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Compound (4a): Colorless solid, mp = 181-184 °C; IR (KBr): 1619, 1723, 1736 cm™; 'H
NMR (500 MHz, CDCly): 8 0.31 (t, 1H, J = 6.96 Hz), 2.31 (s, 3H), 3.273.33 (m, 1H), 3.52-
3.58 (m, 1H), 3.91 (t, 1H, J = 10.24 Hz), 421 (dd, 1H, J = 6.88, 9.94 Hz), 5.13 (dd, 1H, J =
6.88, 10.70 Hz), 6.10 (d, 1H, J = 8.41 Hz), 6.40 (d, 1H, J = 7.64 Hz), 6.46 (t, 1H, J = 7.64
Hz), 6.87 (t, 1H, J = 8.02 Hz), 7.56 (t, 2H, J = 6.88 Hz), 7.62-7.67 (m, 2H), 7.73 (s, 3H), 8.01
(d, 1H, J = 7.64 Hz), 8.06 (t, 2H, J = 7.64 Hz), 8.13 (t, 1H, J = 7.64 Hz);"*C NMR (125 MHz,
CDCly): & 13.1, 35.2, 47.3, 52.6, 60.1, 61.9, 78.6, 109.4, 121.8(2), 123.7, 126.0, 128.2, 128.6, 128.9, 129.3,
129.4, 129.6, 129.8, 130.9, 138.0, 141.3(2), 142.2, 146.2, 154.5, 158.4, 170.7, 177.4.; HRMS: m/z 477.1944
(M+H)" [Calcd 477.1921].

Compound (4b): Colorless solid, mp = 172-174 °C; IR (KBr): 1612, 1714, 1735 cm™; 'H

NMR (400 MHz, CDCLy): & 0.43 (t, 3H, J = 7.02 Hz), 2.29 (s, 3H), 2.71 (s, 3H), 3.42-3.72

ol (m. 3H), 4.54 (¢, 1H, 7= 9.2 Hz), 4.64 (1, 1H, J = 8.2 Hz), 6.40 (d, 1H, J = 7.76 Hz), 6.81

@Né (t, 1H, J = 7.56 Hz), 7.07-7.13 (m, 2H), 7.44-7.53 (m, 2H), 7.61-7.70 (m, 2H), 7.90 (d, 1H,

4b J = 8.24 Hz), 7.96-8.03 (m, 3H); >*C NMR: (100 MHz, CDCls): § 13.2, 25.7, 35.7, 49.2,

53.8, 60.3, 62.6, 79.5, 107.6, 121.4, 121.5, 124.9, 127.1, 128.4, 128.5, 128.7, 129.0, 129.4(2), 130.4, 136.9,
140.7, 142.1, 143.5, 144.9, 154.2, 160.9, 170.1, 173.9.; HRMS: m/z 491.2072 (M+H)* [Calcd 491.2083].

Compound (4¢): Colorless solid, mp = 193-195 °C; IR (KBr): 1609, 1707, 1740 cm'l;
'H NMR (500 MHz, CDCly): & 0.34 (t, 3H, J = 6.92 Hz), 2.34 (s, 3H), 3.44-3.50 (m,
= 1H), 3.58-3.64 (m, 1H), 3.72 (t, 1H, J = 10.00 Hz), 4.17 (d, 1H, J= 16.15 Hz), 4.57 (t,
é 1H,J=9.23Hz),4.70 (t, 1H,/J=9.23 Hz),4.79 (d, 1H, J=15.68 Hz ), 6.21 (d, 1H, J

=7.69 Hz ), 6.40 (d, 2H, J =8.46 Hz ), 6.82 (t, 1H, J = 7.69 Hz ), 6.96-7.04 (m, 2H),
7.24 (d, 1H, J =7.69 Hz ), 7.47-7.50 (m, 2H), 7.60 (t, 1H, J = 6.92, 8.46 Hz), 7.69 (t, 1H, J = 6.92, 8.46 Hz),
7.82 (d, 1H, J = 8.46 Hz), 8.02-8.08 (m, 3H); °C NMR (125 MHz, CDCl5): § 13.2, 35.9, 43.2, 49.5, 53.9, 60.4,
62.8,79.5, 109.0, 121.7(2), 125.3, 126.2, 127.1, 127.5, 128.4, 128.6, 128.8(2), 129.0, 129.2, 129.5, 129.6, 130.9,
135.1, 137.1, 140.8, 142.2, 142.8, 145.2, 154.4, 160.7, 170.1, 173.9.; HRMS: m/z 567.2386 (M+H)" [Calcd
567.2391].

Compound (4d): Colorless solid, mp = 182-183°C; IR (KBr): 1637, 1712, 1739 cm'l; 'H
NMR (500 MHz, CDCl3): § 0.43 (t, 3H, J = 6.88 Hz), 2.32 (s, 3H), 3.47-3.53 (m, 1H),
3.60-3.73 (m, 3H), 4.08-4.12 (m, 1H), 4.26 (d, 1H, J = 17.58 Hz), 4.57 (t, 1H, J = 8.41
Hz), 4.65-4.70 (m, 2H), 5.19-5.26 (m, 1H), 6.36 (d, 1H, J=7.64 Hz), 6.77 (d, 1H, J =7.64
Hz), 7.03 (t, 1H, J =7.64 Hz), 7.13 (d, 1H, J = 7.64 Hz), 7.48-7.51 (m, 2H), 7.62-7.71 (m,
2H), 7.92-7.96 (m, 2H), 8.01-8.03 (m, 2H); °*C NMR (125 MHz, CDCly): § 13.3, 35.9, 41.5, 49.2, 54.0, 60.4,
62.8, 79.7, 108.7, 116.5, 121.5, 121.7, 125.0, 127.3, 128.5, 128.6, 128.8, 129.0, 129.1, 129.5, 129.6, 130.6,
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130.8, 137.0, 140.8, 142.2, 142.8, 145.0, 154.2, 161.2, 170.2, 173.7.; HRMS: m/z 517.2241 (M+H)" [Calcd
517.2240].

Compound (4e): Colorless solid, mp = 179-180°C; IR (KBr): 1646, 1719, 1738 cm'l; 'H
NMR (500 MHz, CDCl;): 8 0.43 (t, 3H, J = 6.88 Hz), 2.32 (s, 3H), 1.74 (t, 1H, J = 2.23 Hz
), 3.46-3.53 (m, 1H), 3.60-3.66 (m, 1H), 3.72 (t, 1H, J = 9.5 Hz), 3.99 (m, 2H), 4.54 (t, 1H, J
=9.00 Hz), 4.65 (t, 1H, J = 9.00 Hz), 6.57 (d, 1H, J = 7.64 Hz), 6.86 (t, 1H, J = 7.64 Hz),
7.11-7.17 (m, 2H), 7.45-7.53 (m, 2H), 7.61-7.69 (m, 2H), 7.87 (d, 1H, J = 8.41 Hz), 7.95 (d,
1H, J = 7.64 Hz), 8.02(d, 1H, J = 6.88 Hz),; °C NMR (125 MHz, CDCly): § 13.3, 28.6, 35.9, 49.0, 54.0, 60.4,
62.9, 71.4, 76.3, 79.9, 108.8, 121.7, 122.0, 125.1, 127.3, 128.3, 128.6, 128.7, 129.1, 129.2, 129.5 (2), 130.8,
137.0, 140.8, 141.5, 142.2, 144.8, 154.2, 160.7, 170.2, 173.1.; HRMS: m/z 515.2063 (M+H)" [Calcd 515.2083].

[~ Et0,c __— || Compound (4f): Colorless solid, mp = 198-200 °C; IR (KBr): 1620, 1724, 1735 cm’l; '"H NMR
(500 MHz, DMSO-dy): 8 0.34 (t, 3H, J = 6.88 Hz), 2.26 (s, 3H), 3.37-3.41 (m, 1H), 3.50-3.53
“n |l (m, 1H), 3.65 (t, 1H, J =9.94 Hz), 4.31 (t, 1H, J = 8.41 Hz), 4.63 (t, 1H, J = 8.41 Hz), 6.47 (d,
@Né 1H, J = 7.64 Hz), 7.09 (d, 1H, J = 8.41 Hz), 7.31 (s, 1H), 7.50-7.56 (m, 2H), 7.70-7.78 (m,
(4:f| 3H), 8.02-8.08 (m, 2H), 10.00 (s, 1H), °C NMR: (125 MHz, DMSO-d,): § 13.3, 35.8, 49.3,
53.3,60.3, 62.5, 79.6, 111.1, 121.6, 125.8, 127.6, 127.9, 128.7, 129.0, 129.1, 129.3, 129.4, 129.5, 130.4, 130.9,

136.6, 140.4, 140.7, 141.8, 145.1, 154.1, 160.0, 169.7, 174.8.; HRMS: m/z 511.1550 (M+H)* [Calcd 511.1537].

Compound (4g): Colorless solid, mp = 182-184°C; IR (KBr): 1616, 1722, 1736 cm’l; '"H NMR
(500 MHz, CDCl): 8 0.37 (t, 3H, J = 6.88 Hz), 2.36 (s, 3H), 2.55 (s, 3H), 3.41-3.46 (m, 1H),
=\ 3.55-3.61 (m, 1H), 3.67 (t, 1H, J =9.94 Hz), 4.47 (dd, 1H, J = 8.41, 9.94 Hz), 4.63 (dd, 1H, J
N

w =8.41,9.17 Hz), 6.38 (d, 1H, J = 6.88 Hz), 6.86 (t, 1H, J = 7.64 Hz), 7.04 (t, 1H, J = 7.64 Hz),
HaC

7.22 (d, 1H, J = 7.64 Hz), 7.31 (s, 1H), 7.42-7.44 (m, 3H), 7.70 (d, 1H, J = 8.41 Hz), 7.80 (s,
1H), 7.92-8.00 (m, 2H), *C NMR: (125 MHz, CDCLy): & 13.2, 21.8, 36.0, 49.2, 53.8, 60.4,
62.7, 79.7, 109.7, 121.6, 125.9, 127.8, 128.4, 128.6, 129.0(2), 130.6, 130.7, 137.1, 139.2, 140.0, 140.5, 142.2,
144.9, 154.2, 159.4, 170.2, 175.8.; HRMS: m/z 489.2088 (M+H)* [Calcd 491.2083].

Compound (4h): Colorless solid, mp = 205-207 °C; IR (KBr): 1616, 1720, 1739 cm'l; 'H
NMR (400 MHz, CDCl;): 6 0.37 (t, 3H, J = 6.88 Hz), 2.31 (s, 3H), 2.43 (s, 3H), 2.45 (s,
3H), 3.42-3.47 (m, 1H), 3.54-3.60 (m, 1H), 3.67 (t, 1H, J =9.94 Hz), 448 (t, 1H, J =9.94
Hz),4.61(t, 1H, J=9.17 Hz), 6.40 (d, 1H, J =7.44 Hz), 6.83 (t, 1H, J =7.64 Hz), 7.03 (t,
1H, J =7.64 Hz), 7.14 (d, 1H, J = 7.64 Hz), 7.34-7.39 (m, 2H), 7.60 (s, 1H), 7.78 (s, 1H),
7.85 (s, 1H), 7.90 (d, 1H, J = 6.88 Hz), 7.95 (d, 1H, J = 6.88 Hz), °C NMR: (100 MHz,
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CDCly): & 13.0, 20.0, 20.1, 35.7, 49.0, 53.6, 60.1, 62.4, 79.5, 109.4, 121.2, 121.3, 125.6, 127.5, 127.8, 128.1,
128.5, 128.7, 128.8, 130.1, 137.1, 138.7, 139.4, 139.7, 140.3, 140.7, 144.4, 153.2, 159.4, 170.0, 175.6; HRMS:
m/z 505.2234 (M+H)* [Calcd 505.2240].

Compound (4i): Colorless solid, mp = 186-188 °C; IR (KBr): 1608, 1710, 1740 cm™; '"H NMR
(400 MHz, CDCly): § 2.33 (s, 3H), 3.05 (s, 3H), 3.71 (t, 1H, J = 9.6 Hz), 4.52 (t, 1H, J = 9.4
Hz), 4.65(t, 1H, J = 8.8 Hz), 6.38 (d, 1H, J = 8.56 Hz), 6.75 (t, 1H, J = 7.6 Hz), 6.98-7.06 (m,
2H), 7.14 (s, 1H), 7.42-7.47 (m, 2H), 7.61-7.70 (m, 2H), 7.89-8.04 (m, 4H); *C NMR: (100
MHz, CDCly): § 35.7, 49.1, 51.3, 53.9, 62.6, 79.7, 109.6, 121.5, 121.7,125.4, 127.5, 128.0,
128.6, 128.7, 129.0, 129.1, 129.4, 129.5, 130.6, 136.8, 140.7, 142.2, 144.7, 154.0, 160.9, 170.7, 176.1.; HRMS:
m/z 463.1771 (M+H)* [Calcd 463.1770].

Compound (6a): Colorless solid, mp = 171-172 °C; IR (KBr): 1619, 1710, 1735 cm'l; 'H
NMR (500 MHz, CDCl5): & 0.34 (t, 3H, J = 6.88 Hz,), 2.17-2 35 (m, 4H), 2.69-2.75 (m, 1H),
2.85 (t, 1H, J = 8.41 Hz,), 3.30-3.36 (m, 1H), 3.50-3.58 (m, 1H), 4.64-4.69 (m, 1H), 5.03 (d,
1H, J = 8.41Hz), 6.36-6.49 (m, 3H), 6.84 (t, 1H, J = 7.64 Hz,), 7.54-7.69 (m, 4H), 7.97 (s,
1H), 8.01 (d, 1H, J = 8.41 Hz), 8.07 (d, 2H, J = 7.64Hz), 8.32 (d, 1H, J = 8.41 Hz); "C NMR
(125 MHz, CDCl;): 6 13.2, 30.6, 31.5, 47.7, 51.7, 60.0, 66.5, 66.9, 78.0, 109.3, 121.8, 122.0, 125.9, 126.1, 128.3,
128.6, 128.8, 129.1, 129.4, 129.7, 129.8, 131.2, 137.9, 140.5, 141.2, 142.1, 145.4, 154.3, 157.6, 170.3, 179.6.;
HRMS: m/z 503.2088 (M+H)* [Calcd 503.2078].

Compound (6b): Colorless solid, mp = 208-210 °C; IR (KBr): 1604, 1709, 1736 cm'l; 'H
NMR (500 MHz, CDCl;: & 0.36 (t, 3H, J = 6.88 Hz), 2.15- 2.37 (m, 3H), 2.53-2.68 (m,
2H), 2.84 (t, 1H, J = 8.41 Hz), 3.04 (s, 1H), 3.32-3.38 (m, 1H), 3.51-3.58 (m, 1H), 4.65-
4.70 (m, 1H), 5.02 (d, 1H, J = 8.41 Hz), 6.28 (d, 1H, J = 7.64 Hz), 6.44-6.50 (m, 2H), 7.03
(t, 1H, J =7.64 Hz), 7.54 (t, 1H, J = 7.64 Hz), 7.65-7.71 (m, 3H), 8.01-8.14 (m, 3H), 8.33
(d, 1H, J = 7.64 Hz); "CNMR: (125 MHz, CDCl;): § 13.2, 25.8, 30.7, 31.4, 47.8, 51.5, 60.0, 66.6, 67.5, 78.0,
107.4, 121.8, 121.9, 125.3, 125.4, 128.3, 128.7, 129.0, 129.1, 129.4, 129.6(2), 131.2, 137.7, 141.1, 142.2, 143.1,
145.4, 154.3,157.7, 170.3, 177.9.; HRMS: m/z 517.2234 (M+H)" [Calcd 517.2240].

Compound (6¢): Colorless solid, mp = 177-179 °C; IR (KBr): 1609, 1701, 1731 cm'l; 'H
NMR (500 MHz, CDCl;): 8 0.35 (t, 3H, J = 6.88), 2.14-2.40 (m, 3H), 2.52-2.73 (m, 2H ),
2.87 (t, 1H, J = 8.41 Hz), 3.32-3.38 (m, 1H), 3.52-3.58 (m, 1H), 4.60-4.73 (m, 2H), 4.94
(d, 1H, J = 15.29 Hz), 5.12 (d, 1H, J = 8.41 Hz), 6.13 (d, 1H, J = 8.41 Hz), 6.44-6.47 (m,
2H), 6.74-6.78 (m, 1H), 6.96-7.02 (m, 4H), 7.10 (t, 1H, J = 6.88 Hz ), 7.56 (t, 1H, J =
6.88, 7.64 Hz ), 7.62-7.73 (m, 3H), 8.02-8.09 (m, 3H), 8.36 (d, 1H, J = 7.64 Hz ); °C NMR (125 MHz, CDCl,):
6 13.2, 30.6, 31.5, 43.8, 47.7, 51.9, 60.8, 66.6, 67.2, 77.6, 108.8, 122.0(2), 125.4, 125.7, 126.9, 127.3, 128.4,
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128.6, 128.8, 128.9, 129.1, 129.5, 1129.7, 130.0, 131.2, 135.6, 137.8, 141.2, 142.2, 142.7, 145.5, 154.4, 157.9,
170.3, 177.8.; HRMS: m/z 593.2565 (M+H)" [Calcd 593.2547].

Compound (6d): Colorless solid, mp = 200-202°C; IR (KBr): 1639, 1718, 1733 cm'l; 'H
NMR (500 MHz, CDCl;): & 0.35 (t, 3H, J = 6.88 Hz), 2.14-2.37 (m, 3H), 2.50-2.67 (m,
2H), 2.84 (t, 1H, J = 8.41 Hz), 3.31-3.37 (m, 1H), 3.51-3.58 (m, 1H), 4.16-4.28 (m, 2H),
4.65-4.70 (m, 1H), 4.89-4.93 (m, 2H), 5.06 (d, 1H, J = 8.41 Hz), 5.53-5.60 (m, 1H), 6.30 (d,
1H, J = 7.64 Hz), 6.45-6.49 (m, 2H), 6.85 (t, 1H, J = 7.64 Hz), 7.55 (t, 1H, J = 7.64 Hz),

7.66-7.71 (m, 3H), 8.01-8.12 (m, 3H), 8.34 (d, 1H, J = 8.41 Hz); *C NMR (125 MHz, CDCLy): & 13.2, 30.6,
31.4,42.4,47.7,51.7,60.0, 66.6, 67.3, 77.6, 108.5, 117.5, 121.8, 122.0, 125.3, 125.6, 128.3, 128.6, 128.9, 129.0,
129.4, 129.6, 129.8, 131.2, 131.6, 137.8, 141.0, 142.2, 142.6, 145.4, 154.4, 157.7, 170.3, 177.4.; HRMS: m/z
543.2380 (M+H)* [Calcd 543.2396].

Compound (6e): Colorless solid, mp = 214-216 °C; IR (KBr): 1622, 1720, 1736 cm'l; 'H
NMR (500 MHz, CDCl;): 8 0.35 (t, 3H, J = 6.92 Hz), 1.71 (s, 1H), 2.12-2.37 (m, 3H), 2.49-
2.66 (m, 2H), 2.84 (t, 1H, J = 8.41 Hz), 3.31-3.38 (m, 1H), 3.52-3.58 (m, 2H), 4.32-4.42 (m,
2H), 4.65-4.70 (m, 1H), 5.00 (d, 1H, J = 8.41 Hz), 6.48-6.54 (m, 3H), 6.92 (t, IH, J = 7.69
Hz), 7.54 (t, 1H, J = 7.69 Hz), 7.63-7.68 (m, 3H), 7.99 (d, 1H, J = 8.46 Hz), 8.04 (d, 1H, J =

7.69 Hz), 8.15 (d, 1H, J = 7.69 Hz), 8.31 (d, 1H, J = 7.69 Hz); *CNMR: (125 MHz, CDCLy): & 13.2, 28.9, 30.6,
31.5,47.7, 51.7, 60.0, 66.6, 67.4, 71.9, 76.5, 77.9, 108.5, 121.9, 122.2, 125.2, 125.6, 128.2, 128.3, 128.8, 129.1,
129.4, 129.6, 130.3, 131.1, 137.8, 141.1, 141.3, 142.2, 145.3, 154.2, 157.5, 170.2, 176.9.: HRMS: m/z 541.2260
(M+H)* [Calcd 541.2240].

6f

Compound (6f): Colorless solid, mp = 196-198 °C; IR (KBr): 1620, 1709, 1737 cm™; 'H
NMR (500 MHz, CDCly): § 0.35 (t, 3H, J = 6.88 Hz), 2.11-2.49 (m, 4H), 2.67-2.72 (m, 1H),
2.88 (t, 1H, J = 8.41 Hz), 3.31-3.37 (m, 1H), 3.54-3.60 (m, 1H), 4.63-4.68 (m, 1H), 4.99 (d,
1H, J = 8.41 Hz), 6.31 (d, 1H, J = 8.41 Hz), 6.38 (s, 1H), 6.81-6.83 (m, 1H), 7.55-7.72 (m,
4H), 8.03 (d, 2H, J = 8.41 Hz), 8.07 (s, 1H), 8.11 (d, 1H, J = 7.64 Hz), 8.28 (d, 1H, J = 7.64
Hz); ®C NMR (125 MHz, CDCl,): § 13.2, 28.9, 30.5, 31.5, 47.7, 51.6, 60.1, 66.6, 67.0, 78.1,

110.3, 122.3, 126.6, 127.2, 127.7, 128.1, 128.7, 128.9, 129.0, 129.7, 129.8, 131.3, 137.8, 138.9, 141.2, 142.2,
145.0, 154.3, 157.2, 165.4, 170.1, 179.3.; HRMS: m/z 537.1699 (M+H)" [Calcd 537.1693].

Compound (6g): Colorless solid, mp = 173-175 °C; IR (KBr): 1617, 1721, 1730 ceml: "
NMR (400 MHz, CDCl;): 6 0.32 (t, 3H, J = 7.08 Hz), 2.15-2.51 (m, 7TH), 2.71-2.89 (m, 2H),
3.27-3.35 (m, 1H), 3.49-3.57 (m, 1H), 4.63-4.69 (m, 1H), 5.01 (d, 1H, J = 8.4 Hz), 6.37-6.50
(m, 3H), 6.85 (t, 1H, J = 7.6 Hz), 7.45 (d, 1H, J = 8.72 Hz), 7.54 (t, 1H, J = 7.44 Hz), 7.63-
7.67 (m, 2H), 7.76 (s, 1H), 7.85 (d, 1H, J = 8.44 Hz), 8.04 (d, 1H, J =7.56 Hz), 8.31 (d, 1H, J
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= 7.72 Hz); °C NMR (125 MHz, CDCl;): § 13.2, 21.8, 30.5, 31.5, 47.7, 51.7, 60.0, 66.5, 66.9, 78.0, 109.4,
121.8, 121.9, 126.0, 126.1, 127.9, 128.3, 129.0, 129.2, 129.3, 130.6, 130.8, 131.0, 131.6, 138.0, 140.1, 140.5,
142.1, 145.5, 154.2, 156.6, 170.3, 179.8.; HRMS: m/z 517.2242 (M+H)" [Calcd 517.2240].

Compound (6h): Colorless solid, mp = 230-232 °C; IR (KBr): 1609, 1721, 1735 cm™; 'H
NMR (400 MHz, CDCl;): § 0.26 (t, 3H, J = 7.2 Hz), 1.47 (s, 3H), 2.15-2.50 (m, 7H),
VAR 2.81-2.93 (m, 2H), 3.18-3.26 (m, 1H), 3.44-3.52 (m, 1H), 4.62-4.68 (m, 1H), 5.02 (d, 1H,
N J = 8.4 Hz), 6.55-6.61 (m, 2H), 6.73 (d, 1H, J = 7.68 Hz), 6.87 (s, 1H), 6.93-6.98 (m, 1H),

QCH 7.44 (s, 1H), 7.56 (t, 1H, J = 7.44 Hz), 7.66 (t, 1H, J = 7.4 Hz), 8.07 (d, 1H, J = 7.48 Hz),
8.38 (d, 1H, J = 7.72 Hz), 9.84 (s, 1H); *C NMR (100 MHz, CDCLy): § 13.0, 19.2, 20.0,
30.4,31.5,47.6,52.4, 59.8, 66.3, 66.6, 77.7, 110.3, 121.4, 121.8, 126.3, 126.4, 127.2, 128.1, 128 .4, 128.9, 129.2,
130.4, 138.3(2), 139.4, 139.7, 140.3, 141.4, 144.9, 153.1, 156.4, 170.3, 180.9.; HRMS: m/z; 531.2380 (M+H)"
[Calcd 531.2396].

6h CH,  °

Compound (6i): Colorless solid, mp = 205-207 °C; IR (KBr): 1607, 1705, 1739 cm'l; '"HNMR
(400 MHz, CDCLy): § 2.13-2.54 (m, 4H), 2.68-2.88 (m, 2H), 2.99 (s, 3H), 4.63-4.69 (m, 1H),
AL g G|l 507 @ 1H, 7 =84 Hz), 6.35-6.49 (m, 3H), 6.84 (t, 1H, J = 7.56 Hz), 7.53-7.69 (m, 4H),
@ 7.90-8.08 (m, 4H), 8.30 (d, 1H, J = 7.8 Hz); *C NMR (100 MHz, CDCl;): & 30.4, 31.4, 47.6,

51.3, 51.6, 66.5, 66.8, 77.9, 109.2, 121.8, 122.0, 125.7, 126.0, 128.1, 128.5, 128.8, 129.0,
129.3, 129.6, 129.7, 131.1, 137.6, 140.3, 141.2, 142.1, 145.3, 154.1, 157.3, 170.8, 179.5.; HRMS: m/z 489.1934
(M+H)" [Calcd 489.1927].

6i

Compound (8a): Yellow solid, mp = 201-202 °C; IR (KBr): 1601, 1723, 1737 cm™; 'H
NMR (500 MHz, CDCLy): § 0.34 (t, 3H, J = 6.88 Hz), 2.34 (s, 3H), 3.38-3.41 (m, 1H), 3.57-
3.60 (m, 1H), 3.80 (t, 1H, J = 9.94 Hz), 4.58 (dd, 1H, J = 7.64, 9.94 Hz), 4.81 (dd, 1H, J =
7.64,9.94 Hz ), 7.32 (t, 1H, J = 7.64 Hz ), 7.41-7.52 (m, 3H), 7.55-7.63 (m, 4H), 7.67-7.73
(m, 2H), 7.78 (d, 1H, J = 7.64 Hz), 7.88 (d, 1H, J = 7.64 Hz), 7.95 (d, 1H, J = 7.64 Hz),
8.09 (d, 1H, J = 7.64 Hz); *C NMR (125 MHz, CDCLy): & 13.2, 36.0, 50.1, 54.2, 60.4, 63.6, 83.5, 120.9, 121.6,
124.3, 124.9, 127.5, 128.4, 128.6, 129.0, 129.1, 129.2, 129.3, 130.3, 130.8, 131.5, 132.0, 135.3, 136.8, 140.5,
141.3, 141.9, 145.2, 154.2, 160.0, 170.1, 201.8.; HRMS: m/z 512.1983 (M+H)" [Calcd 512.1969].

Compound (8b): Yellow solid, mp = 165-168 °C; IR (KBr): 1605, 1726, 1741 cm™; 'H
NMR (400 MHz, CDCly): & 0.33 (t, 3H, J = 7.0 Hz), 2.33 (s, 3H), 2.38 (s, 6H), 3.34-
! 3.42 (m, 1H), 3.52-3.60 (m, 1H), 3.78 (t, 1H, J = 10.00 Hz), 4.57 (t, 1H, J = 8.8 Hz),
Q\ 477 (t, 1H, J = 8.4 Hz), 7.31-7.65 (m, 8H), 7.71 (d, 1H, J = 8 Hz), 7.79 (d, 1H, J =

CH, 7.92 Hz), 7.90 (d, 1H, J = 7.44 Hz), 8.05 (d, 1H, J = 7.68 Hz); *C NMR (100 MHz,
CDCly): § 13.1, 20.1(2), 35.9, 50.0, 54.2, 60.2, 63.2, 83.3, 120.7, 121.2, 124.2, 124.7, 127.4, 127.5, 127.9, 128.4,
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128.8, 128.9, 130.2, 131.3, 132.0, 135.3, 137.1, 138.6, 139.4, 139.5, 140.6, 141.3, 144.8, 153.3, 159.1, 170.2,
202.0.; HRMS: m/z 540.2263 (M+H)" [Caled 540.2287].

Compound (9a): Yellow solid, mp = 214-216°C; IR (KBr): 1601, 1724, 1739 cm™; 'H
NMR (500 MHz, CDCLy): & 0.35 (t, 3H, J = 6.88 Hz), 2.13-2.34 (m, 3H), 2.59-2.69 (m,
1H), 2.80 (t, 1H, J = 8.41 Hz), 3.32-3.38 (m, 1H), 3.52-3.59 (m, 1H), 4.75-4.79 (m, 1H),
4.94 (d, 1H, J = 8.41 Hz), 6.82 (d, 1H, J = 7.64 Hz), 7.12 (1, 1H, J = 7.64 Hz), 7.39-7.47
(m, 2H), 7.54-7.57 (m, 3H), 7.68-7.74 (m, 2H), 7.81 (d, 1H, J = 6.88 Hz), 7.84-7.86 (m,
1H), 7.96-8.00 (m, 2H), 8.24 (d, 1H, J = 7.64 Hz); *C NMR (125 MHz, CDCly): § 13.2, 30.5, 31.5, 46.9, 52.8,
60.0, 66.3, 68.2, 80.6, 119.5, 121.9, 122.2, 124.8, 127.7, 127.9, 128.2, 128.6, 129.3, 129.4, 129.5, 130.8, 131.3,
132.6, 135.9, 137.9, 140.7, 141.2, 141.8, 145.9, 154.1, 157.6, 170.2, 208.6.; HRMS: m/z 538.2136 (M+H)*
[Calcd 538.2125].

Compound (9b): Yellow solid, mp = 177-179 °C; IR (KBr): 1604, 1726, 1740 cm’';
'"H NMR (400 MHz, CDCl3): § 0.32 (t, 3H, J = 7.0 Hz), 2.16-2.41 (m, 9H), 2.57-2.81
(m, 3H), 3.29-3.35 (m, 1H), 3.49-3.56 (m, 1H), 4.73-4.79 (m, 1H), 4.90 (d, 1H, J =
8.56 Hz), 6.81 (d, 1H, J = 7.04 Hz), 7.11 (t, 1H, J = 7.84 Hz), 7.40-7.73 (m, 7H), 7.81
(d, 1H, J = 6.96 Hz), 7.96 (d, 1H, J = 7.6 Hz), 8.41 (d, 1H, J = 7.72 Hz); *C NMR
(100 MHz, CDCly): & 13.1, 20.1(2), 30.4, 31.4, 46.8, 52.7 59.9, 66.5, 68.1, 80.6, 119.4,
121.5, 122.2, 124.6, 127.6, 127.8, 128.0, 128.6, 129.1, 130.0, 130.7, 132.6, 136.0, 138.1, 138.8, 139.5, 139.7, 140.5,
141.2, 145.6, 153.1, 156.5, 170.2, 208.6.; HRMS: m/z 566.2446 (M+H)" [Calcd 566.2444].
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Figure S38.. °C NMR spectrum of 8a
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Figure S41. "H NMR spectrum of 9a
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Figure S44. "H NMR spectrum of 9b
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Sample Name 1-476€ Position vial 1 Instrument Name Instrument User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status
i D/24/2013 12
Data Filename ACQ Method Comment Acquired Time
x10 4 |[+ESI Scan (0.089 min) Frag=175.0V 24102013 Isd-1-476...003.d
> | 499.1771
o1
85| 477.1944
(M+H)+
8
7.5
7
6.5
6
5.5
5
4.5
a
3.5 ‘
|
3
; \
1.5 ‘
1
324.2180
0.5 ‘
i 320 340 360 380 400 420 440 460 180 500 520 540
= “ounts vs. Mass-to-Charge (m/z)

Figure S45. HRMS spectra of 4a

Elemental Composition Report Page 1

Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-0ct-201316:13:33
EXT-LSD-4B 889 (1.658) AM (Cen,2, 80.00, Ht,5000.0,0.00,1 .00); Sm (Mn, 2x4.00) TOF MS ES+
491.2072 259
100—| N
1
1 |
%
i 492.|2148
14903548 i 491.8039 N
T T L o R (EREace T T T T T T T m/z
490.40 490.60 490.80 491.00 491.20 491.40 491.60 491.80 492.00 492.20
Minimum: =15
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
491,2072 491.2083 =k.2 =24 19.5 1 C30 H27 N4 03

Figure S46. HRMS spectra of 4b
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a Instrument Name User Name
Sample Name Isd-14-566 Position Vvial 1 : " Ao
Inj V‘:ﬂ 1 InjPosition SampleType :RM iael:’uTr‘a:‘l:n Status ,).\, Sk
cquit ( 13 12:01
Data Filename 24102013 Isd-14-566. ACQ Method Comment q

£ 31 Sce ag=175.0V 24102013 Isd-14-566...001.d
%10 5 |+*ESI Scan (0.118 min) Frag 5 Kl bl
s (M+H)+

1.4 301.1408

= , 5 35 700 750
- PY: - 3c 400 450 500 550 600 650
150 200 =50 L5 e e e Mass-to-Charge (m/z)

Figure S47. HRMS spectra of 4¢
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Single Mass Analysis (displaying only valid results)

Tolerance =200.0 mDa / DBE: min = -1.5, max = 50.0

Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results {(up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-0ct-201316:16:26
EXT-LSD-4D 77 (1.434) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+

Y06 517.2241 9.23

51 8.‘2350

w |
T T T 3 T T T z

515.50 516.00 516.50 517.00 517.50 518.00
Minimum: =1 .5

Maximum: 200.0 5.0 50.0

5153203 9154438

m/z

Mass Calc. Mass mDa PPM DBE Score Formula

517.2241 517.2240 0.2 0.3 205 1 C32 H29 N4 03

Figure S48. HRMS spectra of 4d
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Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all resuits (up to 1000) for each mass)

QTOF MICRO

DEPARTMENT OF CHEMISTRY IITM

Page 1

26-0ct-201316:19:17

EXT-LSD-4E 37 (0.690) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+
. 515.2063 1.91
i 516.2130
% | J
14,1389 i ’
Oy SR T T T SR T I T B MRS R [T miz
514,20 514.40 514.60 514.80 515.00 515.20 515.40 515.60 515.80 516.00
Minimum: =]
Maximum: 200.0 .0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
515.2063  515,2083 -2.0 ~3.9 21.5 1 €32 H27 N4 03
Figure S49. HRMS spectra of 4e
Elemental Composition Report Page 1

Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
29 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201316:22:12
EXT-LSD-4F 74 (1.382) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+
511.1550 237
100
i
%,
] | 512.1595
509.3286 ;
‘ 512.3695
0 ! s : S M
509.50 510.00 510.50 511.00 511.50 512.00
Minimum: =i B
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
511.1550 513.1537 1.3 2.6 19.5 1 C29 H24 N4 03 Cl

Figure S50. HRMS spectra of 4f
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Elemental Composition Report Page 1
Single Mass Analysis (displaying only valid results)

Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 resuits within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY {ITM 26-Oct-201316:32:31
EXT-LSD-4G 65 (1.208) AM (Cen,2, 80.00, Ht,5000.0,0.00,1 00); Sm (Mn, 2x4.00) TOF MS ES+
491.2088 20.6
100 f
|
|
%
i 492.?164
90.3564 J
04— e T T T b T T T T — miz
490.40 490.60 480.80 491.00 491.20 491.40 491.60 491.80 492.00 492.20
Minimum: =1.5
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
491.2088 491.2083 0.5 1.0 18.5 1 C30 H27 N4 03

Figure S51. HRMS spectra of 4g
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Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201316:27:02
EXT-LSD_4H 22 (0.429) AM (Cen,2, 80.00, Ht,5000 0,0.00,1.00); Sm (Mn, 2x4.00); Cm (16:23) TOF MS ES+
100- 505.2234 419
%
|
04.2441
0- ' 504..’)‘934 - | ’ ; 505.59'?,1:
504.40 504.60 504.80 505.00 505.20 505.40 505.60

Minimum: =15
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
505.2234 505.2240 -0.6 =12 19.5 1 C31 H29 N4 03

Figure S52. HRMS spectra of 4h
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Elemental Composition Report

Page 1
Single Mass Analysis (displaying only valid resuits)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Menoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201316:29:57
EXT-LSD-41 22 (0.411) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+
463.1771 353
100
I
|
%- |
|
1 464.1775
62.2053 |
0 T LT ] B B T T BT T miz
462.40 462.60 462.80 463.00 463.20 463.40 463.60 463.80 464.00
Minimum: =15
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
463.1771  463.1770 0.1 0.2 19.5 il C28 H23 N4 03
Figure S53. HRMS spectra of 4i
Position Vial 1 Instrument Name nstrument U:"H’ ['_"‘“l": e
lsn‘::::r sy : InjPosition s“"‘”'ﬂ‘:pp i :mu.:-u Time
Data Filename 24102013 Isd-5-502 ACQ Method A—,
x10 4 +ES| Scan (0.121-0.155 min, 2 scans) Frag=175.0v 24102013 \:;::.1‘-‘)“-,():.; 004.d
(M+H)~+
4
3.8
a6
5.4 579.2939
3.2
3
2 8
2.6
2.4
2 525.1906
1.8 i
1.6
1.4
ok
1
0.8
0.6
0.4
= 360 380 400 420 W{;‘Er‘munr'-‘.l.::‘-‘. 11-:‘1:{-;‘:”1 g.;"{razr(lr‘ m'.-;_‘:: " B40 B8O 580 600 620

Figure S54. HRMS spectra of 6a

S35



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013
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Page 1
Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
QTOF MICRO DEPARTMENT OF CHEMISTRY HTM 26-Oct-201315:46:39
EXT-LSD-6B 81 (1.509) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+
100 517.2234. 1.61
%
\
\
401.2914 i
e B SRS Ay LS Ly AR R TR T T T T T RN CAR AN CREE T R R R m/z
410 420 430 440 450 460 470 480 490 500 510
Minimum: =15
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
517.2234  517.2240 -0.5 -1.0 20.5 1 €32 H29 N4 03
Figure S55. HRMS spectra of 6b
ument Name Instrument 1 User Name
e e B T avamaas
Data Filename 24102013 Isd-8-592 ACQ Method i

- F 2 3 1sd-8-592...002.d
10 & [+ESI Scan (0.125 min) Frag 175.0Vv 24102013 Isc 593.2565
x

T(M )+
3.8
3.6
3.4

3.2

2.8

2.6
1.8

301.1421

i 352.2496
0.2 s st
e i e -
o kg Epur—.

L e R S T T =TI T B s T T

2C 5 2 z C 5 4 2 Y 575 600 62 o 675 700 >
5 350 375 400 425 450 <

17 Yo 225 250 7 300 3

5 500 5= 551
to-Charge (m/z)

Figure S56. HRMS spectra of 6¢
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Elemental Composition Report Page 1

Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron ions
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-0ct-201315:50:13
EXT-LSD-6D 46 (0.876) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00); Cm (44:50) TOF MS ES+

543.2380.. 1.80
1001

T517.2704
al .

- T T T —— T : T — miz
5180 | 5200 5220 | 5240 | 5260 5280 | 5300 5320 5340 5360 5380 5400 5420 |
Minimum: =1.5
Maximum: 200.0 50 50.0
Mass Calc. Mass mba PPM DBE Score Formula
543.2380 543.2396 -1.6 -3.0 21.5 1 €34 H31 N4 03
Figure S57. HRMS spectra of 6d
Elemental Composition Report Page 1
Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all resuits (up to 1000) for each mass)
QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201315:58:06
EXT-LSD_6E 31 (0.596) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00); Cm (29:33) TOF MS ES+
100 541.2260 6.04
i |
o |
A ! 542.|21o1
40.1634 . i
0 S R R R OB i g LE g T s T T R T T | r‘"ﬂz
540.20 540,40 540.60 540.80 541.00 541.20 541.40 541.60 541.80 542.00
Minimum: -1.5
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
541.2260 541.2240 240 3.8 22.5 1 C34 H29 N4 03

Figure S58. HRMS spectra of 6e
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Elemental Composition Report Page 1

Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
28 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201316:06:19
EXT-LSD_6F 20 (0.373) AM (Cen,2, 80.00, Ht,5000 0,0.00,1.00); Sm (Mn, 2x4,00) TOF MS ES+
100 537.1699 4.23
!
% |
538.1741
36.2305 |
o ; |
0 T T T IBESRE T T BSEEE m T T T miz
536.40 536.60 536.80 537.00 537.20 537.40 537.60 537.80
Minimum: i L
Maximum: 200.0 540 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
537.1699 537,1693 045 1.0 20.5 1 C31 H26 N4 03 cC1

Figure S59. HRMS spectra of 6f

Elemental Composition Report Page 1

Single Mass Analysis (displaying only valid resulits)
Tolerance = 200.0 mDa / DBE: min = -1 .5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201316:08:57
EXT-LSD-6G 54 (1.005) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+
517.2242 5.29
100 |
|
|
1
|
%
518.2351
0 515.3224 o i | ; ; : H ; — miz
515.50 516.00 516.50 517.00 517.50 518.00
Minimum: =1 «5
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
517.2242 517.2240 0.2 0.4 20.5 1 C32 H29 N4 03

Figure S60. HRMS spectra of 6g
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Single Mass Analysis (displaying only valid results)

Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM
EXT-LSD-6H 36 (0.676) AM (Cen,2, 80.00, Ht,5000.0,0.00,1 .00); Sm (Mn, 2x4.00); Cm (44:50)

1 00]

%

Page 1

26-Oct-201315:33:25
TOF MS ES+
531.2380.. 5.68

04.2794
0 T T T T | LERES AEREF EERAN Ty T BRERS Ganmay T T T T T T f-lﬂ’!t'Z
506.0 508.0 510.0 512.0 514.0 516.0 518.0 520.0 522.0 524.0 526.0 528.0 530.0
Minimum: =115
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
531.2380 531.2396 -1.6 =3l 20.5 1 C33 H31 N4 03
Figure S61. HRMS spectra of 6h
Elemental Compositi
position Report Page 1

Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CH
EMISTRY If 4.
EXT-LSD_61 7 (0.130) AM (Cen,2, 80.00, H1,5000.0,0.00,1.00); Sm (Mn, 2:(400)S i za-oct_'lggl'sljn% 2‘41
100 489.1934 1§+2
492.0056
[
T T + T ﬁ—rﬁ—w |
488.60 488.80 489.00 489.20 489.40 489.60 489.80 490.00 ‘ 492.0%”z
Minimum =1.¢5;
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
489.1934 489.1927 0.8 16 20.8 ol C30 H25 N4 03

Figure S62. HRMS spectra of 6i
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Sample Name sd-as-511

Inj Vol

Data Filename 24102013 Isd-as-511

AbAL O

\;'-QIL.!!‘\,JC‘IA".‘-\TJ);"N§.

NNNN

“=Na&OON

o o

0.4

Scan (0

Position
InjPosition
ACQ Method

126 min) Fr

1g=175.0V 24102013 Isd-as

Instrument Name
SampleType
Comment

Instrument 1 User Name
IRM Calibration Status

Acquired Time

511...007.d

534.1808

512.1983
(M+H)+

340 360

380 400 420

Figure S63. HRMS spectra of 8a

Elemental Composition Report

440

460 480
Counts vs

500 520 540 56 E
Mass-to-Charge (m/z) = st L T

Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons

7 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

640 660

Page 1

26-Oct-201316:36:57

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM
EXT-LSD_8B 33 (0.615) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm {Mn, 2x4.00); Cm (32:44) TOF MS ES+
5402263 13.4
100+ ‘
OA,- |
541.2142
1
39.8629 | h
0 T T T T T T e T — miz
540.00 540.20 540.40 540.60 540.80 541.00 541.20
Minimum: -1.5
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
540,2263 540.2287 =2.5 -4.6 22.5 1 €35 H30 N3 O3

Figure S64. HRMS spectra of 8b
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Sampie Name
Inj Vol

Data Filename 24102013 al-5.

=x10 8 |+ESI
1

1.05

Scan (0.131 min) Frag=175.0V 24102013 Isd-al-537

Position vial 1 Instrument Name Inst
SampleType Samp!

Comment

InjPosition
ACQ Method

005.d

538.2136
(M+H)+

301.1423

User Name
IRM Calibration Status
Acquired Time

) 525 550

<: ey 50¢
200 225 250 275 s-to-Charge (m/z)

350 375 400 425 450 475
Counts vs. Mas

Figure S65. HRMS spectra of 9a
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Single Mass Analysis (displaying only valid results)
Tolerance = 200.0 mDa / DBE: min = -1.5, max = 50.0

575 600 625

650 675 700 725

Page 1

Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons

7 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

QTOF MICRO DEPARTMENT OF CHEMISTRY IITM 26-Oct-201316:41:31
EXT-LSD-9B 173 (3.243) AM (Cen,2, 80.00, Ht,5000.0,0.00,1.00); Sm (Mn, 2x4.00) TOF MS ES+
100 566.2446 71.9
|
|
% |
|
|
L 567,‘2592
65.1061 565.2839 T
T T T T T T T T T Ty T ) miz
565.20 565.40 565.60 565.80 566.00 566.20 566.40 566.60 566.80 567.00
Minimum: =il
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
566.2446 566.2444 0.2 0.4 23.5 3 C37 H32 N3 03

Figure S66. HRMS spectra of 9b
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