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ABSTRACT

Lactoquinomycin C (1) and Lactoquinomycin D (2), two new medermycin derivatives
together with six known compounds (3-8) were isolated from the rice solid fermentation of the
marine-derived Streptomyces sp. SS17A. The intriguing structural features of the
Lactoquinomycin D (2) which contains 5,14-epoxidation is relatively rare in medermycin
derivatives. Compounds 1 and 2 exhibited no cytotoxicity against PC-3 and HCT-116 cancer cell
lines, whereas compoud 3 showed stronger cytotoxicity with ICsy values of 0.02 and 0.04 uM,
respectively. A structure-activity relationship was observed for the cytotoxicity of the
medermycin derivatives with a y-lactone unit is required for significant cytotoxicity based on

compounds 1-3.
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Table S1. Cytotoxic activity assay for Compounds 1-3.

Compounds 1 2 3
PC3 (ICs; uM) >20  >20 0.2
HCT-116 (ICs, uM) >20  >20 0.04

# medermycin (3) was considered as a positive control.

Table S2. *H and **C NMR Data of Compound 1 *H and **C NMR (600 and 150 MHz in DMSO-d).

no. OH 2 d¢ P
1 7.49,d (2.5) 112.2
2 162.7
3 7.09,d (2.5) 124.7
4 145.7
5 122.4
6 182.2
7 131.7
8 7.72,d (8.0) 118.4
9 7.86,d (8.0) 132.6
10 137.1
11 157.6
12 116.4
13 189.8
14 128.7
1 4.96, dd (11.0, 1.5) 70.3
2 1.68, q (11.0) 29.2
2.37, m
3 3.60, m 65.8
4' 341, m 69.5
5' 3.55, m 76.5
6 1.32,d (6.0) 18.0
2-OH 11.21, brs
4-Me 2.74,s 23.8
11-OH 13.63, s
3-N(Me), 2.72,s 37.4
2.76, s 41.3

4'-OH 6.06, br s




Table S3. 'H and **C NMR Data of Compound 2 *H and **C NMR (600 and 150 MHz in methanol-d,).

no. 8y 5
1 4.25,q (6.0) 66.0
3 4.45,t (5.0 66.8
4 2.23,dd (14.0, 1.5) 24.7

2,55, m
5 84.9
6 189.6
7 132.9
8 7.65, d (8.0) 119.9
9 7.97,d (8.0) 134.8

10 137.9
11 158.6
12 116.6
13 202.3
14 77.1
15 2.88, dt (18.0, 2.0) 36.1

2.98, dd (18.0, 5.0)

16 169.4
1 5.02, dd (11.0, 1.5) 724
2' 1.67, q (11.0) 30.5

257, m
3 3.62, m 68.5
4 3.47, dd (10.0, 9.0) 71.2
5 3.57, m 78.5
6' 1.42,d (6.0) 18.2
3'-N(Me), 2.80, s 375

2.92,s 42.1
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Figure S1. *H-'H COSY and selected HMBC correlations for compounds 1 and 2.
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Figure S2. 'H NMR spectrum of 1 in DMSO-ds.
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Figure S3. *C NMR spectrum of 1 in DMSO-d.
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Figure S4. HSQC spectrum of 1 in DMSO-d.
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Figure S5. HMBC spectrum of 1 in DMSO-d.
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Figure S6. 'H-'H COSY spectrum of 1 in DMSO-ds.
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Figure S7. HRESIMS spectrum of 1.
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Figure S8. IR spectrum of 1.



Al

4. 39839

4. 00000

3. DOOOO

2. 00000

1. 00000 |-

0. QOO00 -

—0. 38885

200. 00

300. 00

Figure S9

400. 00 500. 00
na.

. DAD UV-Vis spectrum of 1.

10

&00. 00



800
r700
600
ro00
400
300
200

100

—

FlLL
=0l

=10l

=00}
=00'L

F1700
F600
ra00
400
F300

F100

=100

2 o <o
2 < <
3=z
LoL—
e’
Lve—
S0~
. Lo
S &le-
—- LT
)
c
©
e
B g9
£ gagl
L
S T
vl
Lo € vi
< S gal
S 678
o~ L
<& @
5
o WW
s 9'9LL~
T 66L—
i
o )
g 9 szei
v grel—
o 681
L < S
© (@)
LL
0 9861~
6.
PE9L—
L (=)
i
. 9681~
e
ze0z—
L (=)
°s)
L [Le]
%

60

70

80

100 90
f1 (ppm)

110

120

130

150 140

160

190 180 17

200

Figure S11. **C NMR spectrum of 2 methanol-d,.
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Figure S12. HSQC spectrum of 2 methanol-d,.
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Figure S13. HMBC spectrum of 2 methanol-d,.
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Figure S14. 'H-'H COSY spectrum of 2 methanol-d,.
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Figure S16. HRESIMS spectrum of 2.
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Figure S17. IR spectrum of 2.
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Figure S18. DAD UV-Vis spectrum of 2.
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