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Spectral data of products

4a

3-((4-Methoxyphenyl)diazenyl)- 1,2-dimethy!- 1 H-indole (4a)

Yield: 77%; yellow solid; m.p. 124.7-126.0 °C; "H NMR (400 MHz, CDCIs) ¢ 8.60-8.49 (m, 1H), 7.87
(d, J 8.8 Hz, 2H), 7.29 (d, J 8.5 Hz, 3H), 6.99 (d, J 8.8 Hz, 2H), 3.88 (s, 3H), 3.75 (s, 3H), 2.81 (s, 3H);
BENMR (101 MHz, CDCl3) 6 160.11, 136.15, 132.04, 129.36, 124.80, 123.82, 122.80, 122.21, 118.76, 114.35,
113.98, 113.89, 111.83, 55.60, 55.16, 11.79; HRMS (ESI-Q-TOF, m/z) calcd. for Ci7HisN3O [M + H]":
280.1450, found: 280.1455.

1,2-Dimethyl-3-(p-tolyldiazenyl)- 1 H-indole (4b)

Yield: 71%; yellow solid; m.p. 152.9-154.5 °C; *H NMR (400 MHz, CDCls) § 8.56 (dd, J 5.4, 3.2 Hz,
1H), 7.79 (d, J 8.1 Hz, 2H), 7.28 (dd, J 6.2, 4.5 Hz, 4H), 7.25-7.21 (m, 1H), 3.75 (s, 3H), 2.81 (s, 3H), 2.41 (s,
3H); 3¢ NMR (101 MHz, CDCls) 6 152.30, 144.55, 138.33, 136.86, 132.24, 129.54, 123.07, 122.70, 122.53,
121.52,119.06, 108.80, 29.82, 21.39, 10.14; HRMS (ESI-Q-TOF, m/z) calcd. for C;7H;sN3 [M + H]": 264.1501,
found: 264.1506.

4c

1,2-Dimethyl-3-(m-tolyldiazenyl)- 1 H-indole (4c)

Yield: 68%; yellow solid; m.p. 139.3-140.7 °C; *H NMR (400 MHz, CDCls) 6 8.61-8.52 (m, 1H), 7.69
(d, J 7.8 Hz, 2H), 7.39-7.26 (m, 4H), 7.15 (d, J 7.2 Hz, 1H), 3.77 (s, 3H), 2.84 (s, 3H), 2.45 (s, 3H); *C NMR
(101 MHz, CDCls) 6 154.36, 144.87, 138.61, 136.88, 132.42, 129.09, 128.70, 123.14, 122.80, 122.57, 122.18,
119.04, 118.84,108.82, 29.85, 21.55, 10.19; HRMS (ESI-Q-TOF, m/z) calcd. for C17HsN3 [M + H]*: 264.1501,
found: 264.1505.



4d
1,2-Dimethyl-3-(o-tolyldiazenyl)- 1 H-indole (4d)
Yield: 64%; yellow solid; m.p. 132.5-133.2 °C; *H NMR (400 MHz, CDCl3) 6 8.53-8.45 (m, 1H), 7.71
(d, J6.9 Hz, 1H), 7.35-7.28 (m, 4H), 7.24 (s, 2H), 3.78 (s, 3H), 2.85 (s, 3H), 2.76 (s, 3H); *°C NMR (101 MHz,
CDCls) ¢ 152.35, 144.83, 136.88, 136.00, 133.22, 130.93, 128.23, 126.29, 123.14, 122.90, 122.39, 118.95,
114.89, 108.85, 29.84, 18.24, 10.18; HRMS (ESI-Q-TOF, m/z) calcd. for C7HsN; [M + H]": 264.1501, found:
264.1505.

4e

3-((3,4-Dimethylphenyl)diazenyl)-1,2-dimethyl-1H-indole (4e)

Yield: 46%; yellow solid; m.p. 160.5-161.1 °C; *H NMR (400 MHz, CDClIs) 6 8.57 (dd, J 5.5, 3.2 Hz,
1H), 7.74-7.57 (m, 2H), 7.33-7.26 (m, 3H), 7.22 (d, J 8.0 Hz, 1H), 3.75 (s, 3H), 2.82 (s, 3H), 2.34 (d,
J16.1 Hz, 6H); 3C NMR (101 MHz, CDCl3) 6 137.09, 137.05, 136.92, 132.17, 130.09, 123.16, 122.78, 122.65,
119.02, 108.86, 29.87, 20.03, 19.74, 10.20; HRMS (ESI-Q-TOF, m/z) calcd. for CisH2oN3 [M + H]*: 278.1657,
found: 278.1661.

4f

1,2-Dimethyl-3-((4-(trifluoromethyl) phenyl)diazenyl)- 1 H-indole (4f)

Yield: 88%; yellow solid; m.p. 157.5-158.3 °C; *H NMR (400 MHz, CDCls) 6 8.63-8.44 (m, 1H), 7.94
(d, J 8.2 Hz, 2H), 7.71 (d, J 8.3 Hz, 2H), 7.36-7.28 (m, 3H), 3.79 (s, 3H), 2.84 (s, 3H); *C NMR (101 MHz,
CDCls) ¢ 156.49, 146.56, 137.06, 132.92, 129.81, 129.50, 129.18, 128.85, 126.07, 126.04, 126.00, 125.96,
125.78, 123.58, 123.31, 123.08, 122.58, 121.68, 118.84, 109.00, 29.96, 10.20; **F NMR (377 MHz, CDCl5)
0 —114.59, -115.27, —-116.06; HRMS (ESI-Q-TOF, m/z) calcd. for Ci7HisN3F; [M + H]": 318.1218, found:
318.1223.



4g

3-((4-Fluorophenyl)diazenyl)- 1,2-dimethyl- 1 H-indole (4g)

Yield: 56%; yellow solid; m.p. 140.7-141.6 °C; *H NMR (400 MHz, CDCl3) 6 8.63-8.46 (m, 1H), 7.87
(dd, J 8.7, 5.4 Hz, 2H), 7.31 (d, J 7.1 Hz, 3H), 7.15 (t, J 8.6 Hz, 2H), 3.77 (s, 3H), 2.82 (s, 3H); *C NMR
(101 MHz, CDCls) 6 163.97, 161.51, 150.78, 145.02, 136.89, 132.22, 123.23, 123.17, 123.08, 122.86, 122.47,
118.96, 115.75, 115.52, 108.88, 29.85, 10.13; °F NMR (377 MHz, CDCls) 6 —114.05; HRMS (ESI-Q-TOF,
m/z) caled. for CisHisNsF [M + H]': 268.1250, found: 268.1255.

Cl

4h

3-((4-Chlorophenyl)diazenyl)-1,2-dimethyl-1 H-indole (4h)

Yield: 29%; yellow solid; m.p. 132.4-134.1 °C; *H NMR (400 MHz, CDCls) 6 8.59-8.44 (m, 1H), 7.82
(d, J 8.6 Hz, 2H), 7.42 (d, J 8.6 Hz, 2H), 7.35-7.27 (m, 3H), 3.77 (s, 3H), 2.82 (s, 3H); *C NMR (101 MHz,
CDCls) ¢ 152.74, 145.60, 136.97, 133.57, 132.43, 129.01, 123.36, 123.02, 122.80, 122.52, 118.92, 108.94,
29.90, 10.17; HRMS (ESI-Q-TOF, m/z) calcd. for CiHisN3Cl [M + H]": 284.0955, found: 284.0958.
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3-((4-Bromaophenyl)diazenyl)-1,2-dimethyl-1H-indole (4i)
Yield: 28%; yellow solid; m.p. 159.4-161.2 °C; *H NMR (400 MHz, CDCls) 6 8.65-8.36 (m, 1H), 7.75
(d, J 8.6 Hz, 2H), 7.58 (d, J 8.6 Hz, 2H), 7.35-7.27 (m, 3H), 3.76 (s, 3H), 2.81 (s, 3H); *C NMR (101 MHz,

CDCls) ¢ 153.19, 145.55, 136.96, 132.50, 131.95, 123.35, 123.15, 123.02, 122.51, 121.82, 118.94, 108.92,
29.90, 10.18; HRMS (ESI-Q-TOF, m/z) calcd. for Ci¢HsN3Br [M + H]": 328.0449, found: 328.0454.



4j

3-((3,4-Difluorophenyl)diazenyl)- 1, 2-dimethyl- 1 H-indole (4j)

Yield: 63%; yellow solid; m.p. 157.9-158.9 °C; *H NMR (400 MHz, CDCls) ¢ 8.53-8.47 (m, 1H),
7.75-7.62 (m, 2H), 7.30 (dd, J 10.9, 4.1 Hz, 3H), 7.23 (d, J 9.0 Hz, 1H), 3.78 (s, 3H), 2.83 (s, 3H); *C NMR
(101 MHz, CDCls) ¢ 152.23, 152.09, 151.53, 151.40, 151.18, 149.76, 149.62, 149.05, 148.92, 145.77, 136.98,
132.26, 123.43, 123.09, 122.45, 119.73, 119.70, 119.67, 119.64, 118.88, 117.10, 116.91, 108.96, 108.22,
108.04, 29.91, 10.15; *F NMR (377 MHz, CDCls) 6 -137.00, —138.34; HRMS (ESI-Q-TOF, m/z) calcd. for
Ci6H14NsF, [M + H]": 286.1156, found: 286.1160.
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4k
3-((3,4-Dichlorophenyl)diazenyl)-1,2-dimethyl- 1 H-indole (4k)
Yield: 50%; yellow solid; m.p. 132.1-132.9 °C; *H NMR (400 MHz, CDCls) 6 8.59-8.44 (m, 1H), 7.96
(d, J1.6 Hz, 1H), 7.73 (d, J 8.4 Hz, 1H), 7.53 (d, J 8.5 Hz, 1H), 7.31 (dd, J 9.8, 3.6 Hz, 3H), 3.78 (s, 3H), 2.83
(s, 3H); *C NMR (101 MHz, CDCls) 6 153.56, 146.28, 137.05, 132.94, 132.62, 131.27, 130.52, 123.56, 123.26,
122.55, 122.33, 121.82, 118.86, 109.00, 29.98, 10.24; HRMS (ESI-Q-TOF, m/z) calcd. for CisHi4N3Cl»
[M + H]": 318.0565, found: 318.0570.
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41
3-((2,4-Dichlorophenyl)diazenyl)-1,2-dimethyl-1H-indole (41)
Yield: 34%; yellow solid; m.p. 179.7-180.3 °C; *H NMR (400 MHz, CDCls;) 6 8.65 (d, J 5.9 Hz, 1H),
7.81 (d, J 8.7 Hz, 1H), 7.58 (d, J 1.8 Hz, 1H), 7.43-7.31 (m, 4H), 3.81 (s, 3H), 2.86 (s, 3H); *C NMR
(101 MHz, CDCls) 0 148.77, 146.37, 137.07, 134.01, 133.82, 133.53, 129.94, 127.40, 123.67, 122.85, 118.86,

117.62, 108.88, 29.99, 10.21; HRMS (ESI-Q-TOF, m/z) calcd. for CisH14N3Cl, [M + H]": 318.0565, found:
318.0567.



4m
Methyl-4-((1,2-dimethyl-1H-indol-3-yl)diazenyl)benzoate (4m)
Yield: 37%; yellow solid; m.p. 189.6-190.7 °C; *H NMR (400 MHz, CDCls) 6 8.65-8.57 (m, 1H), 7.73
(d,J 7.8 Hz, 2H), 7.43-7.31 (m, 4H), 7.19 (d, J 7.2 Hz, 1H), 3.81 (s, 3H), 2.88 (s, 3H), 2.50 (s, 3H); *C NMR
(101 MHz, CDCls) 6 167.09, 157.33, 146.58, 137.08, 133.15, 130.53, 129.01, 123.57, 123.32, 122.66, 121.39,
118.86, 108.97, 52.12, 30.00, 10.25; HRMS (ESI-Q-TOF, m/z) calcd. for CisHisN3O, [M + H]": 308.1399,
found: 308.1403.

3-((2-Methoxy-5-nitrophenyl)diazenyl)- 1, 2-dimethyl- 1 H-indole (4n)

Yield: 30%; yellow solid; m.p. 229.6-230.4 °C; '"H NMR (400 MHz, CDCls) 6 8.62 (d, J 2.7 Hz, 1H),
8.56-8.50 (m, 1H), 8.21 (dd, J 9.1, 2.7 Hz, 1H), 7.33 (d, J 5.0 Hz, 2H), 7.12 (d, J 9.1 Hz, 1H), 6.80 (d,
J 8.8 Hz, 1H), 4.15 (s, 3H), 3.96 (s, 3H), 2.89 (s, 3H); *C NMR (101 MHz, CDCI5) J 160.40, 146.86, 143.32,
141.91, 137.11, 133.94, 124.14, 123.71, 123.63, 122.58, 118.94, 111.75, 111.68, 108.97, 56.84, 30.08, 10.43;
HRMS (ESI-Q-TOF, m/z) caled. for Ci7Hi7N4Os [M + H]": 325.1301, found: 325.1304.
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3-((4-Methoxyphenyl)diazenyl)-2-methyl-1H-indole(40)
Yield: 47%; yellow solid; m.p. 138.6-138.9 °C; 'H NMR (400 MHz, CDCls) 6 8.53 (d, J 6.1 Hz, 1H),
8.21 (s, 1H), 7.88 (d, J 8.2 Hz, 2H), 7.29 (s, 1H), 7.24-7.18 (m, 1H), 7.00 (d, J 8.2 Hz, 2H), 3.88 (s, 3H), 2.82
(s,3H); *CNMR (101 MHz, CDCl5) § 160.11, 136.15, 132.04, 129.36, 124.80, 123.82, 122.80, 122.21, 118.76,
114.35, 113.89, 111.83, 55.60, 11.79; HRMS (ESI-Q-TOF, m/z) calcd. for CicHisN3O [M + H]": 266.1293,
found: 266.1298.
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1-Ethyl-3-((4-methoxyphenyl)diazenyl)-2-methyl-1H-indole (4p)
Yield: 81%; yellow solid; m.p. 109.5-110.3 °C; "H NMR (400 MHz, CDCI;) 6 8.65-8.49 (m, 1H), 7.87
(d, J 8.8 Hz, 2H), 7.35-7.29 (m, 1H), 7.27 (s, 1H), 7.26-7.22 (m, 1H), 6.99 (d, J 8.8 Hz, 2H), 4.22 (q,J 7.2 Hz,
2H), 3.90-3.84 (m, 3H), 2.86-2.78 (m, 3H), 1.43 (t, J 7.2 Hz, 3H); *C NMR (101 MHz, CDCls) § 159.97,

135.96, 132.02, 129.36, 123.37, 122.89, 122.85, 119.17, 114.09, 109.03, 55.55, 38.47, 14.88, 10.01; HRMS
(ESI-Q-TOF, m/z) calcd. for C1sHaoN3O [M + H]*: 294.1606, found: 294.1609.

4q

1-Allyl-3-((4-methoxyphenyl)diazenyl)-2-methyl-1 H-indole (4q)

Yield: 60%; yellow solid; m.p. 111.0-111.6 °C; 'H NMR (400 MHz, CDCl5) § 8.63-8.48 (m, 1H), 7.88
(d, J 8.8 Hz, 2H), 7.27 (s, 2H), 7.26-7.20 (m, 1H), 7.00 (d, J 8.8 Hz, 2H), 5.99 (ddd, J 14.8, 9.6, 4.4 Hz, 1H),
5.19 (d, J 10.4 Hz, 1H), 4.93 (d, J 17.1 Hz, 1H), 4.78 (d, J 2.4 Hz, 2H), 3.88 (s, 3H), 2.79 (s, 3H); '*C NMR
(101 MHz, CDCls) 6 160.06, 148.36, 143.84, 136.31, 132.24, 132.03, 123.18, 123.02, 122.69, 122.62, 119.26,
116.93,114.07,109.15, 55.54, 45.58, 9.91; HRMS (ESI-Q-TOF, m/z) calcd. for Ci9H20N30 [M +H]": 306.1606,
found: 306.1610.
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2-(3-((4-Methoxyphenyl)diazenyl)-2-methyl-1H-indol-1-yl)ethan-1-ol (4r)

Yield: 39%; yellow solid; m.p. 104.7-105.4 °C; '"H NMR (400 MHz, CDCls) 6 8.59-8.53 (m, 1H), 7.86
(d, J 8.9 Hz, 2H), 7.33 (d, J 8.7 Hz, 1H), 7.27 (d, J 7.0 Hz, 1H), 7.25 (s, 1H), 6.99 (d, J 8.9 Hz, 2H), 4.32 (t,
J 5.3 Hz, 2H), 4.00 (t,J 5.3 Hz, 2H), 3.88 (s, 3H), 2.84 (s, 3H); *C NMR (101 MHz, CDCls) § 160.02, 136.44,
131.99, 123.39, 122.92, 122.79, 122.56, 119.15, 114.10, 109.35, 60.93, 55.55, 45.83, 10.39; HRMS
(ESI-Q-TOF, m/z) calcd. for C1sH20N302 [M + H]*: 310.1556 , found: 310.1560.

H
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3-((4-Methoxyphenyl)diazenyl)-2-methyl-1-pentyl-1H-indole (4s)

Yield: 62%; yellow solid; m.p. 99.8-99.9 °C; '"H NMR (400 MHz, CDCls) 6 8.57 (dd, J 5.5, 3.2 Hz,
1H), 7.87 (d, J 8.8 Hz, 2H), 7.30 (dd, J 13.6, 10.6 Hz, 2H), 7.24 (s, 1H), 6.99 (d, J 8.8 Hz, 2H), 4.14 (t,
J 7.4 Hz, 2H), 3.88 (s, 3H), 2.82 (s, 3H), 1.82 (d, J 6.6 Hz, 2H), 1.38 (d, J 3.1 Hz, 4H), 0.92 (d, J 6.7 Hz, 3H);
BCNMR (101 MHz, CDCls) 6 159.95, 148.23, 144.10, 136.24, 132.07, 123.07, 122.92, 122.68, 122.61, 119.23,

114.06, 109.18, 55.54, 43.72, 29.51, 29.14, 22.45, 13.99, 10.18; HRMS (ESI-Q-TOF, m/z) calcd. for
C21H26N30 [M + H]": 336.2076, found: 336.2080.
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1-(Cyclopropylmethyl)-3-((4-methoxyphenyl)diazenyl)-2-methyl-1H-indole (4t)

Yield: 88%; yellow solid; m.p. 145.2-147.4 °C; '"H NMR (400 MHz, CDCIls) ¢ 8.60-8.54 (m, 1H), 7.87
(d, J 8.7 Hz, 2H), 7.39-7.32 (m, 1H), 7.27 (s, 1H), 7.25-7.23 (m, 1H), 7.00 (d, J 8.8 Hz, 2H), 4.09 (d, J 6.4 Hz,
2H), 3.88 (s, 3H), 2.84 (s, 3H), 1.27 (s, 1H), 0.60 (d, J 7.6 Hz, 2H), 0.41 (d, J 5.0 Hz, 2H); C NMR
(101 MHz, CDCls) 0 159.96, 148.72, 143.21, 136.47, 132.24, 122.98, 122.92, 122.52, 122.44, 119.29, 114.03,
109.26, 55.53, 47.47, 11.28, 10.35, 4.10; HRMS (ESI-Q-TOF, m/z) caled. for C20H22NsO [M + H]": 320.1763,
found: 320.1768.

4u

1-Benzyl-3-((4-methoxyphenyl)diazenyl)-2-methyl-1H-indole (4u)

Yield: 42%; yellow solid; m.p. 142.2-143.5 °C; *H NMR (400 MHz, CDCls) ¢ 8.60 (d, J 7.5 Hz, 1H),
7.89(d, J8.8 Hz, 2H), 7.29 (dd, J 12.1, 4.3 Hz, 3H), 7.22 (dd, J 13.2, 6.3 Hz, 3H), 7.06 (d, J 7.0 Hz, 2H), 7.00
(d, J 8.7 Hz, 2H), 5.41 (s, 2H), 3.88 (s, 3H), 2.78 (s, 3H); **C NMR (101 MHz, CDCls) ¢ 160.12, 148.62,
143.52, 136.62, 136.53, 132.46, 128.98, 128.28, 127.69, 126.03, 123.26, 123.08, 122.71, 122.60, 119.42,
114.06, 109.30, 55.54, 46.85, 10.17; HRMS (ESI-Q-TOF, m/z) calcd. for C23H»N3O [M + H]™: 356.1763,
found: 356.1767.



4v

3-((4-Methoxyphenyl)diazenyl)-2-methyl-1-(3-methylbenzyl)- 1 H-indole (4v)

Yield: 33%; yellow solid; m.p. 126.5-128.1 °C; '"H NMR (400 MHz, CDCls) 6 8.60 (d, J 7.5 Hz, 1H),
7.89 (d, J 8.8 Hz, 2H), 7.29 (s, 1H), 7.24-7.15 (m, 3H), 7.07 (d, J 7.5 Hz, 1H), 7.00 (d, J 8.8 Hz, 2H),
6.89-6.84 (m, 2H), 5.37 (s, 2H), 3.88 (s, 3H), 2.79 (s, 3H), 2.28 (s, 3H); ?*C NMR (101 MHz, CDCl;) § 160.11,
148.65, 143.63, 138.78, 136.66, 136.50, 132.43, 128.88, 128.47, 126.61, 123.24, 123.13, 123.08, 122.69,
122.56, 119.41, 114.07, 109.36, 55.54, 46.85, 21.47, 10.20; HRMS (ESI-Q-TOF, m/z) calcd. for C2sH24N30
[M + H]": 370.1919, found: 370.1924.

1-(4-Fluorobenzyl)-3-((4-methoxyphenyl)diazenyl)-2-methyl- 1 H-indole (4w)

Yield: 45%; yellow solid; m.p. 135.9-136.7 °C; *H NMR (400 MHz, CDCls) ¢ 8.60 (d, J 7.6 Hz, 1H),
7.89 (d, J 8.8 Hz, 2H), 7.30-7.25 (m, 2H), 7.22 (s, 1H), 7.05-6.95 (m, 6H), 5.37 (s, 2H), 3.88 (s, 3H), 2.77 (s,
3H); °C NMR (101 MHz, CDCls) 5 163.45, 161.00, 160.20, 151.90, 148.43, 143.42, 136.47, 132.48, 132.23,
132.19, 127.74,127.66, 123.38, 123.10, 122.84, 122.71, 119.44, 116.04, 115.82, 114.08, 109.20, 55.54, 46.22,
10.15; F NMR (377 MHz, CDCls) 6 —62.02; HRMS (ESI-Q-TOF, m/z) calcd. for Co3H2N3OF [M + H]*™:
374.1669, found: 374.1673.
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Figure 3S. 'H NMR spectrum (CDCI;, 400 MHz) of compound 4a
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240609-7-HJX-G-8 35 (0.240) 1: TOF MS ES+
1004 264.1506 5.58e5
=
265.1536
84,9580 301.1418
1250864 2149179
. | Ll 2131004 [P 1450 5603224 156 a6, 4748311 5595‘“?” 85 ga5.4305 770.4080 _B37.6700.850.6660 9886146,
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Figure 5S. HR mass spectrum (ESI) of compound 4b
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
518 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:17-17 H:18-18 N:0-100 0:0-100 Na:0-3
9
240609-7-HJX-G-8 35 (0.240) 1: TOF MS ES+
5.58e+005
100~ 264.1506
u/l)_
265.1536
o, 2329263 2451156 5479300255, 1176.257.1510 261 9059 | 2671572 2731118 g1 1729282 0055 2889229  294.9184 -
e e T o B e T AR I
2350 | 2400 | 2450 | 2500 | 2650  260.0 @ 2650 2700 = 2750 & 2800 @ 2850 @ 2000 2950 ' 3000
Minimum: -1.5
Maximum: 5.0 10.0  50.0
Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
264. 1506 264, 1501 0.5 1.9 10.5 7049 n/a n/a C17 H18 N3

Figure 6S. HR mass spectrum (ESI) of compound 4b
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Figure 78. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4b
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241112-3-hjx-z-8 21 (0.147) 1: TOF MS ES+
100+ 264.1505 1.33e6

1265.1533

1266.1562
1,

_ 116.9871 141.9501 263.1383 3812977 443.2672 537.5256 3599523 6634593 685 4367 810.0916 866.0195 9553024
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Figure 9S. HR mass spectrum (ESI) of compound 4c

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

161 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:17-17 H:18-18 N:0-100 ©O:0-100

3

241112-3-hjx-z-8 21 (0.147) 1: TOF MS ES+

1.33e+006

100~ 264.1505

%

265.1533

o 84.0604 116.9871127.9797 181.1704 205.0868 263.1383(266.1562 301.1400359.3141 381.2977 427.2905 445
ALty L v e sy by o ) s e e s ) ) e ) S g L s L b ey e s A
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5 459.2405
errrrpee Mz
460 480

Minimum: -1.
Maximum: 5.0 10.0  50.

o

Mass Cale. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
264. 1505  264. 1501 0.4 1.5 10.5 992.1 n/a n/a C17 H18 N3

Figure 10S. HR mass spectrum (ESI) of compo und 4c
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Figure 118. 'H NMR spectrum (CDCls, 400 MHz) of compound 4c
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Figure 12S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4c
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241112-3-hjx-z-10 26 (0.173) 1: TOF MS ES+
100+ 264.1505 7.66e5)
=
1265.1536
338.3426
3011418 |  360.3244
o, 1O0T0 141.9505 ! (423053 oa753a75505193  6634630685.4417 8144005 g5y ez B9G.4695 ggg 2708,
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Figure 13S. HR mass spectrum (ESI) of compound 4d
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
161 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:17-17 H:18-18 N:0-100 O:0-100
3
241112-3-hjx-z-10 26 (0.173) 1: TOF MS ES+
7.66e+005
100 264.1505
%
265.1536
188.6485 205.0851 2211180 2320086 247.1231 2631407 || 2661887 0, 1750 301.1418 321.3125 334.1291
190 200 210 220 230 240 250 260 270 280 290 300 310 320 330

Minimum: -1.5
Maximum: 5.0 100 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula

264.1505  264. 1501 0.4 1.5 10.5 873.1 n/fa n/a C17 H18 N3

Figure 14S. HR mass spectrum (ESI) of compound 4d
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Figure 15S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4d
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Figure 16S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4d



240609-7-HJX-G-9 46 (0.298) 1: TOF MS ES+
100+ 278.1661 1.66€5
=
301.1418
84.9592
125.9865 214.9181
41050 \ 302.1448 559.5176 587 5479
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Figure 178. HR mass spectrum (ESI) of compound 4e
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
579 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:18-18 H:20-20 N:0-100 O:0-100 Na:0-3
9
240609-7-HJX-G-9 46 (0.298) 1: TOF MS ES+
1.66e+005
100 278.1661
%
279.1686
2681617 281.1733 582 9052
(UL A 1 44 TRl B4 7 N O I icnti L. - TR - . .S
268.0 270.0 272.0 274.0 276.0 278.0 280.0 282.0 284.0 286.0 288.0
Minimum: -1.5
Maximum: 5.0 10,0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
278.1661  278. 1657 0.4 1.4 10.5 527.0 n/a n/a C18 120 N3

Figure 18S. HR mass spectrum (ESI) of compound 4e
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Figure 19S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4e
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Figure 20S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4e
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240609-7-HIX-G-4 37 (0.250) 1: TOF MS ES+
100+ 318.1223 2.15e5
B
301.1418
84.9501 319.1247
125.9863 214.9180
267.1573
141.9591 559.5161587.5483
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Figure 21S. HR mass spectrum (ESI) of compound 4f
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
1733 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:17-17 H:15-15 N:0-100 0O:0-100 Na: 0-3 F:1-3
g
240609-7-HJX-G-4 37 (0.250) 1: TOF MS ES+
2.15e+005
10 318.1223
%
319.1247
303.1486  305.9023 400 501311 2104  315-1528 317.116 320.1288 3251318 329 1266 330-3366 333.1:35:
302.5 305.0 307.5 310.0 312.5 315.0 317.5 320.0 3225 325.0 327.5 330.0 3325
Minimum: -1.3
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
318.1223  318.1218 0.5 1.6 10.5  499.6 n/a n/a C17 115 N3 I3

Figure 22S. HR mass spectrum (ESI) of compound 4f
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Figure 23S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4f
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Figure 24S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4f
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Figure 25S. "°F NMR spectrum (CDCl;, 377 MHz) of compound 4f
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Figure 26S. HR mass spectrum (ESI) of compound 4g



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1181 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:16-16 H:15-15 N:0-100 0O:0-100 Na:0-3 F:1-3

9
240609-7-HJX-G-7 33 (0.229) 1: TOF MS ES+
2.85e+005

10 268.1255

269.1280
236.0744 245.0793 257.1516 261.908g 267-1570 270.1296 288.9229
- : 247.9297 . : 72979 1545_281.1737.282.9052 295.1937_297.1478

235.0 2400 245.0 250.0 255.0 260.0 265.0 270.0 275.0 280.0 285.0 290.0 295.0

Minimum: -1.5

Maximum: 2.0 10.0  50.0

Mass Cale. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula

268. 1255  268.1250 0.5 1.9 10.5 518.8 n/a n/a Cl6 115 N3 F

Figure 27S. HR mass spectrum (ESI) of compound 4g
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Figure 28S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4g
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Figure 29S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4g
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Figure 30S. "F NMR spectrum (CDCls, 377 MHz) of compound 4g
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240609-7-HJX-G-5 10 (0.089) 1: TOF MS ES+
100+ 284.0958 2.18e5
=
266.1295
286.0931
301.1413
437.1935 707.9328
318.2098
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Figure 31S. HR mass spectrum (ESI) of compound 4h
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
797 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:16-16 H:15-15 N:0-100 O:0-100 Na:0-3 ClI: 1-2
9
240609-7-HJX-G-5 10 (0.089) 1: TOF MS ES+
2.18e+005

100 284.0958

%

286.0931
285.0981

275.2780 276.2783

2811729 282.9049 287.0954  288.9225 290.26782%0-9249 593 0760

279.1608

m/z
276.0 278.0 280.0 282.0 284.0 286.0 288.0 290.0 292.0 294.0
Minimum: =1,
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
284.0958  284. 0955 0.3 1.1 10.5 547.5 n/a n/a C16 H15 N3 Cl

Figure 328. HR mass spectrum (ESI) of compound 4h
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Figure 33S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4h
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Figure 34S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4h
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240609-7-HJX-G-6 31 (0.219) 1: TOF MS ES+
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Figure 35S. HR mass spectrum (ESI) of compound 4i
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
665 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:16-16 H:15-15 N:0-100 0:0-100 Na:0-3 Br:1-2
9
240609-7-HJX-G-6 31 (0.219) 1: TOF MS ES+
3.78e+005
10 328.0454 330.0436
%
331.0462
3110731 3159149347 194 3191185 455 59, 327.0351 | 332.0489 3383412 3412002 3448792
e R e e B e L TRt T S
310.0 315.0 320.0 325.0 3300 335.0 340.0 345.0
Minimum: -1.5
Maximum: 5.0 10.0  50.0
Mass Calec. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
328.0454 3280449 0.5 1.5 10.5 737.2 n/a n/a Cl6 H15 N3 Br

Figure 36S. HR mass spectrum (ESI) of compound 4i
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Figure 37S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4i
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Figure 38S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4i
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Figure 39S. HR mass spectrum (ESI) of compound 4j

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1361 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:16-16 H:14-14 N:0-100 0:0-100 Na:0-3 F:1-3

9
240609-7-HJX-G-10 28 (0.183) 1: TOF MS ES+
2.48e+005
10 286.1160
%
287.1185
271.0361 5731055 2742671 71653 281.1732 2829056 288.9226 2909256 54 gp07 p07 1445 20B8TST
‘ CEEILAIL R

T
270.0 2725 275.0 2775 280.0 2825 285.0 2875 290.0 292.5 295.0 2975 300.0

Minimum: -1.5

Maximum: 5.0 10.0  50.0

Mass Cale. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula

286. 1160  286. 1156 0.4 1.4 10.5 614.2 n/a n/a C16 H14 N3 F2

Figure 40S. HR mass spectrum (ESI) of compound 4j
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Figure 418. 'H NMR spectrum (CDCls, 400 MHz) of compound 4j

T T T T T
1.0 05 00 -05 -1.0

2991

—10.15

t4.0x10°

+3.5x10°

L3.0x10°

t2.5x10*

L2.ox10

Lrsx10®

Frox1o®

Ls.0x10’

e 0.0

o il e il

il

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40
fl (ppm)

Figure 42S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4j
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Figure 43S. "F NMR spectrum (CDCls, 377 MHz) of compound 4j
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Figure 44S. HR mass spectrum (ESI) of compound 4k



Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
1028 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:16-16 H:14-14 N:0-100 0O:0-100 Na:0-3 Cl:1-2
9
240609-7-HJX-G-11 30 (0.194) 1: TOF MS ES+
6.23e+005
100 318.0570
320.0543
%
321.0568
230.8898 261.9085267.1564 2811725  301.1418 338.3413 3603735  381.2082 406.3285
220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410
Minimum: -1.5
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
318. 0570  318. 0565 0.3 1.6 10.5 886.0 n/a n/a Cl6 H14 N3 Cl2
Figure 45S. HR mass spectrum (ESI) of compound 4k
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Figure 46S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4k
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Figure 478. °C NMR spectrum (CDCls, 101 MHz) of compound 4k
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241112-3-hjx-z-11 31 (0.219) 1: TOF MS ES+
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Figure 48S. HR mass spectrum (ESI) of compound 41



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

516 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:14-14 N:0-100 0:0-100 CI: 1-4

3
241112-3-hjx-z-11 31 (0.219) 1: TOF MS ES+

2.10e+005
100 318.0567

320.0534
%o
322.0522
303.1950 308.1329 313.2774 317.0501 23.0530 329.1270  332.2694 336.3243

302.5 305.0 307.5 310.0 312.5 315.0 317.5 320.0 3225 325.0 3275 330.0 3325 335.0 337.5

Minimum: -1.5

Maximum: 5.0 10.0  50.0

Mass Calc. Mass mDa PPM DBE i{-FIT  Norm  Conf (%) Formula
318.0567  318. 0565 0.2 0.6 10.5 615.8 n/a n/a C16 H14 N3 Cl2

Figure 49S. HR mass spectrum (ESI) of compound 41
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Figure 508. 'H NMR spectrum (CDCl;, 400 MHz) of compound 41
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Figure 518. °C NMR spectrum (CDCls, 101 MHz) of compound 41
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Figure 528. HR mass spectrum (ESI) of compound 4m



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

211 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:18-18 H:18-18 N:0-100 0O:0-100

3
241112-3-hjx-z-9 18 (0.131) 1: TOF MS ES+

8.97e+005
100 308.1403

%

300.1432
1811721 199.1345 267.1551  301.1414 341.3067 3812971  427.2891 443 ppgp 459.2419 .
Z
140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Minimum; -1.5
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
308.1403  308.1399 0.4 1. 1.5 896.7 n/a n/a C18 HI8 N3 02
Figure 53S. HR mass spectrum (ESI) of compound 4m
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Figure 54S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4m



—167.09

il f i

o

—52.12

—30.00

L3.8¢10°

—10.25

F3.6x10°
+3.4x10%
t3.2¢10%
L3.0x10°
t2.8%10%
L2.6%10°
F2.4x10%
+2.2¢10%
L2.0%10°
F1.8x10°
F1.6x10°
Hax10®
F1.2¢10%
1.0x10%
L8.0x107
+6.0%107
L4.0%107

F2.0x107

210 200 190 180 170

160 150

140

100 90

fl (ppm)

130 120 110

80

70

60

50

40

30

Figure 55S. °C NMR spectrum (CDCls, 101 MHz) of compound 4m
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Figure 56S. HR mass spectrum (ESI) of compound 4n



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

757 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:17-17 H:17-17 N:0-100 0:0-100 Na:0-3

9
240609-7-HJX-G-3 19 (0.136) 1: TOF MS ES+
9.09e+005
100 325.1304
%
326.1333
1250861 1419502  214.9181  267.1567 301.1415 | 381.2976 4432678 504.1620 ss05148
B B e R T L B o o e o o o e o o o N BRI B e o i o e s S
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575

Minimum: -1.5
Maximum: 2.0 100 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
325.1304  325. 1301 0.3 0.9 1.5 799.3 n/a n/a CL7 H1T N4 03

Figure 57S. HR mass spectrum (ESI) of compound 4n

CEaT eSO T S — o wi o @
Cewvminvmaccl @ = @ee—— - —_3 3
o0 of o0 of o of o6 of o = I~ = = O D = o i
e S e S [ |

\ N0, t2.sx10®
5}
N

tsx10®
Lox1o®
L5.0x10"
r )
1 ]
[T H Jn_u_. Lo.o
16y [N [ |
o0 ol v = — O —_— o
%S = s =2 S
S = = o en o

115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -1.5
fl (ppm)

Figure 58S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4n
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Figure 59S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4n
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Figure 60S. HR mass spectrum (ESI) of compound 40



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

515 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:16-16 H:16-16 N:0-100 0O:0-100 Na:0-3

9
240609-7-HJX-G-1 52 (0.329) 1: TOF MS ES+
9.17e+004
100 266.1298
%
267.1563
2571515 261.1109261 9077 265.1201 268.1572 2691607 272.9521 2739500 507 ygga 275-2:322
I e o e ot L N T B et e IS L
256.0 258.0 260.0 262.0 264.0 266.0 268.0 270.0 272.0 2740 276.0 278.0
Minimum: -1.5
Maximum: 2.0 100 50.0
Mass le. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
10. / {

Ca !
266.1298  266. 1293 0.5 1.9 5 3975 n/a n/a C16 H16 N3 0

Figure 61S. HR mass spectrum (ESI) of compound 40
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Figure 62S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4o
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Figure 63S. °C NMR spectrum (CDCls, 101 MHz) of compound 4o
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Figure 64S. HR mass spectrum (ESI) of compound 4p




Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min=-1.5, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

641 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:18-18 H:20-20 N:0-100 O:0-100 Na:0-3

9
240609-7-HJX-G-12 40 (0.266) 1: TOF MS ES+
3.64e+005

294.1609

100

8021435  317.1146338.3435 344 g761  360.3232 3812986

220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380

Minimum: -1.5

Maximum: 5.0 10.0  50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
294.1609 294, 1606 0.3 1.0 10.5 601.0 n/a n/a C18 120 N3 0

Figure 65S. HR mass spectrum (ESI) of compound 4p
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Figure 66S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4p
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Figure 67S. ""C NMR spectrum (CDCIs, 101 MHz) of compound 4p
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Figure 68S. HR mass spectrum (ESI) of compound 4q



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

699 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:19-19 H:20-20 N:0-100 0O:0-100 Na: 0-3
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Figure 69S. HR mass spectrum (ESI) of compound 4q
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Figure 70S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4q
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Figure 71S. °C NMR spectrum (CDCls, 101 MHz) of compound 4q
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Figure 728. HR mass spectrum (ESI) of compound 4r
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

706 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:18-18 H:20-20 N:0-100 0O:0-100 Na:0-3
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Figure 73S. HR mass spectrum (ESI) of compound 4r
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Figure 74S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4r
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Figure 75S. °C NMR spectrum (CDCls, 101 MHz) of compound 4r
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Figure 76S. HR mass spectrum (ESI) of compound 4s
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

854 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:21-21 H:26-26 N:0-100 0:0-100 Na:0-3
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Mass Calc. Mass mDa PPM
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Figure 778. HR mass spectrum (ESI) of compound 4s
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Figure 78S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4s
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Figure 79S. "C NMR spectrum (CDCl3, 101 MHz) of compound 4s
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Figure 80S. HR mass spectrum (ESI) of compound 4t
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

770 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:20-20 H:22-22 N:0-100 0O:0-100 Na:0-3
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Figure 818. HR mass spectrum (ESI) of compound 4t
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Figure 82S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4t
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Figure 83S. "C NMR spectrum (CDCI3, 101 MHz) of compound 4t
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Figure 84S. HR mass spectrum (ESI) of compound 4u
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

976 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:23-23 H:22-22 N:0-100 ©0:0-100 Na:0-3
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Figure 85S. HR mass spectrum (ESI) of compound 4u
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Figure 86S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4u
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Figure 87S. °C NMR spectrum (CDCl;, 101 MHz) of compound 4u
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Figure 88S. HR mass spectrum (ESI) of compound 4v



Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5 max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
1059 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:24-24 H:24-24 N:0-100 O:0-100 Na:0-3
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Figure 89S. HR mass spectrum (ESI) of compound 4v
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Figure 90S. 'H NMR spectrum (CDCls, 400 MHz) of compound 4v
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Figure 918. "°C NMR spectrum (CDCls, 101 MHz) of compound 4v
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Figure 928. HR mass spectrum (ESI) of compound 4w
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

2635 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:23-23 H:21-21 N:0-100 0:0-100 Na:0-3 F:1-3
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Figure 93S. HR mass spectrum (ESI) of compound 4w
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Figure 94S. 'H NMR spectrum (CDCl;, 400 MHz) of compound 4w
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Figure 95S. °C NMR spectrum (CDClL;, 101 MHz) of compound 4w
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Figure 96S. "’F NMR spectrum (CDCI3,377 MHz) of compound 4w
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