Table S6. NMR analysis of xantholysin A. *H and**C NMR assignment of xantholysin A in

DMF-d7 solution, 55°C.

'H 8 [ppm] *C 5 [ppm]

'H 8 [ppm] *C 5 [ppm]

HDA [e]0) 173.2¢
CH,a 2.4¢ 44.11
CHB 4.02 68.71
CH,y 1.4¢ 37.91
CH,81  1.3¢€ 25.7¢
CH,82  1.4¢ 25.7¢
CH,¢ 1.31 29.97
CHy¢ 1.2¢ 29.6(
CHan 1.2¢ 32.07
CH,0 1.2¢ 22.7:
CHst 0.8¢ 13.97
OH n.a
Leul
*Janne [HZ] 6.5C  NH 8.3(
CHa 4.3( 52.87
CQ n.a
CH,B1  1.67 40.9¢
CH, B2  1.7¢ 40.9¢
CHy 1.7¢ 24.8¢
CHsd 0.91 21.8(
CHsd 0.9t 23.17
Glu2
3Junre [Hz] ca 4! NH 8.72
CHa 4.27 55.7¢
(of0) 174.3:
CH,p1  2.0¢ 27.0:
CH, B2  2.1F 27.0:
CH,y 2.4F 31.3¢
CO»s n.a
OH n.a

GIn3
3Jinre [HZ] 6.14 NH
CHa
(of0)
CH, B
CHz’Y
CO3%
NH,

Val4
3Junre [HZ] 6.97

NH
CHa
CO
CHB
CH3’Y
CH3’Y

LeuS
SJHNHa [HZ] n.d.

NH
CHa
(of0)
CH, B
CHy
CHsb
CHsb

GIné
3Jnre [HZ] 6.56 NH
CHa
(of0)
CH, B
CHz’Y
CO5%
NH,

8.3
4.2¢ 55.6¢
n.a
2.1: 27.1;
2.3¢ 32.3¢
n.a
6.71/7.4
7.7C
4.0z 61.8¢
n.a
2.2¢ 29.9:
0.9¢ 19.2:
1.01 19.4¢
7.95
4.1¢ 54.6¢
n.a
1.71 40.3¢
1.7¢ 24.9]
0.8¢ 21.2¢
0.9¢ 22.6:
8.2¢
4.0¢ 53.91]
172.5¢
2.05 27.0¢
2.2¢ 32.1¢
n.a
6.55/7.1!

n.d. = not determined
n.a. = not assigned



Table S6. NMR analysis of xantholysin A. *H and**C NMR assignment of xantholysin A in

DMF-d7 solution, 55°C (continued).

'H 8 [ppm] *C 5 [ppm]

'H 8 [ppm] *C 5 [ppm]

Ser/
SJHNHa [HZ] 5.32 NH
CHa
CO
CH, p1
CH, B2
Val8
SJHNHa [HZ] 6.7¢ NH
CHa
CO
CHB
CH3’Y
CH3’Y

Leu9
3Jinme [Hz] nd. NH
CHa
co
CH, p1
CH, B2
CHy
CHsd
CHsd

GIn10
3Junre [HZ] 6.82 NH
CHa
COo
CH, p1
CH, p2
CHz’Y
CO5%
NH,

7.8¢
4.5¢

4.3¢
4.5(

8.2
4.0¢

2.4C
0.9¢
1.0¢

8.0¢
4.2(

1.5¢
1.84
1.8
0.87
0.92

7.7¢
4.3:

2.0¢
2.1¢
2.3¢

6.55/7.1!

54.6¢
172.1¢
64.01
64.01

61.9(
173.9(
30.2¢
19.5(
19.17

54.4¢
174.0¢
40.2¢
40.2¢
25.02
21.1(
23.0¢

54.4:
172.9¢
27.2¢
27.2¢
32.4¢
n.a

Leull
SJHNHa [HZ] n.d.

Leul2
3Junre [HZ] 7.12

GInl13
SJHNHa [HZ] 6.7(

llel4
3Junre [HZ] 8.57

NH
CHa
Co
CH, p1
CH, p2
CHy
CH3d
CH3d

NH
CHa
CO
CH; p
CHy
CH3d
CH3d

NH
CHa
(6{0
CH, p1
CH, B2
CHz’Y
CO3d
NH;

NH
CHa
CO
CHB
CH3’Y
CHpyl
CH,y2
CH3 o

7.95
4.3z

1.6
1.81
1.8¢
0.9C
0.9¢

7.7¢
4.3

1.71
1.7¢
0.9C
0.9:

7.2°5
4.2~

1.9¢
2.32
2.2z

6.63/7.1!

7.4¢
4.3

1.8¢
0.8¢
1.1¢
1.41
0.8t

53.6:
173.5:
41.1¢
41.1¢
24.9¢
21.9:
22.9]

53.2¢
173.7¢
40.6¢
25.02
21.61
23.3¢

54.2]
172.3(
27.3:
27.3]
32.2-
n.a

57.4;
n.a
37.0¢
15.8-
25.3(
25.3(
11.0¢

n.d. = not determined

n.a. = not assigned



