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Cyclodepsipeptides: Isolation from Endophytic Fungi of Sarcophyton
ehrenbergi and Verification of Their Larvicidal Activity via In-Vitro and In-
Silico Studies

Table S1. 'H-NMR, and ATP spectral data of compound 1.

OH (ppm), *Ref. dc Ou (ppm), *Ref. dc *Ref. 5u
Position |dc (ppm)| multiplicity and J (ppm) *Ref. du (ppm) Position Oc (ppm) multiplicity and J (ppm)
(H2) (Ho) ppm)
Phenylalanine Valine

1 172.66 - 173.6 1 171.79 -- 173.4

2 53.25 4.83 (m) 55.3 4.79, m 2 57.93 421, m 59.9 4.20, m

3 38.55 312 (d,J=8.1 Hz) 39.4 18 3 31.11 2.18(m 31.0 2.19, m

3.09 (d, J=8.1 Hz) 3.03,d (m)

4 135.76 -- 137.8 4 18.21 0.93 (d, ] =3.5 Hz) 19.0 0.98, d
5/9 129.10 7.16 (m) 130.3 7.24, m 5 19.60 0.93 (d, ] =3.5 Hz) 19.7 0.97, d
6/8 128.52 7.28 (m) 129.6 7.28, m Glycine

7 127.07 7.21 (m) 128.0 721, m 1 171.9 171.9

3.44(dd, =172,
Alanine 2 43.14 4.1 Hz) 44.0 ;52;1’3
443 (d, ] =8.0 Hz) ’

1 172.70 - 174.1 Hydroxy methyl decanoic acid (HMDA)

2 49.53 4.24 (m) 50.3 4.29, q 1 172.81 -- 174.5

3 1750 |1.29(d,J=73Hz)| 17.6 1.27,d 2 40.98 2.40 (m) 40.9 242, m

Leucine 3 78.14 4.64 (m) 78.6 4.77, m

1 173.28 - 175.1 4 37.92 1.58 (m) 39.0 1.54, m

1.22.m
2 54.00 4.16 (m) 54.7 4.19, m 5 32.12 102911((rrnn)) 33.6

0.95, m
3 39.15 1.58 (m) 40.3 1.58, m 6 29.24 1.21 (m) 30.6 1.30, m
4 24.66 1.68 (m) 26.0 1.68, m 7 29.06 1.21 (m) 28.2 129, m




5 2243 1095(d,J=2.5Hz)] 23.1 1.00, d 8 33.20 1.28 (m) 33.0 1.26, m
6 22.01 |091(d,J=22Hz) 223 0.95,d 9 22.69 1.22 (m) 23.7 131, m
10 13.92 0.85 (t) 1442 091, t
11 13.52 078 (d,/=6.7Hz).| 1441 0.83,d
* These reference data are according to reported data by Yu et al. [29].
Table S2. 'TH-NMR and ATP spectral data of compound 2.
o *Ref. dc| *Ref. On o *Ref. dc | *Ref. on
Position | dc (ppm) i m(l;_;tzl)P licity and J (ppm) | (ppm) | Position | dc (ppm) on (PP::I)(; T(I;-lltzl)p licity (ppm) (ppm)
Phenylalanine Valine
1 172.29 -- 173.6 -- 1 171.81 - 173.4
2 53.49 4.72 - 4.64 (m) 55.3 [4.79, m 2 58.05 4.21 () 59.9 | 420, m
39.4 |3.18,dd
2.98 (dd, J=13.5,7.5 Hz) '
3 40.93 312 (dd, ] = 13.5, 8.5 Hz) 2.03.dd 3 28.25 2.27 (m) 31.0 | 218, m
4 135.74 - 137.8 - 4 18.39 0.97 (d, ] =23 Hz) 19.0 0.98,d
5/9 129.13 7.17 (m) 130.3 |7.24, m 5 19.65 0.97(d,J=23 Hz) 19.7 0.97,d
6/8 128.55 7.26 (m) 129.6 |7.28, m Glycine
7 127.09 7.22 (m) 128.0 721, m 171.1 - 171.9
4.46 (d, ] =8.0 Hz) 4244
Alanine 2 43.21 3.47(dd, J=17.2,40 | 44.0 )
3.53,d
Hz)
1 172.64 -- 1741 Hydroxy methyl lactonic acid (HMOA)
2 49.43 4.14 (q) 50.3 [4.29,q 1 172.91 - 1745
3 17.89 1.29(d, J=7.3 Hz) 17.6 |1.28,d 2 41.2 2.41(m) 409 | 241, m
Leucine 3 77.98 4.80 (m) 78.6 477, m
175.1 1.50 (m) 1.54m
172.94 - 7.74 .
1 2.9 4 3 1.2 (m) 39.0 192 m
54.7 {419, m 1.19 (m) 0.96 m
2 53.23 4.27 (t 5 3248 33.3
® 0.91 (m) 1.32m
3 39.06 1.60 - 1.57 (m) 40.4 [1.58, m 6 29.34 1.10 (m) 30.5 1.32m
4 24.52 1.64 (m) 26.0 [1.69, m 7 22.59 1.24 (m) 23.8 116 m
5 22.02 0.97(d, ] =22 Hz) 23.1 10.99,d 8 13.67 0.87 (t) 1438 | 0.90t
6 22.55 0.95(d,J=2.2Hz) 22.3 10.95,d 9 14.05 0.75(d, J=6.7 Hz) 1441 | 0.83d

* This reference data are according to reported data by Yu et al. [29].
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