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Supporting Information

Sl Table 1. Analytical and spectral data of compounds 2-6

Yield CHN analysis
m IR (ATR): MS Molecular
Compd. (%) P- . Vimax formula calcd./found
(°C) (cm™) (m/z)
(M)
(%)
374.2 CooHrrNSO 64.32 7.21 11.25
2a 88 71-73 2278. 3306, 3060, 2959, 2927, 2857, 1732, 1636, 1619, 1552, 1518, 1454, 1387, : 20ri27iN3
1224, 1200, 1170, 1052, 1031, 825, 793, 679 (M+1) (373.453) 64.02 7.47  11.00
2b 20 71273 3391, 3325, 3079, 2969, 2939, 1716, 1645, 1616, 1554, 1520, 1457, 1424, 1388, 386.2 Ca1H27N304 65.44 7.06 10.90
1365, 1334, 1302, 1224, 1205, 1163, 1159, 1038, 999, 831, 819, 790, 681, 660 (M+1) (385.464) £5.95 209 10.70
”e g1 ol 3376, 3246, 3086, 2993, 2961, 2927, 1736, 1632, 1612, 1574, 1520, 1458, 1423, 388.3 Ca1H29N304 65.09 7.54 10.84
1386, 1219, 1203, 1172, 1161, 1052, 992, 817, 788, 751, 720, 676 (M+1) (387.418) 65.35 733 10.99
2 86 s658 3373, 3311, 2943, 2876, 1730, 1640, 1618, 1518, 1508, 1461, 1425, 1389, 1265, 402.3 C22H31N304 65.81 7.78 10.47
1222, 1169, 1055, 821, 680, 625 (M+1) (401.507) 65.66 7 66 10.31
5 a3 112-113 3403, 3318, 3060, 2936, 1714, 1634, 1615, 1519, 1425, 1386, 1278, 1225, 1169, 422.2 CasH27N304 68.39 6.46 .97
e —
1111, 820, 791, 736, 703 (M+1) (421.497) 6825 6.76 10.08
38 o7 146-148 3454, 3268, 3094, 3009, 2962, 2928, 2863, 1713, 1649, 1615,1584, 1562, 1524, 360.2 C1sH25N304 63.49 7.01 11.69
1452, 1386, 1346, 1227, 1203, 1156, 1161, 824, 785, 746, 674 (M+1) (359.426)




63.22 730 11.45

b o 7140 3453, 3271, 3087, 2937, 1716, 1654, 1613, 1564, 1527, 1380, 1337, 1269, 1236, 358.2 CiHzsN:0s 0385 6.49 1176

1213, 1198, 1171, 981, 909, 820, 785, 767, 673 (M+1) (357.410) 37 677 1199

5 .8 o506 3453, 3324, 2933, 1720, 1643, 1613, 1580, 1524, 1386, 1227, 1204, 1161, 1139, 374.2 CaoHNs0s 0432 729 1125
c p—

1058, 822, 786, 675 (M+1) (373453) 401 15 1148

3d o caco 3453, 3370, 3294, 2943, 2863, 1731, 1609, 1562, 1519, 1455, 1424, 1385, 1224, 388.2 CaHzoN:0, 0210 754 1084

1203, 1166, 1156, 1133, 1053, 819, 790, 765, 677 (M+1) (387.480) o, e 1063

; . o114 3413, 3308, 2941, 2864 1727, 1691, 1636, 1613, 1575, 1519, 1454, 1422, 1385, 408.2 CaHasNs0s 0780 6.18 1031
e  —

1276, 1220, 1201, 1156, 818, 786, 674 (M+1) (407.470) o o2 1068

. " 113 3367, 3311, 3060, 2936, 2862, 1728, 1636, 1615, 1546, 1519, 1457, 1424, 1387, 465.3 CaHnNaOs 0722 6.94  12.06

1223, 1200, 1159, 1052, 820, 790, 679 (M+1) (464.566) ¢ 4e 6o 1231

b i L7158 3383, 3283, 3213, 3008, 2936, 2865, 1738, 1626, 1575, 1556, 1518, 1454, 1386, 463.1 CasHaoNaOs 0721 654 1211

1337, 1219, 1203, 1157,1051, 974, 818, 790, 738, 695, 675 (M+1) (462.550) ¢ 651 1195

s - sas 3367, 3325, 3187, 2960, 2931, 2857, 1738, 1677, 1634, 1614, 1518, 1455, 1387, 4793 CoHuNaOs 0778 716 1171

1219, 1203, 1170, 1157, 1052, 1033, 821, 790, 740, 696, 676 (M+1) (478580) ¢, cq o8 12.04

ad o L0105 3383, 3287, 2934, 2865, 1737, 1635, 1578, 1519, 1457, 1423, 1387, 1224, 1202, 4933 CasHieNaOs 0827 737 1137

1168, 1052, 820, 791, 743, 696 (M+1) (492.620) oo, s 1149

. o o3 180 3384, 3287, 2969, 2935, 1738, 1630, 1577, 1519, 1492, 1387, 1320, 1224, 1159, 513.3 CsoH:NaOs  70.29 629 1093
e g—

1053, 863, 820, 790, 747, 718, 696 (M+1) (512.600)




70.55 603 11.21

. e 05110 3471, 3375, 3283, 3204, 3008, 2964, 2934, 1744, 1647, 1612, 1556, 1521, 1455, 375.2 CiHasNaOs 0022 700 14.96

1385, 1366, 1226, 1205, 1172, 1157, 1056, 821, 789, 677 (M+1) (374441 gogs 651 1517

" )3 00-107 3468, 3375, 3283, 3210, 3008, 2963, 2933, 1744, 1645, 1613, 1520, 1455, 1386, 389.2 CaoHasNsOs 0184 727 1442

1204, 1171, 1158, 1056, 821, 789, 677 (M+1) (388.468) 41 ¢ o3 1477

e e o1t 3428, 3283, 3191, 3088, 3044, 2943, 2923, 2856, 1738, 1621, 1578,1556, 1523, 403.3 CaH3oNaOs 0267 751 13.92

1385, 1367, 1204, 1170, 1160, 954, 822, 788, 676 (M+1) (402495) )0 236 1409

y ” e 158 3427, 3303, 3199, 2969, 2938, 1738, 1672, 1636, 1616, 1521, 1458, 1388, 1223, 4231 CoHaNaOs 0232 6.20 1326

1203, 1172, 1015, 898, 858, 821, 789, 677 (M+1) (422.485) ¢ 4o 617 12.99

s 71 o129 3302, 3234, 3001, 2969, 2933, 1739, 1658, 1634, 1556, 1519, 1457, 1424, 1388, 389.2 CaH2sNa0s 0184 727 1442

1336, 1224, 1204, 1168, 1053, 820, 791, 679 (M+1) (388.468) ¢, oo ol 1465

b 20 17179 3285, 3223, 3097, 3007, 2969,2935, 1738, 1630, 1570, 1519, 1457, 1388, 1338, 387.1 CaoHaNaOs 0210 6.78 1450

1224, 1168, 1066, 1053, 991, 821, 792, 659 (M+1) (386452 404 655 1487

Gc s o113 3396, 3285, 3162, 3097, 2969, 2936, 1737, 1670, 1630, 1564, 1521, 1456, 1424, 403.3 CaH3oNaOs 0267 751 13.92

1388, 1227, 1206, 1170,1161, 1030, 820, 790, 679 (M+1) (402495) e 231 1305

o o 08100 3395, 3287, 3166, 3090, 2927, 2861, 1739, 1674, 1631, 1577, 1563, 1521, 1457, 417.3 CoHuNiOs 0344 774 1345

1423, 1388, 1227, 1206, 1170, 1161, 1053, 821, 790, 679 (M+1) (416522) g ,c e 1391

] s ras 3394, 3309, 3176, 3060, 2970, 2937, 1738, 1670, 1624, 1557, 1520, 1456, 1389, 4373 CaHNiOs  66.04 647 1284

e —

1221, 1205, 1161, 1039, 867, 821, 791, 678 (M+1) (436.512)




66.33 6.31 13.04

Sl Table 2. *H and *3C NMR spectra of esters 2a-e and acid derivatives 3a-e

1H NMR 13C NMR
Compd. R
(DMSO-ds, S ppm, J/Hz) (DMSO-ds, S ppm, J/Hz)
2a S'CH3 8.55-8.53 (dd, 1H, 10, J = 1.6, 4.2), 8.09-8.06 (dd, 1H, 12,/=1.5,  173.30(4'), 170.87 (1'), 159.00 (15), 144.62 (8), 144.23 (10),

8.3),7.86 (t, 1H, 1, /= 5.3), 7.45-7.40 (m, 1H, 11), 6.47 (d, 1H, 16,/ 134.79 (12), 134.52 (9), 129.57 (13), 122.09 (11), 96.09 (16),
=2.4),6.26 (d, 1H, 14, J = 2.4), 6.12 (d, 1H, 7,/ =8.7),3.82 (s, 3H,  91.58 (14), 54.97 (17), 51.21 (5'), 46.97 (5), 38.46 (2), 33.37 (4),
17), 3.66-3.57 (m, 1H, 5), 3.56 (s, 1H, 5'), 3.08-3.02 (m, 2H, 2), 2.48 29.82 (2'), 28.82 (3'), 25.95 (3), 20.19 (6)

(t, 2H,2',J=6.6), 2.33 (t, 2H, 3', J = 6.8), 1.70-1.58, 1.58-1.42 (2m,

4H, 3,4), 1.20 (d, 3H, 6, J = 6.3)




3a

5H

12.06 (s, 1H, 5'), 8.55-8.53 (dd, 1H, 10, J = 4.2, 1.6), 8.09-8.06 (dd,

1H, 12,/=8.3, 1.6), 7.85-7.82 (t, 1H, 1, = 5.4), 7.45-7.41(m, 1H,

11), 6.48 (d, 1H, 16, J = 2.4), 6.26 (d, 1H, 14, J = 2.4), 6.12 (d, 1H, 7,
J=8.7),3.82 (s, 3H, 17), 3.66-3.57(m, 1H, 5), 3.08-3.03 (m, 2H, 2),
2.41(t, 2H, 2',J=6.5),2.29 (t, 2H, 3', J = 6.7), 1.70-1.58, 1.58-1.38

(2m, 4H, 3, 4), 1.2 (d, 3H, 6,/ = 6.3)

173.87 (4’), 170.73 (1’), 159.00 (15), 144.63 (8), 144.24 (10),
134.80 (12), 134.52 (9), 129.58 (13), 122.10 (11), 96.10 (16),
91.59 (14), 54.97 (17), 46.99 (5), 38.48 (2), 33.38 (4), 30.04 (2'),
29.21 (3"), 25.96 (3), 20.19 (6)

2b

S'CH.%CH3

8.54-8.53 (dd, 1H, 10, J = 1.6, 4.2), 8.51 (t, 1H, 1, J = 5.5), 8.08-8.06
(dd, 1H, 12,J=1.5, 8.3), 7.43-7.41 (m, 1H, 11), 6.98 (d, 1H, 2', J =
15.5), 6.55 (d, 1H, 3', J = 15.5), 6.47 (d, 1H, 16, J = 2.4), 6.27 (d, 1H,
14,J=2.4),6.13 (d, 1H, 7, ) = 8.8), 4.20-4.16 (q, 2H, 5', J = 7.1), 3.82
(s, 3H, 17), 3.66-3.61 (m, 1H, 5), 3.20-3.17 (dd, 2H, 2, J = 6.4, 12.3),
1.71-1.65, 1.62-1.51 (2m, 4H, 3,4), 1.23 (t, 3H, 6', J = 7.1), 1.22 (d,

3H,6,/=6.3)

165.05 (4'), 162.63 (1'), 158.98 (15), 144.60 (8), 144.20 (10),
137.60 (3'), 134.76 (12), 134.51 (9), 129.55 (13), 128.08 (2'),
122.06 (11), 96.11 (16), 91.51 (14), 60.60 (5'), 54.94 (17), 46.93
(5), 38.81 (2), 33.36 (4), 25.63 (3), 20.18 (6), 13.97 (6')

3b

SH

12.83 (s, 1H, 5'), 8.55-8.53 (dd, 1H, 10, /= 1.6, 4.2), 8.49 (t, 1H, 1, J

=5.5), 8.09-8.06 (dd, 1H, 12, J = 1.5, 8.3), 7.45-7.40 (m, 1H, 11),

6.91 (d, 1H, 2',J = 15.5), 6.50 (d, 1H, 3', J = 15.5), 6.47 (d, 1H, 16, J =
2.4),6.27 (d, 1H, 14, J = 2.4), 6.14 (d, 1H, 7, J = 8.7), 3.82 (s, 3H, 17),
3.68-3.58 (m, 1H, 5), 3.22-3.16 (m, 2H, 2), 1.71-1.49 (m, 4H, 3, 4),

1.21(d, 3H,6,J=6.3)

166.49 (4'), 162.95 (1'), 159.00 (15), 144.62 (8), 144.22 (10),
137.11(3'), 134.79 (12), 134.52 (9), 129.57 (13), 129.33 (2'),
122.09 (11), 96.13 (16), 91.62 (14), 54.96 (17), 46.96 (5), 38.80
(2), 33.40 (4), 25.71 (3), 20.19 (6)

2c

5CHs

8.53(d, 1H, 10, /= 2.6), 8.07 (d, 1H, 12, J=8.2), 7.78 (t, 1H, 1, J = 3),

7.43-7.41 (m, 1H, 11), 6.47 (d,1H, 16, J = 2.2), 6.26 (d, 1H, 14, J =

2.2),6.11(d, 1H, 7, J = 8.8), 3.82 (s, 3H, 17), 3.64-3.60 (m, 1H, 5),
3.57 (s, 3H, 6'), 3.05 (t, 2H, 2, J = 6.0), 2.27 (t, 2H, 2', J = 3.0), 2.07
(t, 2H, 4',J=7.3),1.74-1.69 (m, 2H, 3'), 1.67-1.62, 1.54-1.44 (2m,

4H, 3, 4), 1.21(d, 3H, 6, /= 6.2)

173.00 (5'), 171.18 (1’), 158.98 (15), 144.60 (8), 144.20 (10),
134.76 (12), 134.50 (9), 129.55 (13), 122.05 (11), 96.08 (16),
91.59 (14), 54.95 (17), 51.14 (5'), 46.97 (5), 38.36 (2), 34.28 (4),
33.40 (2'), 32.64 (4'), 25.93 (3), 20.62 (3'), 20.17 (6)

3c

&H

12.00 (s, 1H, 6'), 8.55-8.53 (d.d., 1H, 10, J = 4.2, 1.6), 8.10-8.07 (dd.,

1H, 12,J=8.3,1.5), 7.80(t, 1H, 1, J=5.4), 7.45-7.41 (m, 1H, 11),

6.48 (d, 1H, 16, J = 2.4), 6.27 (d, 1H, 14, J = 2.4), 6.13 (d, 1H, 7, J =

8.7),3.83 (s, 3H, 17), 3.69-3.55 (m, 1H, 5), 3.09-3.05 (m, 2H, 2),

147.15 (5'), 171.36 (1’), 159.00 (15), 144.63 (8), 144.23 (10),
134.79 (12), 134.53 (9), 129.57 (13), 122.09 (11), 96.11 (16),
91.60 (14), 54.97 (17), 46.98 (5), 38.38 (2), 34.46 (4), 33.41 (2'),

5



2.20 (t, 2H, 2, J = 7.4), 2.08 (t, 2H, 4', J = 7.4), 1.75-1.43 (m, 6H, 3/,

3,4),1.21(d, 3H,6,/=6.3)

33.04 (4’), 25.97 (3), 20.71 (3), 20.19 (6)

2d 7CHs 8.54-8.52 (dd, 1H, 10, J= 4.2, 1.6), 8.09-8.06 (dd, 1H, 12, /=8.3,  173.22 (6), 171.60 (1), 159.00 (15), 144.63 (8), 144.23 (10),

1.5),7.78 (t, 1H, 1, ) = 5.4), 7.45-7.40 (m, 1H, 11), 6.48 (d, 1H, 16 J = 134-79( (1)2), 134-5(3 (;9). 129-5(7 ;13), 122(-0)9 (11), ‘»26509 (16),
_ _ 91.58 (14), 54.97 (17), 51.15 (7"), 46.98 (5), 38.36 (2), 35.00

24),6.26 (d, 11, 14,/ = 2.4), 6.12 (d, 1H,7,/=8.8), 3.82 (5, 31, 17), 53”2343 4 30,082, 25.99'(3), 24.73 (3), 24.03 (4),
3.66-3.59 (m, 1H, 5), 3.57 (s, 3H, 7'), 3.08-3.04 (m, 2H,2), 2.28 (t, 20,18 (5)
2H,2',J=6.9), 2.04 (t, 2H, 5', J = 6.9), 1.68-1.57, 1.57-1.42 (2m, 8H,
3,4,3',4",1.20 (d, 3H,6,/=6.3)

3d 7H 11.99 (s, 1H, 7'), 8.54 (d, 1H, 10; J = 2.9), 8.08 (d, 1H, 12, /=8.1),  174.37 (), 171.67 (L'), 159.00 (15), 144.63 (8), 144.23 (10),
7.78 (t, 2H, 1,/=6.0), 7.45-7.40 (m, 1H, 11), 6.48 (d, 1H, 16, /= 134.79(12), 134.52 (9), 129.57 (13), 122.09 (11), 96.10 (16),

) ) 91.59 (14), 54.97 (17), 46.98 (5), 38.36 (2), 35.11 (4), 33.38

3.0),6.26 (d, 1H, 14,/ =3.0), 6.12 (d, 1H,7,J=8.6), 3.82 s, 31, 17), 5% 000" 3 94 84 (3), 24.13 (49, 20.19 (6)
3.69-3.56 (m, 1H, 5), 3.09-3.0 (m, 2H, 2), 2.18 (t, 2H, 5, J = 6.0),
2.04 (t, 2H, 2',J = 6.0), 1.70-1.57, 1.57-1.42 (2m, 8H, 3, 4, 3', 4'),
1.20(d, 3H, 6,/ =6.2)

2¢ 9CHs 8.65 (t, 1H, 1,/ = 5.5), 8.54-8.52 (dd, 1H, 10, /= 4.2,/ = 1.6), 8.08-  165.69 (8'), 165.24 (1'), 158.97 (15), 144.59 (8), 144.18 (10),
8.06 (dd, 1H, 12,/=8.2,J=1.1),8.01(d, 2H,3', 7,/ =8.3), 7.94 (d, 138.76(2'), 134.73 (12). 134.51 (9), 131.54 (5'), 129.53 (13),
2H, 4',6',J=8.3),7.43-7.41 (m, 1H, 11), 6.47 (d, 1H, 16, /= 2.2),  128.99 (4', 6'), 127.47 (3',7'), 122.03 (11), 96.09 (16), 91.59 (14),
6.28 (d, 1H, 14, J=2.1),6.15 (d, 1H, 7, /= 8.7), 3.88 (5, 3H, 9'), 3.81 54.91 (17), 52.26 (9'), 47.00 (5), 39.27 (2), 33.39 (4), 25.79 (3),
(s, 3H, 17), 3.69-3.65 (m, 1H, 5), 3.32-3.29 (m, 2H, 2), 1.76-1.65,  20.15 (6)
1.65-1.57 (2m, 4H, 3, 4), 1.23 (d, 3H, 6, J = 6.3)

3e 9H 13.12 (s, 1H,9'), 8.64 (t, 1H, 1,/ =5.5), 8.54-8.53 (dd, 1H, 10, /= 166.80 (8'), 165.42 (1'), 159.00 (15), 144.61 (8), 144.22 (10),

4.2,J=1.6),8.09-8.06 (dd, 1H, 12, /=8.3,/=1.5), 8.00 (d, 2H, 3/,

7',J=8.4),7.92(d, 2H, 4', 6', J = 8.4), 7.45-7.41 (m, 1H, 11), 6.47 (d,
1H, 16, J = 2.4), 6.28 (d, 1H, 14, J = 2.4), 6.16 (d, 1H, 7, J = 8.4), 3.81
(s, 3H, 17), 3.71-3.63 (m, 1H, 5), 3.34-3.28 (m, 2H, 2), 1.76-1.57 (m,

4H, 3,4),1.22(d, 3H,6,/=7.3)

138.45 (2'), 134.80 (12), 134.52 (9), 132.79 (5'), 129.58 (13),
129.16 (4, 6'), 127.36 (3', 7'), 122.09 (11), 96.14 (16), 91.59 (14),
54.96 (17), 47.02 (5), 39.28 (2), 33.40 (4), 25.86 (3), 20.19 (6)




Sl Table 3. *H and *3C NMR spectra of hydroxamic acid derivatives 4-6

H H
4 2 N 2 N
3 1 3 1
4c¢,5b,6¢c 4e,5d,6e
IH NMR 13C NMR
Compd. R?
(DMSO-ds, S ppm, J/Hz) (DMSO-ds, o ppm, J/Hz)
4a . A2 X o 10.99 (s, 1H, 5'), 8.54 (d, 1H, 10, /=2.7),8.08 (d, 1H, 12, J = 170.71 (1’), 168.80 (4’), 159.00 (15), 144.62 (8), 144.23 (10),
‘/:©m. 7.2),7.85 (s, 1H, 1), 7.44-7-35 (m, 6H, 11, 8'-12'), 6.47 (d, 1H, 136.06 (7’), 134.79 (12), 134.52 (9), 129.57 (13), 128.72 (8',12"),
w 16,/=2.2),6.26 (d, 1H, 14,/=2.0), 6.12 (d, 1H, 7, /= 8.6), 128.26 (9’, 10’), 128.16 (11’), 122.09 (11), 96.09 (16), 91.59

4.76 (s, 2H, 6'), 3.82 (s, 3H, 17), 3.66-3.57 (m, 1H, 5), 3.08-  (14), 76.75 (6'), 54.97 (17), 46.99 (5), 38.49 (2), 33.39 (4), 30.37
3.02 (m, 2H, 2), 2.30 (t, 2H, 3',J = 6.9), 2.18 (t, 2H, 2', J = 6.8),




1.70-1.57, 1.57-1.43 (2m, 4H, 3, 4), 1.20 (s, 3H, 6, J = 6.2 Hz)

(27),27.91 (3"), 25.97 (3), 20.19 (6)

5a 54 10.37 (s, 1H, 5'), 8.67 (s, 1H, 6'), 8.54-8.53 (dd, 1H, 10, J = 4.2, 170.84 (1), 168.46 (4), 159.00 (15), 144.63 (8), 144.24 (10),
1.6), 8.09-8.06 (dd, 1H, 12, J = 8.3, 1.5), 7.85 (t, 1H, 1, J = 5.3), 134.80 (12), 134.52 (9), 129.58 (13), 122.11 (11), 96.10 (16),
7.45-7.41 (m, 1H, 11), 6.47 (d, 1H, 16, J = 2.4), 6.26 (d, 1H, ?21,;527(.1;2)'(2329285%;)('343,7;’8 2(8)('6?;8'49 (2), 33.42 (4), 30.64
14,J=2.4),6.12 (d, 1H, 7, J = 8.7), 3.82 (s, 3H, 17), 3.67-3.56
(m, 1H, 5), 3.09-3.00 (m, 2H, 2), 2.29 (t, 2H, 2', J = 6.5 Hz),
2.17 (t, 2H, 3', J = 6.5 Hz), 1.72-1.56, 1.56-1.39 (2m, 4H, 3, 4),
1.20(d, 3H, 6, = 6.3)

6a §CHs 10.93 (s, 1H, 5'), 8.54-8.53 (dd, 1H, 10, /= 3.0) 8.06 (d, 1H,  170.64 (1'), 168.44 (4'), 158.96 (15), 144.59 (8), 144.17 (10),
12,/=8.2),7.82 (s, 1H, 1), 7.43-7.41 (m, 1H, 11), 6.47 (d, 1H, 134.71(12), 134.48 (9), 129.52 (13), 122.01 (11), 96.04 (16),
16,J=2.2),6.26 (d, 1H, 14, J=2.1),6.11 (d, 1H,7,J=8.7),  91.60 (14), 62.97 (6'), 54.92 (17), 46.97 (5), 38.44 (2), 33.37 (4),
3.83 (s, 3H, 17), 3.63-3.58 (m, 1H, 5), 3.54 (s, 3H, 6'), 3.08-  30.27 (2"), 27.84 (3'), 25.90 (3), 20.14 (6)
3.02 (m, 2H, 2), 2.29 (t, 2H, 2', J = 7.4), 2.16 (t, 2H, 3', J = 7.0),
1.67-1.63, 1.55-1.45 (2m, 4H, 3, 4), 1.21 (d, 3H, 6, J = 6.3)

4ab R 4, 11.52 (s, 1H, 5'), 8.55-8.53 (dd, 1H, 10, J = 1.5, 4.2), 8.45 (t,  163.17 (1'), 161.22 (4'), 158.99 (15), 144.60 (8), 144.22 (10),

S 1H,1,J=5.5), 8.09-8.06 (dd, 1H, 12, J = 1.4, 8.3), 7.45-7.37  134.82 (12), 134.49 (9), 133.58 (3'), 129.58 (13), 129.07 (2)),
" (m, 1H, 11, 8'-12'), 6.90 (d, 1H, 2', J = 15.1), 6.62 (d, 1H, 3', J = 122.09 (11), 96.16 (16), 91.64 (14), 63.35 (6'), 54.97 (17), 46.97

15.2), 6.47 (d, 1H, 16, J = 2.4), 6.27 (d, 1H, 14, J=2.3),6.15  (5), 38.95 (2), 33.42 (4), 25.76 (3), 20.19 (6)
(d, 1H, 7, J = 8.7), 4.86 (s, 2H, 6'), 3.82 (s, 3H, 17), 3.68-3.58
(m, 2H, 5), 3.20-3.15 (m, 2H, 2), 1.70-1.49 (m, 4H, 3,4), 1.21
(d, 3H, 6,/ =6.2)

6b §CHs 11.53 (s, 1H, 5'), 8.55-8.53 (dd, 1H, 10, /= 1.6, 4.2), 8.44 (t,  163.16 (1'), 160.97 (4'), 159.00 (15), 144.60 (8), 144.22 (10),

1H, 1,J = 5.5), 8.09-8.06 (dd, 1H, 12, J = 1.5, 8.3), 7.45-7.41
(m, 6H, 11), 6.89 (d, 1H, 2', J = 15.1), 6.60 (d, 1H, 3', J = 15.1),
6.47 (d, 1H, 16, J=2.2), 6.27 (d, 1H, 14, J = 2.2), 6.14 (d, 1H,
7,)=8.7),3.82 (s, 3H, 17), 3.65 (s, 4H, 5, 6'), 3.20-3.14 (m,
2H, 2), 1.70-1.49 (m, 4H, 3, 4), 1.21 (d, 3H, 6, J = 6.2)

135.72 (7'), 134.82 (12), 134.49 (9), 133.58 (3'), 129.58 (13),
129.12 (2'), 128.85 (8', 12'), 129.34 (9'-11'), 122.09 (11), 96.16
(16), 91.63 (14), 76.97 (6'), 54.97 (17), 46.97 (5), 38.77 (2),
33.42 (4), 25.77 (3), 20.19 (6)




4c A,  10.95(s, 1H,6'), 8.54-8.53 (dd, 1H, 10,/ = 4.1, 1.5), 8.09-8.06  171.32 (1), 169.03 (5, 159.00 (15), 144.62 (8), 144.23 (10),
‘/:©n. (dd, 1H, 12, /=8.3,1.4), 7.78 (t, 1H, 1, J = 5.4), 7.44-7.33 (m, 12%-0192%8'2)6 1(%"732(')12%’2?1465(218)’112229(')597((11133)’9162?67(21%?’
12 1 1a : _ , . , , . ) . , 90. )
61,11, 9-13), 6.47 (d, 1H, 16, /= 2.4), 6.26 {d, 1H, 14,J 91.59 (14), 76.77 (7'), 54.97 (17), 46.98 (5), 38.41 (2), 34.57
2.3),6.13(d, 1H,7,/=8.8),4.77 (s, 2H, 7'), 3.82 (s, 3H, 17), (4), 33.43 (2'), 31.70 (4'), 25.99 (3), 21.21 (3'), 20.19 (6)
3.62-3.56 (m, 1H, 5), 3.08-3.04 (m, 2H, 2), 2.04 (t, 2H, 4', J =
7.4),1.95 (t, 2H, 2', J = 7.3), 1.74-1.43 (m, 6H, 3', 3, 4), 1.20
(d,3H,6,/=6.2)
5b 7H 10.32 (s, 1H, 6'), 8.63 (s, 1H, 7'), 8.55-8.52 (dd, 1H, 12, /= 4.2, 171.37 (1), 168.74 (5'), 158.98 (15), 144.60 (8), 144.20 (10),
1.6), 8.09-8.05 (dd, 1H, 12, J=8.3,1.6), 7.76 (t, 1H, 1,/ = 5.3), 346-15( 1(‘11)2)51394558 7(?);1(%2:8;5(4;)(1%3192?2-()353(1-’11%)?; ?5)033(12),
7.45-7.39 (m, 1H, 11), 6.47 (d, 1H, 16, J = 2.4), 6.26 (d, 1H, (29, 31.75 (4. 25.95 (3), 2142 (3), 20.17 (6)
14,J=2.4),6.11(d, 1H, 7,/ = 8.7), 3.82 (s, 3H, 17), 3.68-3.56
(m, 1H, 5), 3.05 (d, 2H, 2, J = 5.6), 2.04 (t, 2H, 2', J = 7.4), 1.94
(t, 2H, 4', J = 7.4), 1.76-1.57, 1.57-1.40 (2m, 6H, 3, 4, 3'), 1.21
(d,3H,6,/=6.3)
6c 7CH; 10.94 (s, 1H, 6'), 8.55-8.53 (dd, 1H, 10, /= 4.2, 1.5), 8.09-8.06  171.31 (1), 168.72 (5'), 159.00 (15), 144.62 (8), 144.23 (10),
(dd, 1H,12,J=8.3,1.4),7.89 (t, 1H, 1,/ = 5.3), 7.45-7.41 (m, 545;;9( 1(411)2)&31465(%';9%’41923'(5177§1225, 352(-51)0 3%14?'13%1% 21562,
IH, 11), 648 (d, 1H, 16,/=2.4), 6.26 (d, 1H, 14,/=23), 6.12 ;3370051 664 ™25 08 (). 2112 (39, 2019 (6)
(d, 1H,7,J=8.7),3.82 (s, 3H, 17), 3.62 (m, 1H, 5), 3.56 (s, 3H,
7'), 3.06-3.04 (m, 2H, 2), 2.04 (t, 2H, 2', J = 7.3), 1.93 (t, 2H,
4',J=7.3),1.74-1.40 (m, 6H, 3', 3,4"), 1.20 (d, 3H, 6, / = 6.3)
4 . B 10.91 (s, 1H, 7'), 8.53 (dd, 1H, 10, J = 4.0, 1.4), 8.06 (dd, 1H,  171.61 (1’), 169.19 (4’), 158.96 (15), 144.59 (8), 144.17 (10),
d SO ( ') (dd ) (dd (1) (4) (15) (8) (10)
\/\©lz 12,/=8.2),7.74 (s, 1H, 1), 7.43-7.41 (m, 1H, 11), 7.37-7.34  136.03 ('), 134.72 (12), 134.48 (9), 129.52 (13), 128.66 (10,
s (m, 5H, 10'-14'), 6.47 (d, 1H, 16,J=2.3),6.26 (d, 1H, 14,J=  14’),128.19 (11’, 13’), 129.09 (12’), 122.02 (11), 96.06 (16),
2.2),6.11(d, 1H, 7,/ =8.7), 4.77 (s, 2H, 8'), 3.82 (s, 3H, 17),  91.60 (14), 76.70 (8’), 54.93 (17), 53.57 (5), 46.97 (5), 38.34 (2),
3.65-3.59 (m, 1H, 5), 3.08-3.02 (m, 2H, 2), 2.02 (s, 2H, 2'),  35.13(5'), 33.42 (4), 32.04 (2’), 25.94 (3), 24.83 (3'), 24.62 (4),
1.93 (s, 2H, 5'), 1.68-1.62, 1.56-1.41 (2m, &H, 3, 4, 3', 4'), 1.20 20.15 (6)
(d,3H,6,/=6.3)
5¢ SH 10.34 (s, 1H, 7'), 8.66 (s, 1H, 8'), 8.55-8.52 (dd, 1H, 10, J = 4.2, 171.70 (1’), 168.95 (6’), 159.00 (15), 144.62 (8), 144.24 (10),

1.5), 8.10-8.05 (dd, 1H, 12,/=8.3,1.4),7.77 (t, 1H, 1, /= 5.3), 134.80(12), 134.52 (9), 129.57 (13), 122.10 (11), 96.10 (16),

9



7.45-7.40 (m, 1H, 11), 6.47 (d, 1H, 16, J = 2.4), 6.26 (d, 1H,
14,J=2.4),6.12 (d, 1H, 7,/ = 8.8), 3.82 (s, 3H, 17), 3.67-3.57
(m, 1H, 5), 3.04 (d, 2H, 2, J = 5.5), 2.03 (s, 2H, 2'), 1.92 (s, 2H,
5'), 1.72-1.58, 1.58-1.41 (2m, 8H, 3, 4, 3', 4'), 1.20 (d, 3H, 6, J
=6.3)

91.60 (14), 54.98 (17), 46.98 (5), 38.38 (2), 35.20 (4), 33.44 (2'),
32.11(5), 26.01 (3), 24.97 (3'), 24.87 (4"), 20.20 (6)

6d 8CHs 10.91 (s, 1H, 7'), 8.55-8.52 (dd, 1H, 10, /= 4.1, 1.6), 8.09-8.06  171.64 (L"), 168.91 (6'), 158.98 (15), 144.61 (8), 144.20 (10),
(dd, 1H, 12,/=8.3,1.5),7.75 (t, 1H, 1,/ = 5.4), 7.44-7.41 (m, 34686 1142), 61333-5508(.9),5}129955i 7(133619272-26 (Slél)é6962-083(51?)é
1H, 11), 647 (d, 1H, 16,/ = 2.4), 6.26 (d, 1H, 14,/=2.4), 611 ;¢ 33(_43)'(2,)’ 32_%7)’(5,)7 25,%7 )('3), 24_8(6 23) 24.6(0)('4,)’

(d, 1H,7,J=8.7),3.82 (s, 3H, 17), 3.65-3.55 (m, 4H, 5, &), 20.17 (6)
3.08-3.00 (m, 2H, 2), 2.03 (s, 2H, 2'), 1.92 (s, 2H, 5'), 1.55-
1.49,1.49-1.40 (m, 8H, 3,4, 3',4'), 1.20 (d, 3H, 6, / = 6.3)
4e AR 1188(s, 1H,9Y),8.59 (t, 1H, 1,J = 5.5), 8.54-8.52 (dd, 1H, 10, 165.35 (1), 163.70 (8'), 158.99 (15), 144.61 (8), 144.22 (10),
‘/1:@14, J=4.2,1=16),8.09-8.06 (dd, 1H, 12, J=8.3,J= 1.6),7.89 (d, 137.30(2'), 135.82 (11'), 134.80 (12), 134.52 (9), 134.38 (5'),
15 2H,3',7',/=8.4),7.80 (d, 2H, 4, 6', J = 8.4), 7.45-7.34 (m,  129.57 (13), 128.93 (12', 16'), 128.32 (13'-15'), 127.32 (3', 7)),
6H, 11, 12'-16'), 6.47 (d, 1H, 16, /= 2.5), 6.28 (d, 1H, 14,J=  127.02 (4, 6'), 122.09 (11), 96.13 (16), 91.59 (14), 77.03 (10),
2.4),6.15(d, 1H, 7, J = 8.6), 4.94 (s, 2H, 10'), 3.81 (s, 3H, 17), 54.96 (17), 47.02 (5), 39.23 (2), 33.39 (4), 25.88 (3), 20.19 (6)
3.71-3.63 (m, 1H, 5), 3.33-3.27 (m, 2H, 2), 1.75-1.58 (m, 4H,
3,4),1.23(d, 3H, 6,/=6.3)

5d oy 11.32 (s, 1H,9'),9.12 (s, 1H, 10'), 8.57 (t, 1H, 1, J = 5.5), 8.54- 165.44 (1'), 163.49 (8'), 159.00 (15), 144.62 (8), 144.20 (10),
8.53 (dd, 1H, 10, /= 4.2, J = 1.6), 8.09-8.06 (d, 1H, 12,J=8.3, 136.91(2'), 134.86 (5'), 134.79 (12), 134.53 (9), 129.57 (13),
J=16),7.88(d, 2H, 3", 7',J=8.3),7.80 (d, 2H, 4, 6', J=8.3), 127.17(3',7'), 126.78 (4', 6'), 122.09 (11), 96.12 (16), 91.60 (14),
7.44-7.40 (m, 1H, 11), 6.47 (d, 1H, 16,/=2.2),6.28 (d, 1H,  54.96 (17), 47.02 (5), 39.23 (2), 33.41 (4), 25.89 (3), 20.19 (6)
14,J=2.1),6.15 (d, 1H, 7,/ =8.7), 3.81 (s, 3H, 17), 3.71-3.62
(m, 1H, 5), 3.33-3.27 (m, 2H, 2), 1.75-1.58 (m, 4H, 3, 4), 1.23
(d, 3H,6,/=6.2)

6e 10CH3 11.84 (s, 1H,9'), 8.58 (t, 1H, 1,/ = 5.56), 8.54-8.53 (dd, 1H,  165.32(1'), 163.36 (8'), 158.98 (15), 144.61 (8), 144.20 (10),

10,/ =1.6, 4.2), 8.08-8.06 (dd, 1H, 12, J = 1.6, 8.3), 7.89 (d,
2H,3',7',J=8.4),7.80 (2, 2H, 4', 6', J = 8.4), 7.43-7.41 (m,
1H, 11), 6.47 (d, 1H, 16, J = 2.5), 6.28 (d, 1H, 14, J = 2.4), 6.15

137.28 (2'), 134.76 (12), 134.52 (9), 134.31 (5'), 129.55 (13),
127.21(3',7'), 126.93 (4', 6'), 122.06 (11), 96.10 (16), 91.60 (14),
63.26 (11'), 54.94 (17), 47.01 (5), 39.23 (2), 33.41 (4), 25.85 (3),

10



(d, 1H, 7, J = 8.8), 3.82 (s, 3H, 17), 3.72 (s, 2H, 10'), 3.69-3.65 20.17 (6)
(m, 1H, 5), 3.31-3.28 (m, 2H, 2), 1.76-1.66, 1.65-1.56 (m, 4H,
3,4),1.23 (d, 3H, 6,/ = 6.3)

11



(0]
NH (0]
N )\/\/ H |
7 7~
O
(0]
2a
x10 6 |*ESI Scan:1 (0.144-0.882 min, 50 Scans) Frag=135.0V ZR 7-8_TIC.d Subtract

4l 374.2
3,
2
1 p
0 il

5 |
200 400 600 800 1000 1200 1400 1600 1800 2000
Counts vs. Mass-to-Charge (m/z)

12

2200




45 40 35
1 (ppm}

" PRI,

130 120 110 100 90
f1 (ppm)

13




O
NH (0]
N )\/\/H A
= NO/\
0
2b
w10 6 [+ESI Scan:1 {0.144-0.958 min, 55 Scans) Frag=135.0V XCVIl 82-6_TIC.d Subtract
59 386.2
4
3
2
14
0 y

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs, Mass-to-Charge (m/z)

—
S
-



T T T T T T T T T J T T T T
160 150 140 130 120 110 100 90 80 70 60 50 W0 30 20
f1 (ppm)

15



O
NH
= \n/\/\n/ ~
(0] o
2C
%10 6 |*ESI Scan:1 (0.144-0.927 min, 53 Scans) Frag=135.0V XCVII_29_5_TIC.d Subtract

5 388.3

44

3

2]

14

04 u

200 400 600 800 1000 1200 1400 1600 1800 2000
Counts vs. Mass-to-Charge (m/z)

16

2200




Fose
vee
=3

Ferz

Frie

Fore

Leey
Free

Wmca
90T

M\mc,ﬁ

Feot
Foot
Feot

Foot

0.5 0.0

1.0

4.0 35 3.0 25 2.0

1 (ppm)

8.0 75 70 6.5 6.0 5.5 5.0 45

8.5

30 20

40

140 130 120 110 100 90 80 70
f1 (ppm)

150

170




o
NH (0]
N )\/\/ H
~
O/
O
x10 6 | *ESI Scan:1 (0.144-0.927 min, 53 Scans) Frag=135.0V ZR 15-2_TIC.d Subtract
402.3

4_
3
2]
1
0 L A L

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge (m/z)

18



sz
o89
1T
Fse1
Fes1

Fest

Fese
Feos

Rego
Ero1
p101

Feot

Foot
Feot

Foo1

0.0

0.5

1.0

80 75 70 65 60 55 50 45 40 35 3.0 25 20
1 (ppm)

8.5

" a

MR

b Ll

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

170

19



NH (0]

2e

x10 6

+ES| Scan:1 (0.125-0.812 min, 53 Scans) Frag=135.0V XCVII_26-4_TIC.d Subtract

4222

200

400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/z)

20

2000

2200




JJ 2 N ) J J
1!
|

]

1
PR S 578 T LI

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

8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 45 3.5 3.0 25 2.0 15 1.0 0.5

f1 (ppm)
|
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)

21



(@)
NH (0]
H
~N N
OH
O
3a
x10 6 |*ESI Scan:1 (0.144-0.897 min, 51 Scans) Frag=135.0V ZR 10-2_TIC.d Subtract
4 360.2
3
2,
14
175.1
0 L, T T T - - - : - -
200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge (m/z)
L | .
. I'll l ) l,‘u‘-_ 1 _,Ui._ JIIL_ |‘|\__ .:""\Jnh 1
A hi Ty ¥ rry o Iy r
125 115 10.5 95 9.0 B5 B0 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f1 (ppm)

22



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

1 (ppm)
O/
NH (0]
H
~N )\/\/ N NN
(0]

23

OH



x10 6| tESI Scan:1(0.144-0.927 min, 53 Scans) Frag=135.0% XCVIl_82_2 TIC.d Subtract

54 3582

200 400 600  8bo 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge {m/z)

\
— —_—

L O T I
T T T T T T T T T T T T T T T T T T T T T T T T T T T
130 125 12.0 115 11.0 105 100 95 90 85 80 60 55 50 45 40 35 30 25 20 15 10 05 00

7.0 6.5
1 (ppm)

24



f L e Al e sl L e R iy

165 160 155 150 145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55

O/

NH
H
~N )\/\/N\n/\/\ﬂ/OH
(e} (e}

3c

25



x10 6 [+ESI Scan:1 (0.144-0.927 min, 53 Scans) Frag=135.0V XCVII_29_5_TIC.d Subtract
5] 388.3

0 |

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge (m/z)

[

|

|
]
[ T
/ [ )7 rir f b))
lan ey e oy el e
2 8 385 o5g gg g a9 05 3
3 3 388 523 83 R %6 A

1.5 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f1 (ppm)

26



T T T T r r T T
170 160 150 140 130 120 110 100 90 80 70 60 50
f1 (ppm)

NH (0]
H
~N )\/\/N
OH
(e}

3d

27

20



x10 6 | *ESI Scan:1 (0.144-0.973 min, 56 Scans) Frag=135.0V XCVII-59-2_TIC.d Subtract
51 388.3
4
3,
2,
1
0 - L - - - - - - - - -
200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge (m/z)
|
|
|
|
|
| P
[ [ J |
Ve / / | [ / f“ "‘/‘I /o
i’y NS &% gn 7 &% 5
" 15 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 10 10 1% w0 10 Do no 10 s s 70 s s 40 % 20
1 (ppm) f1 (ppm)

28



O/

o}
NH OH
H
ZN )\/\/N
o

3e

+ES| Scan:1 {0.129-0.942 min, 55 Scans) Frag=135.0V XCVII 41-2 _TIC.d Subtract

408.2

200 400 600 800 1000 1200 1400 1600 1800
Counts vs, Mass-lo-Charge (m/iz)

29

2000

2200




| (/-
I |
I
. | (
|
S I ) J
e e T T T T
135 12.5 115 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f1 (ppm)
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

30



NH (0]
H
~N N N .0
H
(6]
4a
x10 6 +ESI| Scan:1 (0.144-0.882 min, 50 Scans) Frag=135.0V ZR 13-7_TIC.d Subtract

44 465.3
3]
2
1
0

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge (m/z)

31



L g oA A Vil Lo e s BRen g B
& 3 838 38 &R ©F8
3 3 888 ] 38 3 a5 933
115 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00
f1 (ppm)
|
170 160 150 140 130 120 110 100 90 80 70

f1 (ppm)

32



+ESI| Scan:1{0.137-0.940 min, 36 Scans) Frag=135.0v XCVIII_19 4 TIC.d Subtract

4631

200 400 600 800 1000 1200 1400 1600
Counts vs. Mass-to-Charge (m/z)

33

1800




[
f
) f
, e ( o /]
(T r /0 (/ | I /
- JI s J ANy J P S J
1
PR AR Y FAVANNE T
T T T T T T T T T T T T T T T T T T T T T T T
115 110 105 100 95 90 &5 80 75 70 5 60 55 50 45 40 35 30 25 20 15 L0 05 00
f1 (ppm)
i { |
] | !
IJ " Il .
i
i
i i
i
i
160 150 140 130 120 110 100 90 70 60 50 £ 30 20
f1 (ppm)

34



x10 8

3.5
25
2

1.54

0.5

O//
NH
N )\/\/H H
—
\TT//\\V//“\TT/ ~o
(e} (e}

4c

+ESI| Scan:1 (0.144-0.943 min, 54 Scans) Frag=135.0V XCVII-62-4_TIC.d Subtract

479.3

200 400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/z)

35

2000

2200




170

36

r [ / [
— S JIJ J/ A/
1
1
|
I
T T T eLs T
T T T T T T T T T T T T T T
1.0 105 100 95 90 85 & 75 70 60 55 45 40 35
f1 (ppm)
1
\
|
| |
|
|
I - .
i ¥ A
i
i
i
4 T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)



x10 6

2.5

1.51

Iz

+ESI Scan:1 (0.144-0.882 min, 50 Scans) Frag=135.0V ZR 20-4_TIC.d Subtract

130.2
]

493.3

200

400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/z)

37

2000

2200




Sege
5L
PITT
16T

Jert
T
Fur

eze

EbT

=107
€07
50T

H/wo.m
w_rmﬂ T
Eaclony
/90T

00T

Feso

45 40 35 30 25 20 15 1.0 05 0.0

5.0

90 85 80 75 70 65 60 55
f1 (ppm)

9.5

10.5

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
1 (ppm)

80

38



z
T
Iz

+ES| Scan:1 (0.144-0.762 min, 42 Scans) Frag=135.0V XCVIl 73-2_TIC.d Subtract

513.3

200 400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge {m/z)

39

2000

2200




—lg«m

2y

—_—

Fost

01
6T

Fest

E 0
Foot
oot

Tk,m
61

Feot

801
060

Feso

40 35 30 25 20 15 1.0 05 0.0

55 50 45
f1 (ppm)

6.0

6.5

7.5

8.0

8.0

1.0 105 100 95

115

.0

|

30

60 a0

150 140 130 120 110 100 90 80
f1 (ppm)

160

40



H
~N N _OH

Iz

5a

x10 6 | *ESI Scan:1 (0.144-0.943 min, 54 Scans) Frag=135.0V XCVII 86-2_TIC.d Subtract
3.51 375.2

2.51

1.51

0.54

175.1
/-

200 400 600 800 1000 1200 1400 1600 1800 2000
Counts vs. Mass-to-Charge (m/z)

41

2200




%mo,m
%mvw

%mﬁ:ﬁ

terz

BT
€T

Fsot

Frot
TFoot

007
00T

HTum,o

40 35 30 25 20 15 10 05 00

55 50 45
f1 (ppm)

6.0

85 80 75 70

9.0

10.0 9.5

10.5

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

170



NH
//J\\V//“\\//H N
0] 0]
5b
x10 6 | *ESI Scan:1 (0.129-0.837 min, 48 Scans) Frag=135.0V XCVIII_11_2_TIC.d Subtract

51 389.2

.

3

.

14

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge (m/z)

43



Froe

Faot
Feoe

60
ot

Teot

Toot

Fieo
TFoot

50T
980

Foro

800

Feso

20 1.5 1.0 05 0.0

25

3.0

85 80 75 70 65 60 55 50 45
1 (ppm)

9.0

10.0 9.5

10.5

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
1 (ppm)

170

44



5¢c

x10 6 |+ESI Scan:1 (0.144-0.792 min, 44 Scans) Frag=135.0V XCVII 76-3_TIC.d Subtract

403.3
3.51

2.51
1.5-

0.51
0'. iy by

200 400 600 800 1000 1200 1400 1600 1800 2000
Counts vs. Mass-to-Charge (m/z)

45

2200




90¢€

oL

=AY
06T

WWmA

-

I

r
JJ

e

18T

Woma
o1

H\mo,ﬂ

Feot
Foot
Feot

660
$60

WGGH

0.0

0.5

1.0

3.0 25 20

3.5

10.0 95 9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5
f1 (ppm)

10.5

60 40 20

160 150 140 130 120 110 100 90 80
f1 (ppm)

170



OH

\
z
§z:
I=

5d

+ES| Scan:1 (0.139-0.522 min, 23 Scans) Frag=135.0V XCVIIl_60_5_TIC.d Subtract

4231

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/'z)

47




qum
W;.m

e

ort
o0'E

Foot
Foce
Tert
Faet

Fwo

Loso

0.0

0.5

75 70 65 60 55 50 45 40 35 30 25 20 15 10
f1 (ppm)

8.0

10.5 100 95 9.0

11.0

ijll

20

70 50 30

150 140 130 120 10 100 90
f1 (ppm)

160



6a

x10 6 | *ESI Scan:1 (0.144-0.897 min, 51 Scans) Frag=135.0V ZR 18-3_TIC.d Subtract
4 389.2

Al

200 400 600 800 1000 1200 1400 1600 1800 2000
Counts vs. Mass-to-Charge (m/z)

49

2200




S g

n

"
Ll

(S

v

e
wbTE
FL60

=81
*EZT
=80T
€82

NEET
51

oI T
et
T

=£0T

=107
=e0T

=k0T

00T

20

90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 10 05 00 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30
1 (ppm) 1 (ppm)

9.5

10.5

NH

~N

6b

50



x10 6 | +ESI Scan:1 (0.137-0.573 min, 20 Scans) Frag=135.0v XCVIIl_34_3 TIC.d Subtract
6 3871
54
a4
3]
24
14
o 1?5.3 . . ;gil,y . . . . .
200 400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (miz)
{ | [
|
, | [
J N J )
P EY TE Y ERw)
i5 110 105 10 95 90 85 80 75 70 65 60 S5 50 45 40 35 30 25 20 15 10 05 0o

o1




160

T T T T T T T
130 120 110 100 90
f1 (ppm)

NH
H H
~N N\n/\/\ﬂ/N\o/
O o

6C

52



x10 6 |*ESI Scan:1 (0.144-0.943 min, 54 Scans) Frag=135.0V XCVII-61-2_TIC.d Subtract

4 403.3
3.5
3_
2.5

1.54
1
0.5

|
; 600 800 1000 1200 1400 1600 1800 2000 2200

200 400
Counts vs. Mass-to-Charge (m/z)

1064

@
T T T T T “
50 45 40 35 3.0 25 20 15 10 05 00 170 160 150 140 130 120 110

7 100%
109+
1067

100 90
1 (ppm)

6.5 6.

53



x10 &

+ESI Scan:1 (0.144-0.958 min, 55 Scans) Frag=135.0V XCVII-64-6_TIC.d Subtract
417.3

200 400 60O 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/fz)

54

2000

2200




Hch,m
e
617
67
€12

ooz

Teob

Fare

Leso
01
=107

ET07

Feso
00T

960

Fre0

40 35 30 25 20 15 10 05 0.0

4.5

90 85 80 75 70 65 60 55 5.0
f1 (ppm)

9.5

10.5

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

170

55



x10 6 |*ESI Scan:1 (0.153-0.893 min, 52 Scans) Frag=135.0V XCVI1 51-4_TIC.d Subtract

4. 437.3

3]

2

14

Q L ; ; ; - 0 - 0 ; - -

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs. Mass-to-Charge {miz)

N7
|
| |
|
r |
I |
|
r o r
[ r | |
J ) | J
N I Al " .L ‘
> ™R T g T T
———— T T T ——— T
1L5 11.0 105 100 95 2.0 85 8.0 75 7.0 6.5 6.0 5. 4.5 4.0 35 3.0 25 2.0 1.5 Lo 0.5 0.C
f1 (ppm)

56



T T T
160 150 140 130 120 110 100 90
f1 (ppm)

57



