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Table S1. 'H NMR data for compounds 5-11 in DMSO-d,

position 5 6 7 8 9 10 11a 11b
8]—1 (Jin Hz)
1 3.18, m 3.18, m 321, m 3.36, m 3.26, m 3.46, m 3.19,m 342, m
3.30,m 329, m 331, m 349, m 3.32,m 1.98, m
2 1.84, m 1.84, m 1.84, m 1.88, m 1.84, m 1.95, m 1.86, m 2.10, m
1.97, m 1.96, m 1.98, m 2.04, m 1.99, m 2.11,m 2.13, m 2.66, m
3 1.84, m 1.85, m 1.84, m 1.87, m 1.85, m 1.94, m 2.11,m 2.02, m
2.54, m 2.53, m 2.54, m 2.54, m 2.55, m 2.70, m 2.55, m
5 2.03,d(7.4) 2.05, m 2.02,d(6.7) 2.12, m 2.06, dd(10.0,12.4) 2.23, m 2.13, m 2.76,d (9.5)
2.43,q(4.8,10.0) 2.11,m 2.55, m
6 2.68,t(7.4,7.8) 2.72, m 2.66,t (6.7,7.5) 2.84,dd, (5.5,10.2) 2.66,dd (4,8,10.1) 2.66,dd (6.5,10.0) 3.14,m 3.14,m
9-H/OH 10.74, s 7.26,d(9.2) 10.58, s 11.66, s 10.44, s 10.87, s
12 6.97,d (9.8) 5.72,d(9.2) 6.95,d,(9.3) 7.01,d, (9.9) 6.94,d (9.8) 7.89,d (10.1) 747,d,(9.9) 17.07,d(9.9)
13 5.76,d (9.8) 6.58,d(7.9) 5.74,d, (9.3) 5.86,d, (9.9) 5.73,d (9.8) 5.93,d(10.1) 5.66,d,(9.9) 5.60,d(9.9)
17 6.54,d (8.4) 7.42,d(7.9) 6.52d(8.6Hz) 6.71,d, (8.5) 6.48,d (8.2) 6.86, d (8.0) 6.53,d(8.1) 6.38,d(8.6)
18 7.36,d (8.4) 477, s 7.28,d (8.6Hz) 7.77,4d, (8.5) 7.10,d (8.2) 7.58,d (8.0) 7.58,d(8.1) 6.98,d(8.6)
21 476, s 8.08, s 5.04,d (8.4) 3.34, overlapped 6.80, s 4.86, s 5.30, s
2.64,d (15.2)
25-NH 8.07,s 1.41,s 7.67,s 8.72,s 8.78, s 8.07,s 7.64,s
27 1.33,s 1.09, s 1.31,s 1.43,s 1.30, s 1.65, s 1.02, s 1.54,s
28 1.00, s 1.41,s 1.01,s 1.25,s 1.01,s 1.23,s 1.37, s 1.67,s
29 1.39, s 1.41,s 1.38,s 1.41,s 1.39, s 1.47,s 1.25,s 1.32,s
30 1.39, s 3.36,s 1.39, s 1.41,s 1.38,s 1.47,s 1.14, s 1.31,s
31 3.38,s 10.99, s 5.18,d (8.4)




Table S2. "°C NMR data for compounds 5-11 in DMSO-dg

position 5 6 7 8 9 10 11a 11b
dc (ppm)

1 43.9 43.8 43.9 43.7 435 43.8 441 44.4
2 24.4 24.4 24.6 24.1 24.0 242 24.8 24.5
3 29.0 29.0 29.1 28.4 28.7 28.9 29.6 29.4
4 66.8 66.6 62.8 67.0 65.9 66.9 64.4 65.7
5 29.9 29.7 30.1 30.6 30.1 30.6 29.6 29.4
6 45.1 45.6 44.6 51.1 49.2 52.9 46.5 432
7 354 359 46.2 35.6 34.6 359 34.9 38.0
8 142.3 139.4 141.4 158.0 139.6 144.4 140.3 151.8
10 133.2 130.1 1333 133.0 132.8 139.9 140.9 130.4
11 105.3 104.9 105.4 110.0 104.8 111.5 111.6 104.4
12 118.4 118.5 118.6 118.6 118.1 115.8 116.1 118.6
13 129.6 129.0 130.7 130.4 128.9 132.6 132.2 128.6
14 75.6 75.4 75.5 75.6 75.0 76.6 76.4 75.4
16 148.1 149.0 148.2 149.0 147.4 155.2 153.0 148.8
17 109.7 110.5 109.5 112.1 108.6 115.9 115.2 110.2
18 119.1 119.4 118.8 120.6 117.5 120.2 123.0 119.4
19 122.4 117.8 109.1 117.2 103.8 117.5 130.0 116.2
20 106.6 102.8 105.4 105.9 121.5 132.5 116.3 98.2
21 69.2 68.9 59.8 184.0 23.8 122.2 433 58.2
22 62.8 62.6 66.8 67.0 59.6 62.7 70.1 61.7
23 167.7 167.6 168.5 166.7 168.4 167.3 167.6 167.0
26 173.0 173.0 172.7 171.8 173.0 172.0 173.8 174.9
27 28.9 27.6 28.5 21.1 27.9 22.7 19.6 16.4
28 22.9 20.4 22.3 26.7 21.5 14.8 26.6 26.5
29 27.7 27.7 27.5 27.2 27.1 27.2 27.5 27.5
30 27.6 27.3 27.5 27.1 27.0 27.1 27.9 27.1
31 57.5 574
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Figure S2."H NMR spectrum of 1
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Figure $3. °C NMR spectrum of 1
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Figure S4. 'H-'"H COSY spectrum of 1
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Xevo G2 Q-TOF/YCA166#

25-Sep-2017 Waters
L-8-2-3-5-2 13 (0.250) Cm (10:16-(1:7+23:41)) 1: TOF MS ES+
100 462.2032 2.03e5
4841853
=
446.2080
485.1884
365.1070
387.0888 508.1676
113.9641 234 9191 274.9106
131.9739 3;00.%8;597 4441945 ssi.;fz:! 559.8441 719.6337  762.3353 836.0023 923.4065 g45 3368
Bl P i e oGP GRE SR L 1 T TR (T e .

° 150 200 250 300 3as0 400 4J5(} 500 550 800 650 700 750 800 850 900 950 1000
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
1336 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used:
C:0-100 H:0-200 N:0-15 ©Q:0-50
Xevo G2 Q-TOF/YCA166# 25-Sep-2017 Waters
L-6-2-3-5-2 13 (0.250) Cm (10:16-(1:7+23:41)) 1: TOF MS ES+
2.03e+005

10D 113.9841 274.9106 42203240, 1853 5598441 7196337

Q%q ; 234.9191 : 365.1070 : ; 7623353 8360023 923 40659453868

150 200 250 300 350 400 450 500 550 600 650 700 750 8OO 850 900 950 1000
Minimum: =1.5
Maximum: 6.0 128 50.0
Mass Calc, Mass mbDa PEM DBE i-FIT MNorm Conf(%) Formula
462.2032  462.2034 0.2 =04 74E 131.3  16.445 0.00 Cl11 H24 N15 06
462.2029 0.3 0.6 14.5 114.9 0.000 100.00 C26 H28 N3 05
Figure S15. HRESIMS of 2
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