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Table S1.

3.72,d, 1H, 12

Compound 3 Compound 5

Position Position

0C,type o6 H (Jin Hz) 0C,type o0 H (Jin Hz)
1 165.6 C - 1 167.5C -
2NCH; 28.7CH; 2091,s,3H 2NCH; 285CH; 2.78,s,3H
3 72.6 C - 3 75.7C -
3 SCH; 125CH;  2.14,s,3H 3SCH; 859CH; 048,s,3H
4 164.5C - 4 165.0 C -
5NH - 9.03,s, 1H 5NH - 9.04,s, 1H
6 64.9 C - 6 823C -
6 SCH; 13.9CH; 2.29s,3H 6 OH - -
7 345CH, 3.20,d,1H, 12 7 353CH, 2.99,d,1H, 12

3.69,d, 1H, 12 3.56,d, 1H, 12

8 107.7C - 8 108.3 C -
9 1243CH 7.16,d, 1H 9 1252CH  7.03,s, 1H
10 NH - 10.84, s, 1H 10 NH - 10.85,s, IH
10a 1355C - 10a 135.7C -
11 111.0CH 7.28,d,1H,6 11 1109CH 7.23,d,1H,6
12 120.7CH  7.02,d,1H, 6 12 1206 CH 6.99,d, 1H, 6
13 1181 CH 6.94,d,1H,6 13 1182CH 6.92,d,1H,6
14 118.7,CH 7.59,d,1H, 6 14 1192,CH 7.74,d,1H, 6
14a 127.8,C - 14a 128.0, C -
15 63.1CH, 3.54,d,1H, 12 15 629CH, 3.39,d,1H, 12

3.68,d, 1H, 12




Table S2.

. Compound 6 . Compound 13
Position Position
oc oy (J in Hz) dc oy (J in Hz)
1 165.8 C - 1 1659 C -
2 NCH3; 306 CH;  3.17,3H,s 2 NCH; 28.7 CH; 2.76,3H, s
3 763 C - 3 729C -
- - - 3 SCH; 13.3 CH; 1.98,3H, s
4 163.3C - 4 1643 C -
5 80.3 CH 6.12, 1H, s 5 81.6 CH 6.10, 1H, s
6 5.30, 1H, brs 6 - 5.38, 1H, brs
6a 148.5C - 6a 1499 C -
7 111.4CH 6.80,1H,d, 6.0 7 110.4 CH 6.73, 1H, d, 6.0
8 131.5CH  7.33,1H,t,6.0 8 124.7 CH 7.24, 1H, t, 6.0
1209 CH  7.04, 1H, t, 6.0 9 119.6 CH 6.83, 1H, t, 6.0

10 126.1CH  7.42,1H,d, 6.0 10 130.9 CH 7.32,1H, d, 6.0
10a 126,9 C - 10a 1342 C -
10b 739C - 10b 73.6 C -
11 424 CH, 3.02,4.40,2H,d, 12 11 44.1 CH, 4.24,3.86,2H, d, 12
l1a 73.7C - 1la 68.4 C -
- - - 11a SCH; 15.8 CH; 2.29,3H, s
12 60.7CH, 4.26,4.35,2H,d, 12 12 64.3 CH, 3.16,3.32,2H,d, 12
r 166.0 C - r 165.8 C -
2’ NCH; 293 CH;  2.75,3H,s 2’ NCH; 29.3 CH; 3.08,3H, s
3 71.5C - 3 728 C -
3> SCH; 13.5CH;  2.13,3H,s 3’ SCH; 13.5 CH; 2.08,3H, s
4 165.5C - 4 166.6 C -
5’ NCH; 293 CH; 3.19,3H,s 5’ NCH; 30.7 CH; 3.15,3H, s
6’ 72.8 C - 6’ 71.6 C -
6’ SCH; 145CH;  2.30,3H,s 6’ SCH; 14.5 CH; 2.20,3H, s
7 326 CH, 3.16,3.87,2H,d,12 7 32.4 CH, 3.57,3.75,2H, d, 12
8’ 107.4 C - 8’ 107.0 C -
9 126.3CH  6.88, 1H, s 9 125.8 CH 6.97, 1H, s
10’a 134.0 C - 10’a 127.8 C -
11’ 111.3CH 7.08, 1H,d, 6.0 1 111.8 CH 7.08, 1H, d, 6.0
12° 1228CH  7.13,1H,t,6.0 12° 122.5 CH 6.95, 1H, t, 6.0
13° 120.5CH  7.13,1H,t, 6.0 13’ 119.9 CH 6.85, 1H, t, 6.0
14’ 120.1CH  7.63,1H,d, 6.0 14° 119.5 CH 7.55,1H, d, 6.0
14’a 130.0 C - 14’a 129.6 C -
15° 64.0CH, 3.17,3.83,2H,d, 12 15’ 63.8 CH; 3.14,3.80,2H, d, 12




Table S3.

Compound 7
Position

oc Oy (J in Hz)
1 18.2 CH; 1.74,3H, dd, 6.7, 1.3
2 129.5CH 5.70, 1H, dq, 14.8, 6.7
3 1309 CH  6.03, 1H, ddd, 12.0, 10.5, 1.5
4 1333 CH 6.16, 1H, dd, 15.0, 14.8
5 1283 CH 543, 1H, dd, 15.0, 14.8
6 51.6 CH 2.85, 1H, dddd, 8.2, 8.1
7 81.6 CH 3.76,1H, dd, 7.3, 2.7
8 84.8 CH 4.11, 1H, m
9 1334CH 5.73,1H, m
10 131.6 CH 6.36, 1H, dd, 12.0, 6.0
11 136.2CH  6.33, 1H, ddd, 12.0, 6.0
12 1183 CH, 5.25,5.12,2H,dd, 15.6, 8.7
13 71.1CH, 4.13,3.71,2H, dd, 9.0, 8.7




Table S4.

Compound 8 . Ergosterol (Kwon et al. 2002)

Position Position

oc oy (J in Hz) oc Oy (J in Hz)
1 38.5 CH, 1 39.0 CH,
2 32.1 CH, 2 32.6 CH,
3 70.6 CH 3.64, 1H, m 3 71.1 CH 3.65, 1H, m
4 40.9 CH, 4 41.4 CH,
5 141.5C - 5 142.0 C -
6 1197CH  5.57,1H, m 6 120.2 CH 5.57, 1H, m
7 116 4CH 5.38,1H, m 7 116.9 CH 5.38, 1H, m
8 1399 C - 8 140.7 C -
9 46.3 CH 9 46.9 CH
10 371 C - 10 37.7C -
11 21.2 CH, 11 21.8 CH,
12 28.4 CH, 12 28.9 CH,
13 429C - 13 43.5C -
14 55.8 CH 14 56.4 CH
15 21.2 CH, 15 21.8 CH,
16 39.2 CH, 16 39.7 CH,
17 547 CH 17 55.2CH
18 12.2 CH; 0.63, 3H, s 18 12.5 CH; 0.63,3H, s
19 16.4 CH; 0.95,3H, s 19 16.9 CH; 0.95,3H, s
20 40.5 CH 20 41.1 CH
21 19.8 CH; 1.03,3H, d, 6.0 21 20.3 CH; 1.04,3H,d, 7.0
22 1357CH  5.19,2H,m 15.5,7.5 22 136.2 CH 5.20,2H, m 15.5, 7.5
23 132.1CH  5.22,1H,dd, 15.5,7.0 23 132.6 CH 5.22,1H, dd, 15.5, 7.0
24 429 CH 24 43.5CH
25 332 CH 25 33.7CH
26 20.1 CH; 0.82,3H,d, 6.0 26 20.6 CH; 0.82,3H,d, 6.5
27 23.1 CH; 0.84,3H,d, 6.0 27 23.7 CH; 0.84,3H,d, 6.5
28 17.7 CH; 0.92,3H,d, 6.0 28 18.3 CH; 0.92,3H,d, 6.0

Reference: Kwon HC, Zee SD, Cho SY, Choi SU, Lee KR. 2002. Cytotoxic ergosterols from
Paecilomyces sp. J300. Arch Pharm Res. 25:851-855.



Table S5.

Compound 4

Position

0C,type o6 H (Jin Hz)
1 165.8 C -
2 NH - 8.44,s, 1H
3 653 C -
3 SCH; 128 CH;  2.31,s,3H
4 165.6 C -
5NH - 8.91,s, IH
6 659 C -
6 SCH; 13.5CH;  2.13s,3H
7 339CH, 3.16,d,1H, 12

3.64,d, 1H, 12

8 107.9 C -
9 1243 CH 7.19,s, 1H
10 NH - 10.86, s, 1H
10a 135.5C -
11 111.0CH 7.28,d,1H, 6
12 120.7CH  7.02,t,1H, 6
13 1182CH 6.94,t,1H, 6
14 118.8,CH 7.60,d, 1H, 6
14a 127.7,C -
15 65.0CH, 3.37,d,1H, 12

3.51,d, 1H, 12




Table S6.

Position Compound 9 Compound 10 Compound 11 Compound 12
dc oy (J in Hz) dc Oy (J in Hz) dc oy (J in Hz) dc Oy (J in Hz)
1 166.4 C - 1695 C - 167.7C - 165.7C -
2 NCH; 27.7CHs 3.17,3H,s 28.0 CH; 3.25,3H, s 29.4 CH; 3.00, 3H, s 284 CH; 3.16,3H,s
3 76.0 C - 75.4C - 79.3C - 76.6 C -
4 163.1 C - 1652 C - 167.1 C - 163.4 C -
5 80.5CH 6.11,1H,s 79.7 CH 6.03, 1H, s 82.6 CH 6.23, 1H, s 80.2 CH 6.21, 1H, s
6 - 5.42, 1H, brs - 5.51, 1H, brs - 5.17, 1H, brs - 5.32, 1H, brs
6a 148.2 C - 149.5C - 148.7C - 148.5C -
7 110.8 CH 6.81,1H,d, 6.0 111.0 CH 6.84, 1H, d, 6.0 110.1 CH 6.66, 1H, d, 6.0 111.5CH 6.80,1H,d, 6.0
8 131.3CH 7.25,1H,t,6.0 131.7 CH 7.24, 1H,t, 6.0 131.4 CH 7.20, 1H, t, 6.0 131.6 CH 7.30,1H,t, 6.0
9 1209 CH 6.86, 1H,t, 6.0 120.7 CH 6.78, 1H, t, 6.0 120.5 CH 6.81, 1H, t, 6.0 120.7CH 6.81, 1H,t, 6.0
10 1244 CH 7.10,1H,d, 6.0 124.6 CH 6.99, 1H, d, 6.0 124.9 CH 7.18,1H,d, 6.0 1252 CH 7.35,1H,d, 6.0
10a 1273 C - 126.1 C - 127.6 C - 1274 C -
10b 73.8C - 71.8 C - 72.7C - 76.2 C -
11 43.8 CH, 4.36,3.10,2H,d,12 50.1 CH, 3.37,4.04,2H, d, 12 48.7 CH, 3.33,3.93,2H,d, 12 428 CH, 3.00,4.35,2H,d, 12
1la 73.5C - 78.1C - 74.6 C - 74.9 C -
12 60.7CH, 4.37,427,2H,d,12 62.2CH, 4.28,3.99,2H, d, 12 62.1 CH, 4.40,3.93,2H, d, 12 60.8 CH, 4.43,4.28,2H,d, 12
r 167.7C - 167.7C - 168.0 C - 167.0 C -
2’NCH; 29.3CH; 3.04,3H,s 29.6 CH; 3.10,3H, s 29.1 CH; 3.10,3H, s 276 CHs;  2.96,3H,s
3 78.1C - 78.1C - 78.1C - 73.6 C -
4 168.0 C - 1679 C - 168.8 C - 165.6 C -
5’NCH; 294CH; 3.18,3H,s 29.4 CH; 3.14,3H, s 29.9 CH; 3.14,3H, s 27.5CH;s 3.20,3H,s
6’ 773 C - 76.8 C - 77.5C - 73.9C -
7 304CH, 4.14,343,2H,d,12 30.5CH; 4.15,3.44,2H, d, 12 30.2 CH, 4.10,3.41,2H, d, 12 326 CH, 3.10,3.89,2H,d, 12
8’ 109.1 C - 109.2 C - 109.2 C - 107.8 C -
9 122.7CH 7.25,1H, s 122.2 CH 7.28, 1H, s 123.2 CH 7.10, 1H, s 1266 CH 7.19, 1H, s



10’a
11’
12’
13’
14°
14’a
15’

135.1C

111.6 CH
120.5 CH
123.3 CH
119.1 CH
129.5.0C
62.6 CH,

7.32,1H,d, 6.0
7.13,1H,t, 6.0
7.13,1H,t, 6.0
7.56,1H, d, 6.0

4.47,4.06,2H,d, 12

1352C

111.6 CH
120.4 CH
123.3 CH
118.9 CH
1293 C

62.6 CH,

7.41,1H,d, 6.0
7.10, 1H, t, 6.0
7.11, 1H, t, 6.0
7.51,1H,d, 6.0

4.56,4.15,2H,d, 12

135.2C

111.7 CH
120.6 CH
123.2 CH
119.3 CH
1294 C

62.6 CH,

7.08, 1H, d, 6.0
7.06, 1H, t, 6.0
7.02, 1H,t, 6.0
7.58,1H, d, 6.0

4.39,4.03,2H,d, 12

134.1C

111.3 CH
123.0 CH
120.5 CH
119.3 CH
130.5C

61.4 CH,

6.95,1H, d, 6.0
7.23,1H,t, 6.0
7.23,1H,t, 6.0
7.67,1H,d, 6.0

3.08,3.72,2H, d, 12
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Figure S2
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Fz2a

|-340
320
300
280
260
240
=220
200
F180
F160
140
=120
100
80

60

40

20

o

F—20

Ly R—

IS8E

I

o'ls

PEE9—-

L

ZT5L

85'L8

LElll—=
AR b

P81~
68117
68021

A
A A e

16SE—

80'591
6591~

13C MME F24 in DMSO

f1 (ppm)
14

150 140 130 120 110 100 90

160



Figure S5
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Figure S7
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Figure S8
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Figure S11
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Figure S12
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Figure S14
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Figure S17
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Figure S18
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Figure S19
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Figure S24
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Figure S25
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Figure S28
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Figure S29
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Figure S30
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Figure S32
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Figure S33
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Figure S34
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Figure S36
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Figure S39
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Figure S42
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Figure S46
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Figure S48
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Figure S49
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Figure S51
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Figure S52
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Figure S53
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Figure S54
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Figure S55
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Figure S56
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Figure S57
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