ———
0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\MARCH\300316\L004277D\040-D7F-C7-IBOX13644.D) ES-API, Scan, Frag: 100
40000 - 0.983
30000 |
20000 |
10000 - W
0- ‘ s - -
0.5 1 15 min
ADC1 A, ELSD (D:\DATEWARCH\300316\L004277D\040-D7F-C7-IBOX13644.D)
mV ]
60 -
40
= T ——— T ‘
0.5 1 15 min
“MSD1 SPC, time=0.979 of D:\DATE\MARCH\300316\L004277D\040-D7F-C7-IBOX13644.D ES-API, Scan, Frag: 100, "POS"
E 363.0
20
RT 0.982 10 364.0
0- — e e e SR ‘_“ e :
100 150 200 250 300 350 400 miZ
“MSD2 SPC, time=0.983 of D:\DATE\MARCH\300316\L004277D\040-D7F-C7-IBOX13644.D ES-API, Scan, Frag: 100, "NEG"
4 369.4
RT 0.983 24 370.6
0- I I : I T ‘
100 200 300 400 500 miZ
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%
8
é

mAUS 0898
KD*;
200
0- \ \ \ —
0.5 1 15 mn
DADI B, Sg=254,16 Ref=off (D\DATE\2023\SEHPT\260\L662039D\009-DEFA7-CLB62993.D)
mQUj
100
0 T
Mol Wt 0] T | | | .
0.5 1 15 mn
Bm I\/ms MSD1 TIC, MS FHle (D\DATE\2023\SHPT\26090\L 662039D\009-De-A7-CLCB62993.D) ES-AF, Fast Scan, Fag
# Time Areah E 0.910
lmi
1 0.898 100.00 1000000
o~ \ — \
05 1 15 nmin
MSD2 TIC, MS FHle (D\DATE\2023\SHPT\26090\L 662039D\009-DE-A7-CLCB62993.D) ES-AF, Fast Scan, Fag
200000 0.914
150000
100000
50000
0 \ \ \ ‘
05 1 1.5 nmin
ADCL A ADCIA, H_SD (D\DATE\2023\SHPT\2600\L662039D\009- DEFA7-CLB62993.D)
r'ﬁ\/é
o]
]
10—
k \ T \ ‘
05 1 1.5 mi
*MSDL SPC, time=0.908 of D\DATE\2023\SHPT\260\L662039D\009-De-A7-CL(B62993.D ES-AR, Fast Scan, FHrag: 100, "POS
,: 417.0
RT 0.910 03
] 157.0 | 4190
0~ \ - ‘ \ \ \ T ‘
100 200 300 400 nvz
*MSD2 SPC, time=0.914 of D\DATE\2023\SHPT\260\L662039D\009-D6-A7-CL(B62993.D ES-AR, Fast Scan, FHrag: 100, "NEG
,: 4150
RT 0.914 03
] 417.2
0~ \ \ \ \ M ‘ I
100 200 300 400 500 nvz

Inj -Date 9/25/2023
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MaxdPeak: 100.00% g
Ret Time: 0.934 min DADL A Sig=215,16 Ref=oif (D\DATE\2023\SEPT\2609\662039D\011-D6A9-CL(B362997.D)
mAU-] 0934
300
/::-1 E
N\r N 200
100
o-! T :
F o 5 3_5 i}
T\ DADL B, Sig—=254,16 Ref—off (D\DATE\zozasavnzeog\Leezoagaon D6~A9-Q (B62997.D)
00k, E
mAU-|
9j 300
200
100
01
Mol Wt 0 ai T ‘
O 5 :I_5 mn
Bxact MBss MSDL TIC, MSFile (D\DATE\ZOZB\SEPT\Z&HLGGZCBQD\OJ_’L D6A9-CL(IB62997.D) ES-AP, Fast Scan, Frag
= E 0.950
# Time Areah 2000000~
1500000
1 0.4 100.00 E
1000000
500000
0l — S \/\—\AfmAwfv\g, -
; ; ‘ ; ; ; ‘ ‘
05 15 i}
MSD2 TIC, MS File (D\DATE\ZOZB\SEPT\Z&HLGGZCBQD\OJ_’L D6A9-CL(IB62997.D) ES-AP, Fast Scan, Frag
300000 0949
200000
100000
0 —_—]
:I_5 mn
ADC1 A, ADCIA, ELSD(D\DA'I'E\ZCQ&SEPI’\ZGOQ\LGSZOSQJO:L‘L D6~A9-O (B62997.D)
mv
40
30
20
10
[ [ T
05 1 3_5 in}
VD1 SPC, time=0.955 of D\DATE\2023\SEPT\2609\L662039D\011-D6A9-AL.(QB62997.D ES-AP, Fast Scan, Frag: 100, "POCS
E 403.0
RT 0.950 0
o g 1568 | 405.0
I T T [ [ I T T
100 200 300 400 nvz
“\VBDR2 SPC, time=0.949 of D\DATE\2023\SEPT\2609\L 662039D\011-D6-A9-CLQB62997.D ES-API, Fast Scan, Frag: 100, "NEG
E 401.0
RT 0.949 0
] 408.0
0~ I I I J‘ ‘ I ‘
100 200 300 400 500 nvz

Inj -Date 9/25/2023
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MaxPeak: 100.00%
Ret Time: 0.847 min

IBOX27391

mAU 0.847
- 400 |
\§=4\ 200
hl] Hff 0 7: I I I T
S 0 0.5 1 1.5 min
\L \]'/ DAD1 B, Sig=254,16 Ref=off (D:\DATE\DES\1912\[214294D\004-D5B-A3-IBOX27391.D)
.
“ mAU 3
150 4
100
50 e
o+
— : : :
Mol Wt 0 0 0.5 1 1.5 min
Exact Mass MSD1 TIC, MS File (D:\DATE\DES\1912\L214294D\004-D5B-A3-IBOX27391.D) ES-API, Scan, Frag: 100, "POS
# Time Area% 600000 é 0.856
1 0.847 100.00 400000 -
200000
0- T B S ‘/v“’ I — I T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\DES\1912\[214294D\004-D5B-A3-IBOX27391.D) ES-API, Scan, Frag: 100, "NE(
1 0.857
20000 |
10000
O ; T T T T ‘ ‘ ‘ T
0 0.5 1 1.5 min
ELST A, ELS1A, ELSD Signal (D:\DATE\DES\1912\L214294D\004-D5B-A3-IBOX27391.D)
Lsu 4
12
11.54
114
10.5 7 3 . -
04— )\V’" I I T
0 0.5 1 1.5 min
*MSD1 SPC, time=0.854 of D:\DATE\DES\1912\[214294D\004-D5B-A3-IBOX27391.D ES-API, Scan, Frag: 100, "POS"
] 293.0
50 |
RT 0.856 ] 119.2 294.2
0 : : : e — ‘L‘ — — —
100 150 200 250 300 350 400 miz
*MSD2 SPC, time=0.858 of D:\DATE\DES\1912\[214294D\004-D5B-A3-IBOX27391.0 ES-API, Scan, Frag: 100, "NEG"
g 291.2
50 |
RT 0.857 ] 117.2 292.2
01— : I L\ I - I
100 200 300 400 500 m/z

Inj.Date 12/19/2019
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MaxPeak: 100.00% IBOX27197

Ret Time: 1.002 min

DAD1 A, Sig=215,16 Ref=off (D:\DATE\DES\1012\L211658D\SAMPL000015.D

mAU - 1.002
200 -
10b 150 -

\ \ \ ‘
0.5 1 1.5 min

/LTI DAD1 B, Sig=254,16 Ref=off (D:\DATE\DES\1012\L211658 D\SAMPL000015.D)

M Ol Wt O 0ﬁ5 ‘% 1f5 ‘min
EX&C’[ M ass MSD1 TIC, MS File (D:\DATE\DES\1012\L211658D\SAMPL000015.D) ES-API, Scan, Frag: 100, "POS
1.029

# Time Area% 300000

1 1.002 100.00

200000

100000

\ \ \
0.5 1 1.5 min

MSD2 TIC, MS File (D:\DATE\DES\1012\L211658D\SAMPL000015.D) ES-API, Scan, Frag: 100, "NEG"
1.028

N
o
o
o
o
Lo b b

\ E— \
0.5 1 1.5 min
ADC1 A, ADC1 (D:\DATE\DES\1012\L211658D\SAMPL000015.D)

<5 T

‘ ‘ ‘ \ \ \ \
0.5 1 1.5 min
*MSD1 SPC, time=1.029 of D:\DATE\DES\1012\L211658D\SAMPL000015.D ES-API, Scan, Frag: 100, "POS"

307.2

N
o
|

RT 1.029 308.2

119.2 |

N
o o
[

I I I I
100 200 300 400 m/Z
*MSD2 SPC, time=1.025 of D:\DATE\DES\1012\L211658D\SAMPL000015.D ES-API, Scan, Frag: 100, "NEG"

305.2

RT 1.028

o =~ N

‘117.0 ‘ 307.0

I I ‘ I ‘
200 300 400 m/z
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MaxPeak: 100.00%
Ret Time: O.787 min

é

DAD1 A Sig=215,16 Ref=off (D\DATE\2023\SHPT\2609\L662039D\007-D6A5-CL(QB62992.D)

mAU | 0.787
400
/_ 10¢ 1
) 200
0; \ [ T
05 15 i
HOT DADL B, Sig=254,16 Ref=off (D\DATE\2023\SEPI'\2609\L662(I§]D\CD7 D6RA5-CLQBE2992.D)
I mAU
300
200
100
Mol Wt 0] ~100= | | I |
05 :I_5 mn
Bxact MBss MSDL TIC, VS File (D\DATE\ZOZB\SEPT\Z&HLGGZCBQD&)? DEF-A5-CL(BE2992.D) ES-API, Fast Scan, Frad
# Time Aresh ] 0.79%9
1500000
1 0.787 100.00 1000000
500000
Oj [ \ T
05 :I_5 mn
MSD2 TIC, MS File (D\DATE\ZOZB\SEPT\Z&HLGGZCBQD&)? DEF-AS-CL(BE2992.D) ES-API, Fast Scan, Frad
0.8
100000
50000
0 \ [ T
05 15 rrin
ADCL A ADCIA, ELSD(D\DATE\ZOZS\SEPT\ZGOQLGBZ(BQJCD? D6RA5-CLQBE2992.D)
mv 3
40
30
20
10
[ [ T
05 1 15 i
*VEDL SPG, time=0.808 of D\DATE2023\SEPT\2600\L 662039D007-D6A5-CL(B62992.D ES-API, Fast Scan, Frag; 100, "POS
. 210
RT O.799 0 22
1 156.8 |
0~ I a ‘ I I ~ I I ‘
100 200 300 400 500 vz
*MEDZ2 SPG, time=0.797 of D\DATE2023\SEP T\2609\L 662039D\007-D6A5-OL(IB62992. D ES-AP!, Fast Scan, Frag: 100, "NEG
. 3190
RT 0.802 0
1 P12
0~ I I I ' ‘ I ‘
100 200 300 400 m/z

Inj -Date 9/25/2023
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e, 1000 | IBOX13686 (L
Ret_Time: 1.019 min | LI HERE AR
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000007.D)
N mAU 1.019
¢ ]
\::H‘ ]
N 200 |
NN 1
100
HO “,___:u___.cl ]
| N | 0= I I I T
DR 05 1 1.5 min
o} A om DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000007.D)
B
mAU -
10d E
200 |
100 -
Mol Wt 0 0 X
Exact M ass -100 -—— | | | ‘
# Time Area$ _ 0.5 1 1.5 min
_________________ MSD1 TIC, MS File (D:\DATEWARCH\230316\L03689D\SAMPL000007.D) ES-API, Scan, Frag: 100, "POS"
1 1.019 100.00 800000 — 1.042
600000 |
400000 |
200000 |
1 T
0- : : S —
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000007.D) ES-API, Scan, Frag: 100, "NEG"
400000~ 1.044
300000
200000
100000 | ]
0 . —— I I I T
0.5 1 1.5 min
ADC1 A, ADC1 (D:\DATE\MARCH\230316\L03689D\SAMPL000007.D)
mV 3
30
25—
205 -
: I I I T
0.5 1 1.5 min
*MSD1 SPC, time=1.039 of D:\DATE\MARCH\230316\L03689D\SAMPL000007.D ES-API, Scan, Frag: 100, "POS"
7 399.2
50 -
RT 1.042 1
] 1972 1401.2
0- T T T T T ‘ ‘
100 200 300 400 miz
*MSD2 SPC, time=1.043 of D:\DATE\MARCH\230316\L03689D\SAMPL000007.D ES-API, Scan, Frag: 100, "NEG"
7 397.2
RT 1.044 507
1 399.2
0- I I I T ‘ I I
100 200 300 400 500 m/z
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Inj.Date 3/22/2016 T P2-B-02 - 4 - Acqg. Method C:\CHEM32\-> ->



s, 5000 | IBOX13684 TR
Ret_Time: 0.978 min | IR GE AL AR
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000002.D)
mAU 0.978
Y
\r\ 300
NN 200 -
100 3
Ho. _k_ oL E 1.129
| N | 0+ \ = ‘ I ‘
o ~ Olea 0.5 1 1.5 min
I L/I DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000002.D)
Z“oMe mAU -
10e E
200 1
100 3
Mol Wt 0 i I
Exact M ass 00 et ‘ ‘ ‘ ‘
- ° 0.5 1 1.5 min
T Areas
1_*_ o :_”f“f __________ MSD1 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000002.D) ES-API, Scan, Frag: 100, "POS"
1 0.978 98.09 1000000 — 1.000
2 1.129 1.91 800000
600000 —
400000 1.154
200000 R
0 : ‘ : : : : : : : : :
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000002.D) ES-API, Scan, Frag: 100, "NEG"
E 1.002
400000 5
300000 -
200000 5
100000 1.150 S
0- \ \ \ ‘
0.5 1 1.5 min
ADC1 A, ADC1 (D:\DATE\MARCH\230316\L03689D\SAMPL000002.D)
mVé
35
30 S
25 -
204
- ‘ ‘ T ‘ T T T T
0.5 1 1.5 min
*MSD1 SPC, time=0.997 of D:\DATE\MARCH\230316\L03689D\SAMPL000002.D ES-API, Scan, Frag: 100, "POS"
E 429.2
50
] 430.2
RT 1.000 ] 157.2 3302
0 I . I I I o I
100 200 300 400 500 m/z
*MSD1 SPC, time=1.156 of D:\DATE\MARCH\230316\L03689D\SAMPL000002.D ES-API, Scan, Frag: 100, "POS"
7 157.2
RT 1.154 507
07: . \‘ \167.2 ‘\ 344.0
I T T I I T T I I T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.001 of D:\\DATE\MARCH\230316\L03689D\SAMPL000002.D ES-API, Scan, Frag: 100, "NEG"
E 427.2
RT 1.002 507
. 429.2
0- I I I I = ‘ I T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.152 of D:\\DATE\MARCH\230316\L03689D\SAMPL000002.D ES-API, Scan, Frag: 100, "NEG"
7 341.2
RT 1.150 50 427.2
04 910,130 280.8 | 34458 ‘ o
I T I T I T T I T I I
100 200 300 400 500 m/z
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oo seon | IBOX13849 (T
Ret_Time: 1.014 min A L R
DAD1 A, Sig=215,16 Ref=off (D\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D)
mAU 1 1.014
200 |
1005 1.230
0] B e
] ——
T I I I T
0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D)
mAU 1
200
10f 100 -
7 ‘\[\ — — - E—
-100 1 ‘ ‘
“A(ﬂ VVt 0 d5 4 “5 min
Exact Mass 7 MSD1 TIC, MS File (D:\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D) ES-API, Scan, Frag: 100, "PQ
# Time Area$ 400000 *; 1.025
————————————————— 300000
1 1.014 096.54 200000 -
2 1.230 3.46 100000
- - -
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D) ES-API, Scan, Frag: 100, "NE
E 1.027
6000 |
4000
2000 |
0- \ — \ ‘
0.5 1 1.5 min
ADCT A, ELSD (D:\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D)
mV 7
80
60
40 S -
i U S \ \ ‘
0.5 1 1.5 min
*MSD1 SPC, time=1.021 of D:\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D ES-API, Scan, Frag: 100, "POS"
75 413.
50
RT 1.025 3
257 415
U I I I I I I I —
100 150 200 250 300 350 400 m/4
*MSD2 SPC, time=1.025 of D:\DATE\MAR\240316\L003887D\016-D7F-B6-IBOX13849.D ES-API, Scan, Frag: 100, "NEG"
E 411.2
=
RT 1.027 E
05 E 4132
0 I \ o ‘ I
200 300 400 500 miZ
S170
Inj.Date 3/24/2016 Y <invalid> -9- Acqg. Method C:\Chem32\-> ->



MaxPeak:

Ret_Time: 1.186 min CLQ377163

(“1
i :::\/
NN

HQ

10g

Mol Wt

100.00%

Exact Mass
# Time Area%

1 1.186 100.00

RT 1.207
RT 1.206
Inj .Date

DAD1 A, Sig=215,10 Ref=off (D:\DATE\0928\L662928D\SAMPL018.D)

mAU - 1.186
1000
500
! :
1 1

0 I I _
0 0.5 .5 min
DAD1 B, Sig=254,10 Ref=off (D:\DATE\0928\L662928D\SAMPL018.D)
mAU 1
750 4
500
250
0
I I I
0 0.5 1 1.5 min
0 MSD1 TIC, MS File (D:\DATE\0928\L662928D\SAMPL018.D) API-ES, Scan, Frag: 120, "Pos"
E 1.207
2000000
1500000 |
1000000 -
500000
i - I | S -
0 T T T ‘ ‘ T ‘ ] 1
0 0.5 1 15 min

MSD2 TIC, MS File (D:\DATE\0928\L662928D\SAMPL018.D) , Scan, Frag: 120, "Neg".

.206
200000
100000
N -

0 ‘ T ‘ 7\7¥7777‘7 ‘ T T )
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATE\0928\L662928D\SAMPL018.D)
mvV é
60
50
40
30
) I I I
0 0.5 1 1.5 min
*MSD1 SPC, time=1.204 of D:\DATE\0928\L662928D\SAMPL018.D API-ES, Scan, Frag: 120, "Pos"
B 467.0
50
] 468.0
0 \ : \ I \ ‘ I ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.214 of D:\DATE\0928\L662928D\SAMPL018.D , Scan, Frag: 120, "Neg"
B 465.0
50 466.0
0 ] ] ] ] — ] I
100 200 300 400 500 m/z
S171
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MaxPeak: 100.00%
Ret Time: 1.153 min CLQ377170
//1‘---,. DAD1 A, Sig=215,10 Ref=off (D:\DATA\1004\L665529D-PART 1\SA
'-.IL __)'J mAU
S
| 400 4
Ne N
l 200
HO.__4, O ] N
\H qﬂ 0 \ ] \
= e 0 0.5 1 1.5 min
l DAD1 B, Sig=254,10 Ref=off (D:\DATA\1004\L665529D-PART 1\SAMPL038.D)
o] e
OCFy mAU —
10h 400
200 =
0o
‘ I I
0 0.5 1 1.5 min
MSD1 TIC, MS File (D:\DATA\1004\L665529D-PART1\SAMPL038.D) API-ES, Scan, Frag: 120, "Pos"
M Ol Wt 0 4000000 - 1.177
Exact Mass 2000000 ]
# Time Area$%
_________________ 0 ‘ -
0 0.5 min
- 1.153 100.00 MSD2 TIC, MS File (D:\DATA\1004\L665529D—PART1\SAMPLO38.D) , Scan, Frag: 120, "Neg"
300000 1.178
200000
100000
0 I
0 0.5 1
ADC1 A, ADC1 ELSD (D:\DATA\1004\L665529D-PART 1\SAMPL038.D)
mV ]
60 |
40| B ]
\ I I
0 0.5 1 1.5 min
*MSD1 SPC, time=1.168 of D:\DATA\1004\L665529D-PART 1\SAMPL038.D API-ES, Scan, Frag: 120, "Pos"
E 453.0
754
RT 1.177 50 454.0
25 E 119.1 455.1
0 A I I I = I I
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.178 of D:\DATA\1004\L665529D-PART 1\SAMPL038.D , Scan, Frag: 120, "Neg"
60 4 451.0
40
RT 1.178 20 4521
] ‘453.0
0- I \ I ‘ ‘ I \
200 300 400 500 m/2
Inj.Date 10/5/2023 M SL-

S172



MaxPeak: 100.00% |
Ret _Time: 0.721 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\1217\L213510D\SAMPL000010.D)
mAU 0.721
200
. N E
/\,rh 100 - \\
| by
HO. l 0._-0 0 I I T T
| I 0 0.5 1 1.5 min
e DADL1 B, Sig=254,16 Ref=off (D:\DATA\1217\L213510D\SAMPL000010.D)
11a mAUE
0]
-254
-50
754
) T T T T
MOI Wt 0 0 0.5 1 1.5 min
Exact Mass . MSD1 TIC, MS File (D:\DATA\1217\L213510D\SAMPL000010.D) ES-API, Scan, Frag: 100, "POS
# Time Area% 1950000 3 0.741
“““““““““ 1000000
1 0.721 100.00 750000
500000 -
250000 3
I [ I T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\1217\L213510D\SAMPL000010.D) ES-API, Scan, Frag: 100, "NEG"
3 0.742
150000 —
100000 —
50000 —
E T T T T ‘ ‘ ‘ T
0 0.5 1 1.5 min
ADC1 A, ELSD (D:\DATA\1217\L213510D\SAMPL000010.D)
mV E
36
34
32
I [ I T
0 0.5 1 1.5 min
*MSD1 SPC, time=0.739 of D:\DATA\1217\L213510D\SAMPL000010.D ES-API, Scan, Frag: 100, "POS"
E 243.2
50— 157.2
RT 0.741 E
: 1452 2442 |
0~ I — I ‘ I I I ‘
100 200 300 400 500 m/7
*MSD2 SPC, time=0.744 of D:\DATA\1217\L213510D\SAMPL000010.D ES-API, Scan, Frag: 100, "NEG"
E 241.2
50 -
RT 0.742 ] 2420 483.2
0~ \ \ : r ‘ I T \
100 200 300 400 500 m/7
S173
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MaxPeak: 86.52% IBOX13615
Ret Time: 1.090 min
mAU€
11b 1 400
M ]\ 300
HO. 0.0 200
‘H = T 100 4
= fpf Oj I I I T
Me 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D)
mAU
50
Mol Wt 0 o
Exact M ass -50 ‘ ‘ ‘ ‘
; o 0.5 1 1.5 min
Time Areas
1_*_ ) _:_L ____________ MSD1 TIC, MS File (D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D) ES-API, Scan, Frag: 100
1 1.029 2.32 ] 1.100
2 1.090 86.52 100000 -
3 1.129 3.03 1
4 1.297 4.85 50000 — 1.309 1.431
5 1.421  3.29 o
I I I T
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D) ES-API, Scan, Frag: 100
40000
20000
0- I I I ‘
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D)
mV ]
60
40
I I I T
0.5 1 1.5 min
*MSD1 SPC, time=1.096 of D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D ES-API, Scan, Frag: 100, "POS"
10 257.0
RT 1.100 5
o] 189:0 2790 567.0
| | T T | | | T I
100 200 300 400 500 miz
*MSD1 SPC, time=1.305 of D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D ES-API, Scan, Frag: 100, "POS"
] 445.0
1
RT 1.309 0.5
0] 98.6 121.6 1570  199.2 257.8 325.0 | 486.0 524.4 58
- “"““‘ ’ R T ““‘ — a— T L T AR i T S — T
100 200 300 400 500 miz
*MSD1 SPC, time=1.430 of D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.0 ES-API, Scan, Frag: 100, "POS"
1 579
1
RT 1.431 05 proy
0] 982 13438 257.0 284.2 3250 410.2 4900 5246 581
7 “‘ ‘\H“\.H ‘\ H‘ - T H\‘ H‘\HH‘H S ‘\ — — ‘ - T T - ‘ h‘\” T - \”
100 200 300 400 500 miZ
*MSD2 SPC, time=1.042 of D:\DATE\MARCH\300316\L004277D\002-D7F-A1-IBOX13615.D ES-API, Scan, Frag: 100, "NEG"
0.2 222.6
RT 1.042 017 2072 3400
1 1026 1428 175.2 | 2380 266.8 | T 3734 4168 4482 547.0 58
5 SRR VR 1 RS S il i ik LA S A ]
100 200 300 400 500 m/z
S174
Inj.Date 3/29/2016 T <invalids> -7- Acqg. Method C:\Chem32\-> ->



MesPeskc:  100.00% (56295 LRRLERLL
DADL A Sig=215,16 Ref=off (D\DATE\2023\SEPT\2609\L 662039D\014-D6B3-CLQB62995.D)
mAU] 0968
600
400
200
0; [ - [ [ T
05 1 15 in)
DADL B, Sig=254,16 Ref=off (D\DATE\2023\SEPT\2609\L 662039D\014-D6B3-OLQB62995.D)
O mAU
300
200
100
Oé U\
Mol Wt 0] 00 | | | | .
05 1 15 mi
Bxact Miss MSD1 TIC, MS File (D\DATE2023\SEPT\2609\L 662039D\014-D6—B3-CLQB6299%.D) ES-AP, Fast Scan, Frad
= E 0.979
# Time Areah 1000000
800000
1 0.968 100.00 600000
400000 —
200000 —— —
O b ‘ ‘ ————
05 1 15 mi
MSD2 TIC, MS File (D\DATE2023\SEPT\2609\L 662039D\014-D6—B3-CLQB6299%.D) ES-AP, Fast Scan, Frad
0978
150000
100000
50000
S T —
05 1 15 in}
ADCL A ADCIA, EL.SD (D\DATE\2023\SEPT\2609\L 662039D\014-D6B3-OLQB62995.D)
mv-]
404
30-
o
10-
k \ \ \ ‘
05 1 15 in
*VBDI1 SPC, time=0.978 of D\DATE\2023\SEP T\2609\L 662039D\014-D6~B3-CLQB62995.D ES-API, Fast Scan, Frag: 100, "POS
. 2710
a);
RT 0.979 ]
] 157.0 2080 2722
0] L | | ‘ , 564.0
[ T [ T [ [ I T T I
100 200 300 400 500 nvz
*VBD2 SPC, time=0.972 of D\DATE\2023\SEP T\2609\L 662039D\014-D6~B3-CL(B62995.D ES-AP, Fast Scan, Frag: 100, "NEG
. 2690
50
RT 0.978 ] 2702
] 561.0
0~ I I ‘ I T I T
100 200 300 400 500 nvz
S175

Inj -Date 9/25/2023
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MaxPeak: 100.00% IBOX14382
Ret Time: 1.106 min
DAD1 A, Sig=215,16 Ref=off (D:\D\07_14\L013664D\SAMPL000026.D)
= mAU 1.106
N- N> 300
HO | A ol 200
- vj 100
| E
0 Lz 0 T T T
OH 0.5 1 1.5 min
11d DAD1 B, Sig=254,16 Ref=off (D:\D\07_14\L013664D\SAMPL000026.D)
mAU
300 4
200 |
100 3
Mol Wt 0 ol
: [
Exact M ass : ‘ ‘ i | ‘
0.5 1 1.5 min
MSD1 TIC, MS File (D:\D\07_14\L013664D\SAMPL000026.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 200000 — 1.118
----------------- 150000
1 1.106 100.00 100000 |
50000
E
0 : : : : : : :
0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\07_14\L013664D\SAMPL000026.D) ES-API, Scan, Frag: 100, "NEG"
E 1.119
20000 |
10000
0 5 [ [ [ T
0.5 1 1.5 min
ADC1 A, ELSD (D:\D\07_14\L013664D\SAMPL000026.D)
mV 4
34—
324
30 - - f
R I liiﬁ_r‘) I T
0.5 1 1.5 min
*MSD1 SPC, time=1.121 of D:\D\07_14\L013664D\SAMPL000026.D ES-API, Scan, Frag: 100, "POS"
20] 335.2
1 267.2
10
RT 1.118 - 268.0 336.0
04 I ‘
I I T I T I I T !
100 200 300 400 500 m/2
*MSD2 SPC, time=1.117 of D:\D\07_14\L013664D\SAMPL000026.D ES-API, Scan, Frag: 100, "NEG"
4] 333.0
RT 1.119 24
0] 265.0 1334.8 ‘ N
I T T T I T T I I I I I T
250 300 350 400 450 500 550 m/7
S176
Inj.Date 7/13/2016 N P2-C-08 -12- Acg. Method C:\CHEM32\-> ->



MaxPeak: 99.20%
Ret Time: 1.039 min

M-
HO.. = )
® |\f%‘
|
© ~F S 0Me

1le
M ol Wit 0
Exact M ass

# Time Area%

1 1.039 99.20
2 1.110 0.80

CLQ377544

mAU 1,039
600 -
400
200 *; 1.110
| T \ ‘ T ‘
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\D\10_17\L670467D-PART2\008-D4B-B2-CLQ377544.D)
I \ I ‘
0 0.5 1 1.5 min
MSD1 TIC, MS File (D:\D\10_17\L670467D-PART2\008-D4B-B2-CLQ377544.D) ES-API, Fast Scan, Frag: 100,
1.052

—_

I I
0 0.5 1 1.5

min

MSD2 TIC, MS File (D:\D\10_17\L670467D-PART2\008-D4B-B2-CLQ377544.D) ES-API, Fast Scan, Frag: 100,
1.047

[ [ [
0.5 1 1.5 min

ELS1 A, ELS1A, ELSD Signal (D:\D\10_17\L670467D-PART2\008-D4B-B2-CLQ377544.D)

T :
0.5 1 1.5

min
*MSD1 SPC, time=1.048 of D:\D\10_17\L670467D-PART2\008-D4B-B2-CLQ377544.D ES-API, Fast Scan, Frag: 100, "POS"
e 349.2
RT 1.052 507
07: | ‘167.0 ‘281.2 “351.2
R ‘ ‘ e i
150 200 250 300 350 m/2
*MSD2 SPC, time=1.042 of D:\D\10_17\L670467D-PART2\008-D4B-B2-CLQ377544.D ES-API, Fast Scan, Frag: 100, "NEG"
3 347.0
RT 1.047 50 E
0~ I I 02 \ I
200 300 400 500 m/2
S177
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MaxPeak: 100.00% g
Ret Time: 1.014 min DADL A Sig=215,16 Ref=oif (D\DATE\2023\OCT\1910\L671983R\005-D6B-A4-CLQB77557.D)
mAU | 1014
<' 400
o, 3
NN 300
HO. o O 2007
| = J\ OMe 100 ‘ - | ‘
a C[ o] 05 1 15 min
OMe DADL B, Sg=254,16 Ref=off (D\DATE\2023\0CT\1910\L 671983R005-D6B-A4-CLQB77557.D)
11f mALU 7
300
200
100+
0
] I I I ‘
Mol Wt 0 0 05 1 15 i
Bxact MEss MSDL TIC, MS File (D\DATE2023\0CT\1910\L671983R\005-D6B-A4-CLQB77557.D) ES-AP!, Fast Scan, Frag)
# Time Aresb E 1025
1200000
1 1.014 100.00 10000003
800000
600000
400000
[ [ [ T
o] 05 1 15 min
MSD2 TIC, MS File (D\DATE2023\0CT\1910\L671983R\005-D6B-A4-CLQB77557.D) ES-AP!, Fast Scan, Frag)
800000 1022
600000
400000
200000
i T T T ‘
o] 05 1 15 min
ELSLA ELSIA B.SD Sgnd (D\DATE2023\OCTI\1910\L671983R006-D6B-A4-CLQB77557.D)
LSU ]
11-
105-
10-
[ [ [ T
o] 05 1 15 min
*VBDL SPC, time=1.025 of D\DATE\2023\0CT\1910\671983R005-D6B-A4-0LQ377557.D ES-API, Fast Scan, Frag: 100, "POS’
. 3792
RT 1.025 0 1570
ol . |meo | =2 | |
100 200 300 400 500 nvz
VB2 SPC, time=1.019 of D\DATE\2023\0OCT\1910\671983R005-D6B-A4-CLQB77557.D ES-API, Fast Scan, Frag: 100, "NEG'
. 3770
RT 1.022 0 3780
ol 2 ‘ | 4128 537.8
[ I [ T I T T [ T T I
100 200 300 400 500 nvz
S178
Inj -Date 10/19/2023 AN <inalid> 20— Acg- Method C:\Users\ —~ —



MaxPeak: 100.00%
Ret Time: 1.022 min DAD1 A, Sig=215,16 Ref=off (D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ3775
mAU 1 1.022
= 1000 -
\N' Nj 500 é
HO. A 0. 3 RN
S 0 I \ ‘ \ ‘
| ﬂ\ . 0 0.5 1 15 min
~F -0 DAD1 B, Sig=254,16 Ref=off (D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ377545.D)
1 L ]
=0 mAU -
11g 1000
500 |
Mol Wt 0 °] ‘ ‘ ‘ ‘
0 0.5 1 1.5 min
Exact M ass MSD1 TIC, MS File (D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ377545.D) ES-API, Fast Scan, Frag: 100,
# Time Area% ] 1.033
“““““““““ 200000 |
1 1.022 100.00 1
100000 |
] : ‘ ‘ T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ377545.D) ES-API, Fast Scan, Frag: 100,
E 1.034
200000 |
100000 ]
0 - ‘ ‘
0 0.5 1 1.5 min
ELST A, ELSTA, ELSD Signal (D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ377545.D)
LSU 3
25
20
15
I — —— I —
0 0.5 1 1.5 min
*MSD1 SPC, time=1.036 of D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ377545.D ES-API, Fast Scan, Frag: 100, "POS"
g 363.2
RT 1.033 50
0 . 158.8 2952 | 365.2
I I T T I I I I T T T I
100 150 200 250 300 350 m/2
*MSD2 SPC, time=1.030 of D:\D\10_17\L670467D-PART2\006-D4B-A9-CLQ377545.D ES-API, Fast Scan, Frag: 100, "NEG"
g 361.0
RT 1.034 50
1 363.0
0- I \ I w — I I
100 200 300 400 500 m/2

Inj.Date 10/17/2023
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MaxPeak: 100.00% IBOX1 3834
Ret _Time: 1.235 min
DADL1 A, Sig=215,16 Ref=off (D:\DATE\WMART\230316\L003762D\011-D7F-B1-I
mAU 1.235
(:ﬁ E
. =
N,NtL 300§
HO.__ A, 0. _Me 200
CCT —
e = 04 7\/‘1 I \ ‘
o | = 0.5 1 15 min
OMe DADL1 B, Sig=254,16 Ref=off (D:\DATE\MART\230316\L003762D\011-D7F-B1-IBOX13834.D)
11h mAU 1
200
100 -
Mol Wt 0 E
0 i —
Exact Mass . ‘ ‘ ‘ ‘ -
# Time  Area% : 05 1 15 miny
_________________ MSD1 TIC, MS File (D:\DATE\WART\230316\L003762D\011-D7F-B1-IBOX13834.D) ES-API, Scan, Frag: 100,
1 1.235 100.00 200000 1.247
150000
100000
50000
0 7: T T T T ‘ T T T ‘ ‘ T
0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\MART\230316\L003762D\011-D7F-B1-IBOX13834.D) ES-API, Scan, Frag: 100,
E 1.246
10000 |
5000
0- I | I T
0.5 1 15 min
ADC1 A, ELSD (D:\DATE\MART\230316\L003762D\011-D7F-B1-IBOX13834.D)
mv 3
100
754
50
255 ‘ - —
0.5 1 15 min
*MSD1 SPC, time=1.247 of D:\DATE\MART\230316\L003762D\011-D7F-B1-IBOX13834.D ES-API, Scan, Frag: 100, "POS"
7 363.2
RT 1.247 20 364.2
1 296.2
0- I I I ‘ ‘ I I ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.242 of D:\DATE\MART\230316\L003762D\011-D7F-B1-IBOX13834.D ES-API, Scan, Frag: 100, "NEG"
1 |361.2
RT 1.246 07 | 3602
0 ' 1 | | 1 1 I I
375 400 425 450 475 500 m/z
S180

Inj.Date 3/23/2016
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MaxPeak: 100.00%
Ret_Time: 1.398 min CLQ377164
= DAD1 A, Sig=215,10 Ref=off (D:\DATE\0928\L662928D\SAMPL023.D)
4 ) mAU 1 1.398
N 1
- 1
s 200 -
(s} :
= OMe 0
- I [ I
11i 0 0.5 1 1.5 min
DAD1 B, Sig=254,10 Ref=off (D:\DATE\0928\L662928D\SAMPL023.D)
mAU E
300
200 ]
100
0- —
T [ [ [
0 0.5 1 1.5 min
Mol Wt 0 MSD1 TIC, MS File (D:\DATE\0928\L662928D\SAMPL023.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass 1000000 1.411
# Time  Area% 800000
_________________ 600000
1 1.398 100.00 400000
200000
] e I - S,
04— T T T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0928\L662928D\SAMPL023.D) , Scan, Frag: 120, "Neg"
300000
200000
100000
0 —— — 7
0 0.5 1
ADC1 A, ADC1 ELSD (D:\DATE\0928\L662928D\SAMPL023.D)
mV 3
30
28
26
24—
[ [ [
0 0.5 1 1.5 min
*MSD1 SPC, time=1.410 of D:\DATE\0928\L662928D\SAMPL023.D API-ES, Scan, Frag: 120, "Pos"
B 417.0
RT 1.411 50 418.0
0- I ‘ I \ ‘ \ M I I
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.419 of D:\DATE\0928\L662928D\SAMPL023.D , Scan, Frag: 120, "Neg"
B 415.0
RT 1.415 507 416.0
0- I I I I M \
100 200 300 400 500 m/Z

S181
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MaxPeak: 100.00%
Ret Time: 1.417 min CLQ377171
DAD1 A, Sig=215,10 Ref=off (D:\DATA\1004\L665529D-PART 1\SAMPL035.D)
= mAU 1417
= 600 4
. 1
S 400 -
HOL | H\_VD]\ 200 E
0- I I I
Rffﬂ‘l\r = 0 0.5 1 1.5 min
a | - DAD1 B, Sig=254,10 Ref=off (D:\DATA\1004\L665529D-PART 1\SAMPL035.D)
= TOCF, mAU
11] 500 -
250
0 '
‘ T T
0 0.5 1 1.5 min
MSD1 TIC, MS File (D:\DATA\1004\L665529D-PART1\SAMPL035.D) API-ES, Scan, Frag: 120, "Pos"
Mol Wt 0 ] 1432
1500000 +
Exact Mass 1000000 -
# Time Area% 500000€
————————————————— 0 ;0 — 0\ — - 1\ — - 1\ — —
5 5 min|
- 1.417 100.00 MSD2 TIC, MS File (D:\DATA\1004\L665529D-PART 1\SAMPL035.D) , Scan, Frag: 120, "Neg"
600000 1.440
400000 —|
200000
0 \ - \ —
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATA\1004\L665529D-PART 1\SAMPL035.D)
mV ]
60
40
i \
0 0.5 1 1.5 min
*MSD1 SPC, time=1.428 of D:\DATA\1004\L665529D-PART 1\SAMPL035.D API-ES, Scan, Frag: 120, "Pos"
E 403.0
75—
RT 1.432 50 335.1
25 ‘ 336.0 405.0
0 I I I . — I I
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.438 of D:\DATA\1004\L665529D-PART 1\SAMPL035.D , Scan, Frag: 120, "Neg"
E 401.1
75
RT 1.440 507
25
E 403.0
0 I I o r ‘
100 200 300 400 500 m/Z
Inj.Date 10/5/2023 M SL-

5182



MaxPeak: 98.32% IBOX1 3639
Ret Time: 1.131 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MART\250316\L-03731\SAMPL000015.D)
mAU 1.131
600
.y Me 12a 4004
M . |'|\| 200 4
7 1 ‘ , 1.240
HO._ -~ l-:;: 0.0 0~ \ B — \ ‘
[ /]’\j 05 1 15 min
e DADL1 B, Sig=254,16 Ref=off (D:\DATE\MART\250316\L-03731\SAMPL000015.D)
mAU =
50
0
Mol Wt 0 -50 7
1004
Exact Mass : ‘ ‘ ‘ —
# Time  Area% : 05 1 15 __min
_________________ MSD1 TIC, MS File (D:\DATE\MART\250316\L-03731\SAMPL000015.D) ES-API, Scan, Frag: 100, "POS
1 1.131 98.32 : 1144
2 1.240 1.68 600000 7
400000
200000
0 ‘ — ‘ —
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MART\250316\L-03731\SAMPL000015.D) ES-API, Scan, Frag: 100, "NEG"
80000 — 1.144
60000 -
40000 -
20000
0 [ [ [ T
0.5 1 1.5 min
ADCL A, ELSD (D:\DATE\MART\250316\L-03731\SAMPL000015.D)
mV
80
60
404
I [ I T
0.5 1 1.5 min
*MSD1 SPC, time=1.146 of D:\DATE\MART\250316\L-03731\SAMPL000015.D ES-API, Scan, Frag: 100, "POS"
g 271.2
50
RT 1.144 ] 97.2
] 175.0 | 272.2
0~ T S T I I I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.142 of D:\DATE\MART\250316\L-03731\SAMPLO00015.D ES-API, Scan, Frag: 100, "NEG"
g 269.0
RT 1.144 50 270.0
0] 95.2 | o 396.8 561.2
I I I I T I T T I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.251 of D:\DATE\MART\250316\L-03731\SAMPLO00015.D ES-API, Scan, Frag: 100, "NEG"
g 443.0
RT 1.251 50
03 ,269.0 396.8  |445.0 501.0 5428 573.0
7 ‘ : ‘ - : - ‘ : L ‘ : T T T ‘I‘ : T - T ! : “\ e “‘” - ‘
100 200 300 400 500 m/z
S183
Inj.Date 3/25/2016 A P1-A-09 -5- Acq. Method C:\CHEM32\-> ->



MaxPeak: 100.00%
Ret _Time: 1.287 min

CLQ377168

DAD1 A, Sig=215,10 Ref=off (D:\DATE\0928\L662928D\SAMPL026.D)

mAU 3 1.287
_zfme 400
Me-‘<;,mk 300
200 4
HO. 4. 0. _Me E
H i‘J\ 100 *:
i . 0 ‘ ! ‘
Me 0 0.5 1 15 min
o DAD1 B, Sig=254,10 Ref=off (D:\DATE\0928\L662928D\SAMPL026.D)
12b mAU 1
200 -
100
04 V
| ‘ \ \ \
0 0.5 1 1.5 min
M OI Wt 0 MSD1 TIC, MS File (D:\DATE\0928\L662928D\SAMPL026.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass 1500000 - 1.299
# Time Area% ]
_________________ 1000000
1 1.287 100.00 500000 —
o4 -V o
* * \ \ \
0 0.5 1 1.5 min
100000
80000
60000
40000
20000
o+ - — : .
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATE\0928\L662928D\SAMPL026.D)
mvV 7
30
28
26
24
) T T T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.298 of D:\DATE\0928\L662928D\SAMPL026.D API-ES, Scan, Frag: 120, "Pos"
E 299.2
50
RT 1.299 ] 300.2
0 T r \‘ \ \ \
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.307 of D:\DATE\0928\L662928D\SAMPL026.D , Scan, Frag: 120, "Neg"
E 297.2
RT 1.303 507 298.2
01— I T \ \ \
100 200 300 400 500 m/Z
S184
Inj.Date 9/28/2023 E -VL- Acg. Method C:\HPCHEM\-> ->



MaxPeak: 90.26%

Ret_Time: 1.253 min CLQ377167

DAD1 A, Sig=215,10 Ref=off (D:\DATE\0928\L662928D\SAMPL012.D)

mAU E 1.253
Me ]
- 600
Me—%  n E
- M 400 E
0o 200 1.328
Hﬂ ;f | e 0 I | I
= | = 0 0.5 1 1.5 min
0 e oH DAD1 B, Sig=254,10 Ref=off (D:\DATE\0928\L662928D\SAMPL012.D)
mAU -
12¢ 800
600 7;
400
200
0
\ \ \
0 0.5 1 1.5 min
M OI Wt 0 MSD1 TIC, MS File (D:\DATE\0928\L662928D\SAMPL012.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass E 1.263
# Ti me Area% 1000000 ]
1 1.253 90.26 500000
2 1.328 9.74 0; S — R _ — —
: ‘ ‘ | | | ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0928\L662928D\SAMPL012.D) , Scan, Frag: 120, "Neg"
250000 121
200000
150000
100000
50000 I
03— T — 74‘1 .
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATE\0928\L662928D\SAMPL012.D)
mv
40 -
35
30
25
I \ \
0 0.5 1 1.5 min
*MSD1 SPC, time=1.260 of D:\DATE\0928\L662928D\SAMPL012.D API-ES, Scan, Frag: 120, "Pos"
E 363.2
RT 1.263 50 364.2
0 I ‘ I I ‘L I I ‘
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.270 of D:\DATE\0928\L662928D\SAMPL012.D , Scan, Frag: 120, "Neg"
30 361.0
20
RT 1.271 104 362.0
0- \ \ : \ w r \ I
100 200 300 400 500 m/Z

S185

Inj.Date 9/28/2023 E -VL- Acg. Method C:\HPCHEM\-> ->



MaxPeak: 100.00%
Ret _Time: 1.482 min

IBOX27740

DADL1 A, Sig=215,16 Ref=off (D:\DATE\01 21\L220272D\SAMPL000011.D)
mAU 1.482
Me ]
‘Tﬂf> 2001
N7 Me .
100
HO | .\:\vohﬂ\ E
0 —]
. I [ I T
N 0 0.5 1 15 min
o ]Lﬁ . DADL1 B, Sig=254,16 Ref=off (D:\DATE\01 21\220272D\SAMPL000011.D)
OMae .
12d "
200
100
oémgggglw\¥\—
N T T T ‘ ‘ ‘ T
MOI Wt 0 0 0.5 1 1.5 min
Exact Mass ] MSDL1 TIC, MS File (D:\DATE\01 21\[220272D\SAMPL000011.D) ES-API, Scan, Frag: 100, "POS
# Time  Area% ] 1.508
_________________ 600000 |
1 1.482 100.00 400000
200000 |
0 — \ \ — T ——
0 0.5 1 15 min
MSD2 TIC, MS File (D:\\DATE\01 21\[220272D\SAMPL000011.D) ES-API, Scan, Frag: 100, "NEG"
. 1.508
60000
40000
20000
J e N f\f/\m
R o E E —
0 0.5 1 1.5 min
ADCL A, ADC1 (D:\DATE\01 21\[220272D\SAMPL000011.D)
mV -
28 -
26
241 S
: I
24 — -
‘ : : : : : : :
0 0.5 1 15 min
*MSD1 SPC, time=1.505 of D:\DATE\01 21\L220272D\SAMPL000011.D ES-API, Scan, Frag: 100, "POS"
E 377.2
RT 1.508 502 378.0
0 - | . “
I I I T I I I
100 200 300 400 500 m/2
*MSD2 SPC, time=1.510 of D:\DATE\01 21\L220272D\SAMPL000011.D ES-API, Scan, Frag: 100, "NEG"
E 375.0
RT 1.508 507 376.0
0 - ‘\ . .
I I I T I I I
100 200 300 400 500 m/2
S186

Inj.Date 1/21/2020
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DAD1 A, Sig=215,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SA 0006.D
mAU ] 1.310
Me = 400 -
N ZMe 1
N 200
HO., QT,D 1 1.377
| »;”-"’“‘v| OMe 0 T T T T
| “‘“‘J’\ 0 0.5 1 1.5 min
0 o DAD1 B, Sig=254,16 Ref=off (D:\DATE\MARCH\230316\L03689D\SAMPL000006.D)
[
) mAU
e 3001
200
100
Mol Wt 0 .
Exact M ass -100 - | | | ‘
Time  Areas 0 0.5 1 1.5 min
1_*_ ) _:_L ____________ MSD1 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000006.D) ES-API, Scan, Frag: 100, "POS"
1 1.310 95.89 1000000 1.329
2 1.377 4.11 750000 -
500000
250000 | M A
O — ‘ ‘ —
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\MARCH\230316\L03689D\SAMPL000006.D) ES-API, Scan, Frag: 100, "NEG"
E 1.332
400000
200000
04— ‘ —
0 0.5 . mm
ADCT A, ADC1 (D: \DATE\MARCH\230316\L03689D\SAMPLOOOOO6 D)
mV 3
35
30
254 - /
204
I I
0.5 1 min
*MSD1 SPC, time=1.332 of D:\DATE\MARCH\230316\L03689D\SAMPL000006.D ES-API, Scan, Frag. 100, "POS"
e 407.2
50—
RT 1.329 1
] 157.2 | 409.2
0- I & I I —
100 200 300 400 miZ
*MSD2 SPC, time=1.336 of D:\DATE\MARCH\230316\L03689D\SAMPL000006.D ES-API, Scan, Frag: 100, "NEG"
E 405.2
RT 1.332 50
1 | 407 2
0- I I I ‘ ‘ I - \
100 200 300 400 500 miz

MaxPeak: 95.89%
Ret Time: 1.310 min

IBOX13687

<
T
-
o
o

Inj.Date 3/22/2016

S187

T P2-B-01 - 4 - Acqg. Method C:\CHEM32\-> ->



MaxPeak: 100.00%
Ret Time: 1.186 min DAD1 A, Sig=215,16 Ref=off (D:\D\10_17\L670467D-PART2\010-D4B-
mAU ] 1.186
e 1000 =
= 750 4
Me— R
© é'”-a 500
HOTH/O-”\ 250 f |
s 0 T
Ny '] I I I
T ]l/“j’ ) 0 05 1 15 min
0 Ly DAD1 B, Sig=254,16 Ref=off (D:\D\10_17\L670467D-PART2\010-D4B-B4-CLQ377548.D)
12f mAU
600
4004
200 4
Mol Wit 0 ° ‘ i ‘ ‘
0 0.5 1 1.5 min
Exact M ass 7 MSD1 TIC, MS File (D:\D\10_17\L670467D-PART2\010-D4B-B4-CLQ377548.D) ES-API, Fast Scan, Frag: 100,
# Time Area$% 400000 3 1.196
“““““““““ 300000
1 1.186 100.00 200000
100000 — D e
0 ‘ : : : : : : ‘ :
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\10_17\L670467D-PART2\010-D4B-B4-CLQ377548.D) ES-API, Fast Scan, Frag: 100,
] 1.196
200000 -
100000
04— ‘ : : : : :
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\D\10_17\L670467D-PART2\010-D4B-B4-CLQ377548.D)
LSuU
204
153
I \7\/7 —— I —— —
0 0.5 1 1.5 min
*MSD1 SPC, time=1.200 of D:\D\10_17\L670467D-PART2\010-D4B-B4-CLQ377548.D ES-API, Fast Scan, Frag: 100, "POS"
E 391.2
RT 1.196 50 3922
1 157.0
0~ I I : I T I I I I T I T !
100 150 200 250 300 350 400 m/2
*MSD2 SPC, time=1.194 of D:\D\10_17\L670467D-PART2\010-D4B-B4-CLQ377548.D ES-API, Fast Scan, Frag: 100, "NEG"
E 389.0
RT 1.196 %03
0 I \ I Ls?LO“ I
100 200 300 400 500 m/2

Inj.Date 10/17/2023

5188

N Acqg. Method C:\Users\ -> ->



wrenrs 10000 | IBOX13847 T
Ret_Time: 1.434 min LCHL L RAL AR
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MAR\240316\L003887D\013-D7F-B3-IBOX13847.D)
mAU 1.434
Me_ 200 -
N e 100
M ]
0 . T
‘ ‘ : : :
0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MAR\240316\L003887D\013-D7F-B3-IBOX13847.D)
mAU;
50
0-
.50 €\W¥fiii, S
B T T T ‘
“A(ﬂ VVt 0 0.5 1 15 min
Exact Mass 7 MSD1 TIC, MS File (D:\DATE\MAR\240316\L003887D\013-D7F-B3-IBOX13847.D) ES-API, Scan, Frag: 100, "PQ
# Time Area% 300000 1445
1 1.434 100.00 200000
100000
o —
0.5 min
MSD2 TIC, MS File (D:\DATE\MAR\240316\L003887D\O13 D7F-B3-IBOX13847.D) ES API, Scan, Frag: 100, "NE
3000 1 1.446
2000
1000
0- ‘ | — ‘
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\MAR\240316\L003887D\013-D7F-B3-IBOX13847.D)
mV
60 |
40 - o
A S R T T T
0.5 1 1.5 min
*MSD1 SPC, time=1.447 of D:\DATE\MAR\240316\L003887D\013-D7F-B3-IBOX13847.D ES-API, Scan, Frag: 100, "POS"
= 391.2
40
RT 1.445 20 295.2 393.2
O .| I,
I I I I T I I T T T
100 150 200 250 300 350 400 m/z
*MSD2 SPC, time=1.443 of D:\DATE\MAR\240316\L003887D\013-D7F-B3-IBOX13847.D ES-API, Scan, Frag: 100, "NEG"
. 389.2
0.4
RT 1.446 02 390.2
e 517.0
0- \ ‘ \ \ B = ‘ T
350 400 450 500 m/z

Inj.Date 3/24/2016

5189

Y <invalid> -9- Acqg. Method C:\Chem32\-> ->



MaxPeak: 97.08%
Ret _Time: 1.616 min CLQ377165
DAD1 A, Sig=215,10 Ref=off (D:\DATE\0928\L662928D\SAMPL020.D)
Me mAU
=" ]
ME'*QN,h_ 200
Hc'a.“\j-%ro | CFy 100 + .804
£ -‘\x._\‘ ]
I | \ I \ _
o] - ~OM 0 0.5 1 15 min
& DAD1 B, Sig=254,10 Ref=off (D:\DATE\0928\L662928D\SAMPL020.D)
12h mAU 3
150 4
100
50 3
0]
-50 V\i
‘ I I
0 0.5 1 1.5 min
M OI Wt 0 MSD1 TIC, MS File (D:\DATE\0928\L662928D\SAMPL020.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass £00000 - 1.633
# Time Area%
----------------- 400000 |
2 1.805 2.92 3z
‘ ‘ I I ‘ ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0928\L662928D\SAMPL020.D) , Scan, Frag: 120, "Neg"
200000
150000
100000
50000
O — T ‘ I I .
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATE\0928\L662928D\SAMPL020.D)
mv [
26
25
24 é
23 I I I ]
0 0.5 1 1.5 min
*MSD1 SPC, time=1.634 of D:\DATE\0928\L662928D\SAMPL020.D API-ES, Scan, Frag: 120, "Pos"
B 445.0
RT 1.633 507 446.0
0- \ \ \ \ — \ I
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.625 of D:\DATE\0928\L662928D\SAMPL020.D , Scan, Frag: 120, "Neg"
B 443.0
RT 1.627 50 444.0
0;\ I I I - R ‘ I
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.775 of D:\DATE\0928\L662928D\SAMPL020.D , Scan, Frag: 120, "Neg"
B 457.2
RT 1.775 50 458.4
i 1 1 13 168.8 238.4 266.2 2930 580.8
A PR (P\ bl :h L [ T TR | T ?MH \ i T H\M\ um m \u \Hh hhm il ? il \Hm h‘\ NH m ﬂm “mhﬂu n [Ty ﬁﬁm \‘\MPW I n\ ﬁ?
0 ey Pty
100 200 300 400 500 m/z

S190
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é

MaxdPeak: 100.00%
Ret Time: 1.446 min DADL A Sig=215,16 Ref=oif (D\DATE\2023\SEPT\2609\662039D\004-D6A2-CL(362996.D)
mAU 1446
400
Ma 3
- 3005
Mrwmﬁ 200
HO._ A O 100 7 '
| P J\ 0- \ \ \ .
R 05 1 15 i}
o U A\OCF DADL B, Sig=254,16 Ref—off (D\DATE\2023\SEP T\2609\L 662039D\004-D6FA2-C1L(QB62996.D)
121 4&){
200
0{ V\
A ‘ I I I ‘
Mol Wt 0] os I s .
Bxact MBss MSD1 TIC, MS File (D\DATE\2023\SEPT\2609\L 662039D\004-D6A2-CL (B62996.D) ES-AP, Fast Scan, Frag
= ] 1457
# Time Areah 1500000
1 1.446 100.00 1000000
500000
B /\/\ \’*\/w\A,,,\/‘j,ﬁ,\_/\/\//I\//\/\‘/\ )\
[0 — ; ; ‘ ; ‘ —
05 1 15 mi
MSD2 TIC, M File (D\DATE\2023\SEPT\2609\662039D\004-D6A2-CL (B62996.D) ES-AP, Fast Scan, Frag
1455
300000
200000
100000
e e e S R
05 1 15 i}
ADCL A, ADCIA, B_SD (D\DATE\2023\SEPT\2609\ 662039D\004-D6A2-0 (B62996.D)
mv ]
30
20
10
h [ [ [ T
05 1 15 in}
*VBDI1 SPC, time=1.457 of D\DATE\2023\SEPT\2609\L 662039D\004-D6A2-ALQB62996.D ES-AP, Fast Scan, Frag: 100, "POCS
E 431.0
RT 1.457 0
0- \ ‘ \ \ \ B T ‘
100 200 300 400 500 nvz
VB2 SPC, tine=1.451 of D\DATE\2023\SEP T\2609\ 662039D\004-D6A2-CL(IB362996.D ES-AP, Fast Scan, Frag: 100, "NEG
] 4290
RT 1.455 0
] | 4312
0~ T T T T T ‘ T
100 200 300 400 500 nvz

Inj -Date 9/25/2023
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<imalid> 3

Acg- Method C:\Users\ —~ —



MaxPeak: 98.52%
Ret _Time: 0.914 min

CLQ379863

mAU 0.914
1000 -
750
500
Yy 13a 250
Y 0 \ I I —
M. & 0 0.5 1 15 min
~ N DADL1 B, Sig=254,16 Ref=off (D:\DATE\0226\L 724011D\011-D6F-B2-CLQ379863.D)
Ho\d:ro mAU
= 200
100 -
0~
| T T T ‘
Mol Wt 0 0 0.5 1 1.5 min
Exact Mass MSDL1 TIC, MS File (D:\DATE\0226\L724011D\011-D6F-B2-CLQ379863.D) ES-API, Fast Scan, Frag: 100, "POS
# Time Area% 2500000 0.921
_________________ 2000000 <
1 0.874 1.48 1500000 -
2 0.914 098.52 1000000
500000 -
0 ‘ 1 ‘ 3
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0226\L724011D\011-D6F-B2-CLQ379863.D) ES-API, Fast Scan, Frag: 100, "NEG
400000 0.922
300000
200000
100000
04 \ I \ T
0 0.5 1 1.5 min
ELSI A, ELS1A, ELSD Signal (D:\DATE\0226\L724011D\011-D6F-B2-CLQ379863.D)
LSU
25
20—
15—
10 : [ [ [ T
0 0.5 1 15 min
*MSD1 SPC, time=0.921 of D\DATE\0226\L724011D\011-D6F-B2-CLO379863.D ES-API, Fast Scan, Frag: 100, "POS"
. 293.0
50
RT 0.921 ] 570 315.0
0 | I, . ‘ ‘
[ T [ [ T [ [ I
100 200 300 400 500 m/Z
*MSD2 SPC, time=0.923 of D:\DATE\0226\L724011D\011-D6F-B2-CLQ379863.D ES-API, Fast Scan, Frag: 100, "NEG"
. 291.0
50
RT 0.922 ] 2020
0- I I ! I I ‘ I ‘
100 200 300 400 500 m/7
S192
Inj.Date 2/26/2024 E
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MaxPeak:

Ret Time: 1.389 min

97.42%

IBOX13843 |

DAD1 A, Sig=215,16 Ref=off (D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D

mAU E 1.389
300 <
2004
100 1/341
0- — — — —
T I I I T
0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D)
mAU
200 -
13b 100 |
0]
R — — .
Mol Wt 0 e 0.5 1 15 min
Exact Mass i MSD1 TIC, MS File (D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D) ES-API, Scan, Frag: 100, "PQ
# Time Area% E 1.401
_________________ 100000
1 1.341 2.58 ;3838?
2 1.389 97.42 E
25000 |
R e ‘ S ‘
0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D) ES-API, Scan, Frag: 100, "NE
8000 - 1.401
6000 7
4000 3
2000 7
0 [ [ [ T
0.5 1 15 min
ADC1 A, ELSD (D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D)
mV 3
100 -
80
60 —
40— S -
20~ T I \
0.5 1 15 min
“MSD1 SPC, time=1.355 of D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D ES-API, Scan, Frag: 100, "POS"
»] 399.0
1 281.0
RT 1.352 1 400.2
0] 986 119.4 2012 327.2 421.2
- - “‘ : H‘\ - T - = - - “ - T . - = - - T S “‘ - - e H\ - - ‘ \‘ - T T - T
100 200 300 400 m/7
*MSD1 SPC, time=1.397 of D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D ES-API, Scan, Frag: 100, "POS"
204 399.2
RT 1.401 10
. 281.2 401.0
B I I ‘ I I ‘ I
100 200 300 400 500 m/2
*MSD2 SPC, time=1.401 of D:\DATE\MAR\240316\L003887D\006-D7F-A5-IBOX13843.D ES-API, Scan, Frag: 100, "NEG"
] 397.2
14
RT 1.401 ] 398.2
0- I I M I ‘
200 300 400 500 m/7
S193
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MaxPeak: 94.22% Q
Ret _Time: 0.874 min DAD1 A, Sig=215,16 Ref=off (D:\DATE\0226\L.724011D\010-D6F-B1-CL
mAU - 0.874
1000
/~ 14a 1
|_::.J\ r_,":f 500 -]
M., ] 0.913
<N 0] T
I T [ I T
HO %020 0 05 1 15 min
| A DADL1 B, Sig=254,16 Ref=off (D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D)
mAU
200
100
-100 : : : :
Mol Wt 0 0 0.5 1 1.5 min
MSDL1 TIC, MS File (D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D) ES-API, Fast Scan, Frag: 100, "POS
Exact Mass . ( N ) .
# Time Area% 1 0.881
_________________ 3000000
1 0.874 94.22 2000000
2 0.913 5.78 10mm00§
0 \ \ \ —
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D) ES-API, Fast Scan, Frag: 100, "NEG
E 0.881
400000
300000
200000 4 0.919
100000 5
0- \ \ \ —
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D)
LSU 1
25
20
15
10 ‘ ‘ ‘ :
0 0.5 1 1.5 min
*MSD1 SPC, time=0.881 of D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D ES-API, Fast Scan, Frag: 100, "POS"
g 293.2
RT 0.881 50
] | 315.0
0~ I . I 4 I I I
100 200 300 400 500 m/z
*MSD1 SPC, time=0.921 of D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D ES-API, Fast Scan, Frag: 100, "POS"
B 157.0 293.0
50
RT 0.921 ] 2042
0- I R —— “ \ : \ \ \
100 200 300 400 500 m/z
*MSD2 SPC, time=0.883 of D:\DATE\0226\724011D\010-D6F-B1-CLQ379862.D ES-API, Fast Scan, Frag: 100, "NEG"
g 291.0
50
RT 0.881 ] 2020
0- I I L I I I I
100 200 300 400 500 m/z
*MSD2 SPC, time=0.918 of D:\DATE\0226\L724011D\010-D6F-B1-CLQ379862.D ES-API, Fast Scan, Frag: 100, "NEG"
g 291.0
50
RT 0.919 ] 2920
07— \ ——— ‘ T \ \
100 200 S194 300 400 500 m/z
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vaxpear: 03,225 | |BOX13844

Ret Time: 1.341 min

1

DAD1 A, Sig=215,16 Ref=off (D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D

mAU ] 1.341
300
200
100 3 1.389
04 . - -
T I T I I T
0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D)
14b mAU
200 -
100 -
Oé B - A
B Vo 7
Mol Wt 0 | 0.5 1 15 ‘min
Exact Mass ] MSD1 TIC, MS File (D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D) ES-API, Scan, Frag: 100, "PQ
# Time Area% g 1.352
“““““““““ 100000
1 1.341 93.44 ]
2 1.389 6.56 50000
0- I I — ‘ ‘ ‘
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D) ES-API, Scan, Frag: 100, "NE
8000 7 1.353
6000 -
4000 -
2000 -
0- [ [ [ T
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D)
mV;
60 |
40 -
! T 77\ — I I T —
0.5 1 1.5 min
*MSD1 SPC, time=1.355 of D:\DATE\MAR\240316\L.003887D\005-D7F-A4-IBOX13844.D ES-API, Scan, Frag: 100, "POS"
20 7 399.2
RT 1.352 10 400.2
E 282.0 ‘
0t — —— — —— —— :
100 150 200 250 300 350 400 m/z
*MSD1 SPC, time=1.405 of D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D ES-API, Scan, Frag: 100, "POS"
6 399.2
RT 1.405 ., 7 4002
: 24 281.2 401.0
0- T I E— ‘ r a ‘
100 200 300 400 m/z
*MSD2 SPC, time=1.351 of D:\DATE\MAR\240316\L003887D\005-D7F-A4-IBOX13844.D ES-API, Scan, Frag: 100, "NEG"
1 397.2
1 A
RT 1.353 ]
. 399.2
0- I I T ‘ I ‘
200 300 400 500 m/z
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