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3. NMR data of 6-7 in methanol-ds and 1-2 in DMSO-ds 38

1. NMR spectra of compounds 1-7.
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Figure S1."H-NMR spectrum of compound 1 in mathanol-d.
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Figure S2.'H-NMR spectrum of compound 1 in DMSO-ds.
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Figure S3.3 C-NMR spectrum of compound 1 in mathanol-da.
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Figure S4.*C-NMR spectrum of compound 1 in DMSO-db,
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Figure S6. HSQC spectrum of compound 1 in mathanol-da.
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Figure S8.'H-'H COSY spectrum of compound 1 in mathanol-da.
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Figure S9. HMBC spectrum of compound 1 in mathanol-da.
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Mass Spectrum SmartFormula Report

Analysis

Info

Analysis Name

Method

Sample Name
Comment

Acquisition Date

D:\Data\MS\data\202102\wugqiaoling_64983-J12-7_pos_72_01_10009.d
LC_Direct Infusion_pos_70-500mz.m Operator
wugiaoling_64983-J12-7_pos

SCsIo

Instrument maXis

2/8/2021 5:08:44 PM

255552.00029

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.5min #32]
x10%
0.89
06 255.0588
0.4+
0.2
248.0464 | 277.0397
0.0 T + 1 + T T T T + T T T
240 245 250 255 260 265 270 275 280 285 290 miz
Meas. m/z # lon Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
255.0588 1 C14H11N20S 100.00 255.0587 -0.5 -0.1 1.3 105 even ok
277.0397 1 C14H10N2NaOS 100.00 277.0406 34 0.9 1111 105 even ok
wugiaoling_64983-J12-7_pos_72_01_10009.d
Bruker Compass DataAnalysis 4.1 printed: 7/28/2022 5:39:59 PM by: SCSIO Page 1 of 1

Figure S11. HRESIMS of compound 1.
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2/8/2021 5:05:24 PM
Analysis Name D:\Data\MS\data\202102\wugiaoling_64983-J12-6_pos_71_01_10008.d

Method LC_Direct Infusion_pos_70-500mz.m Operator SCSIo

Sample Name wugiaoling_64983-J12-6_pos Instrument maXis 255552.00029
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.5min #30|
x104
3
2 319.0303
1
321.0275
o 315.0772 |, ss7o412 3410120
300 310 320 330 340 350 miz
Meas. m/z # lon Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
319.0303 1 C15H12CIN202S 100.00 319.0303 0.2 0.1 143 105 even ok
341.0120 1 C15H11CIN2NaO2S 100.00 341.0122 0.7 0.2 888 10.5 even ok

wugiaoling_64983-J12-6_pos_71_01_10008.d
Bruker Compass DataAnalysis 4.1 printed: 7/28/2022 5:39:27 PM by: SCSIO Page 1 of 1

Figure S23. HRESIMS of compound 2.



Mar. Drugs 2022, 20, 537 16 of 39

2.098—————— 11—

Abs.

0.957

0184 — 1 —
200.00 300.00 400.00

Figure S24. UV spectrum of compound 2.



Mar. Drugs 2022, 20, 537

wugiaeling: o
R by
T

07

oo ®®
N— QO
N~ N

- ~
a N <
. ~

"

7

,3.93
13.89

dsd
805
804

81
02
118
104
108
o

Cl 0—

(J
G

Iz

JLJ I LL,L\ A Lo

F £4UUUU
123000000
22000000
21000000
20000000
19000000
18000000
17000000
16000000
15000000
14000000
13000000
12000000
11000000
10000000
FB000000
FBO000GO
7000000
6000000
5000000
4000000
[+ 3000000
2000000
1000000

+=1000000

F=2000000

9.0 6.0

Figure S25.'"H-NMR spectrum of compound 3 in mathanol-da.
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Figure S26.1°C-NMR spectrum of compound 3 in mathanol-da.
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Figure S28. HSQC spectrum of compound 3 in mathanol-da.
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\MS\data\202104\wugiaoling_64983-C_pos_71_01_10589.d
Method LC_Direct Infusion_pos_70-500mz.m Operator SCsIo

4/29/2021 5:45:34 PM

Sample Name wugiaoling_64983-C_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.2min #11
x104
20
262.0629

15

1.09

05 2640619

o 9161 e o 2880758 21,0650 | l 265.0648

250.0 2525 255.0 2575 260.0 262.5 265.0 267.5 270.0 2725 miz
Meas. m/z # lon Formula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
262.0629 1 C14H13CINO2 100.00 262.0629 0.3 0.1 566 85 even ok

wugqiaoling_64983-C_pos_71_01_10589.d
Bruker Compass DataAnalysis 4.1 printed: 8/1/2022 4:24:59 PM by:  SCSIO Page 1 of 1

Figure S31. HRESIMS of compound 3.



Mar. Drugs 2022, 20, 537 21 of 39

2.019 S S S B G

0.946}

Abs.

-0.128 1 | 1 l 1 | ! | 1
200.00 300.00 400.00

Figure S32. UV spectrum of compound 3.



Mar. Drugs 2022, 20, 537 22 of 39

migleoliprd 43 00 I~ O [an]
honnr of OGDOLIER-04E3=E <F <
PROTCN CRE] 3 offf: \BATihujs anhpa208 10l

LTI

O WV ST 0000~ O — co
R LR R e 13.2E+08
il e

B . \

13.0E+08
2. 8E+08
-2 6E+08
S 12 45108
e 12 2E+08
e L2 0E+08
11.8E+08
11.6E+08
Ty 7 BT '1.4E+08
'1.2E+08
'1.0E+08
L8 0E+07

B o L6.0E+07
4. .0E+07
\ m X | L 2 0E+07
OV N | G VEUUTER SRS WU N P upon

r-2.0E+07

500

15 8.5 7.5 6.5 5.5 4.5
fl (ppm)
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Figure S34.3C-NMR spectrum of compound 4 in chloroform-d.
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Figure S35. DEPT135 spectrum of compound 4 in chloroform-d.
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Figure S36. HSQC spectrum of compound 4 in chloroform-d.
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Figure S38. HMBC spectrum of compound 4 in chloroform-d.
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Analysis Info

Acquisition Date

12/31/2020 10:11:05 AM

Analysis Name D:\Data\MS\data\202012\wugiaoling_64983-A3_pos_11_01_9615.d
Method LC_Direct Infusion_pos_100-1000mz.m Operator SCsIo
Sample Name wugiaoling_64983-A3_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 2000 m/z Set Charging Voltage oV Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens { +MS, 0.5min #29|
x104

201

1.59 276.0016 277.9996

1.09

057 oo |

0.0} 2060592 2712332 274.2744 1 284.1786

265.0 2675 2700 2725 2750 2775 280.0 2825 285.0 2875 miz
Meas. m/z # lonFormula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
276.0016 1 C13H11BrNO  100.00 276.0019 -0.9 -0.2 36.6 85 even ok

wugiaoling_64983-A3_pos_11_01_9615.d
Bruker Compass DataAnalysis 4.1 printed: 7/28/2022 5:41:24 PM by: SCSIO Page 10f 1

Figure S39. HRESIMS of compound 4.
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Figure S43. DEPT135 spectrum of compound S in chloroform-d.
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Figure S44. HSQC spectrum of compound 5 in chloroform-d.
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 12/9/2020 3:21:49 PM
Analysis Name D:\Data\MS\data\202012\wugiaoling_64983-A_pos_52_01_9437.d

Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO

Sample Name wugiaoling_64983-A_pos Instrument maXis 255552.00029
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 2000 m/z Set Charging Voltage oV Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 1.3min #77|
x104
5
4 2320522
3
2
234.0496
1
o 229.2150 | ) 2432341 257.2473
220 225 230 235 240 245 250 255 260 265 mz
Meas. m/z # lon Formula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
2320522 1 C13H11CINO 100.00 232.0524 -0.8 -0.2 150 85 even ok
254.0355 1 C13H10CINNaO 100.00 254.0343 -4.7 -1.2 2303 85 even ok

wugqiaoling_64983-A_pos_52_01_9437.d
Bruker Compass DataAnalysis 4.1 printed: 7/28/2022 5:41:58 PM by:  SCSIO Page 1 of 1

Figure S47. HRESIMS of compound 5.
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Figure S48.'H-NMR spectrum of compound 6 in mathanol-da.
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Figure S49."3 C-NMR spectrum of compound 6 in mathanol-da.
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Figure S50. DEPT135 spectrum of compound 6 in mathanol-da.
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Figure S53. HMBC spectrum of compound 6 in mathanol-da.

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 5/11/2021 11:11:27 AM
Analysis Name D:\Data\MS\data\202105\wugiaoling_64983-F_pos_64_01_10682.d
Method LC_Direct Infusion_pos_70-500mz.m Operator SCSIO
Sample Name wugiaoling_64983-F_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.2min #10|
6000+
4000 248.0469
238.1328
2000+
201386 247.0534 2500444 109
235.1665 ‘ -I 2431153 545 1478 249.1548 ‘ 2534753 2551937 258.1504
P PO NN I 0 OO O il SRSV RS PR | I TR L TR !
235 240 245 250 255 260 m/z
Meas. m/z # lon Formula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
248.0469 1 C13H11CINO2 100.00 248.0473 14 0.3 36.1 85 even ok

wugiaoling_64983-F_pos_64_01_10682.d
Bruker Compass DataAnalysis 4.1 printed: 7/29/2022 9:10:43 AM by:  SCSIO Page 1 of 1

Figure S54. HRESIMS of compound 6.
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Figure S55.'H-NMR spectrum of compound 7 in mathanol-da.
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Figure S56."*C-NMR spectrum of compound 7 in mathanol-da.
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Figure S57. DEPT135 spectrum of compound 7 in mathanol-da.
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Figure S58. HSQC spectrum of compound 7 in mathanol-da.
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Figure S59.'H-'H COSY spectrum of compound 7 in mathanol-da.

| \
Ll L u,ﬂl

wugiaoling—64983F
ﬁL Tmbe nmr of wgiaeling-G4983F . 0
habeetzplind Ne0D {D:\DATA} jujianhual0l6 12
p . . el 20
E - . o g
LI - » I% F40
J— © [] .
3 .
—3 - ' ‘ 60
— @ 3 ] i
80
100
% N ho_ % oo g
) r120 &
-
B o N F140
= v 0 ‘
F160
—3 o
= -’ 180
200
9.0 7.5 6.0 4.5 30 1.5 0.0
2 (ppm)

Figure S60. HMBC spectrum of compound 7 in mathanol-da.
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 5/11/2021 11:07:57 AM
Analysis Name D:\Data\MS\data\202105\wugiaoling_64983-E_pos_63_01_10681.d

Method LC_Direct Infusion_pos_70-500mz.m Operator ScCsIo

Sample Name wugiaoling_64983-E_pos Instrument maXis 255552.00029

Comment

Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar

Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 m/iz Set End Plate Offset -500 V/ Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.2min #9|
8000
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248.0474
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L " [ " 1 " A L " L i L Ll l
235.0 2375 240.0 2425 245.0 2475 250.0 2525 255.0 2575 miz
Meas. m/z # lon Formula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
248.0474 1 C13H11CINO2 100.00 248.0473 0.4 0.1 278 85 even ok

wugiaoling_64983-E_pos_63_01_10681.d
Bruker Compass DataAnalysis 4.1 printed: 7/28/2022 5:42:39 PM by:  SCSIO Page 1 of 1

Figure S61. HRESIMS of compound 7.

2. Medium Formula and Optimization Results of S. diacarni SCSIO 64983

In this experiment, 14 kinds of culture media were used for fermentation optimization. The specific
medium formula is as follows:

N4: Starch 15 g/L, fish peptone 8 g/L, bacteriological peptone 5 g/L, glycerol 8 g/L, KBr 0.2 g/L, sea salt
30 g/L, calcium carbonate 2 g/L; pH: 7.2-7.4.

M11: Glycerol 30 g/L, Soybean powder 10 g/L, CaCOs 2 g/L, sea salt 30 g/L; pH: 7.2-7.4.

SCAS: Starch 40 g/L, Acid Hydrolyzed Casein Peptone 5 g/L, KH2PO4 0.5 g/L, MgSO47H20 0.5 g/L,
FeSO4+7H20 0.5 g/L; pH: 7.2-7.4.

HMT: Glycerol 20 g/L, fish powder 20 g/L, Yeast extract 5 g/, CaCO3 5 g/L; pH: 7.2-7.4.

ISP2: Glucose 4 g/L, Yeast extract 4 g/L, Malt extract 10 g/L, sea salt 30 g/L; pH: 7.2-7.4.

ISP3: Oatmeal 20 g/L, Trace elements 1mL/L, FeSO47H20 0.1 g/L, MnCL24H20:0.1 g/L, ZnSO4.7H20
0.1 g/L; pH: 7.2-7.4.

ISP4: Starch 10 g/L, Bacteriological Peptone 1 g/L, Yeast extract 5 g/L, KH2PO4 1 g/L, MgSO47H:20 1
g/L, NaCl 1 g/L, (NH4)2SO4 2 g/L, sea salt 30 g/, CaCOs 2 g/L, Trace elements 1mL/L; pH: 7.2-7.4.

AM?2ab: Starch 15 g/L, Soybean powder 5 g/L, sea salt 30 g/L, Glucose 20 g/L., MgSO4+7H20 0.5 g/L,
CaCOs 2 g/L, Yeast extract 2 g/L, KH2PO4 0.5 g/L, Bacteriological Peptone 2 g/L, NaCl 4 g/L; pH: 7.2-7.4.

RA: Glucose 10 g/L, Starch 20 g/L, Malt extract 10 g/L, sea salt 30 g/L, corn powder 5 g/L, maltose 10
g/L, CaCOs 2 g/L, Trace elements 100 pL; pH: 7.2-7.4.

AM3: Starch 15 g/L, Soybean powder 10 g/L, glycerol 15 g/L, Bacteriological Peptone 15 g/L, sea salt
30 g/L, CaCOs 5 g/L; pH: 7.2-7.4.



Mar. Drugs 2022, 20, 537

38 of 39

LB: TRYPTONE 10g/L, Yeast extract 5g/L, NaCl 10g/L; pH: 7.2-7.4.
YMS: Yeast extract 4g/L, Malt extract 10g/L, Starch 4 g/L., Oatmeal 8 g/L, sea salt 30 g/L; pH: 7.2-7.4.
MS: Soybean powder 20 g/L, Mannitol 20 g/L; pH: 7.2-7.4.
TSB: TSB finished powder 30 g/L; pH: 7.2-7.4.
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3. NMR data of 6-7 in methanol-ds and 1-2 in DMSO-ds

Figure S62. Optimization Results of S. diacarni SCSIO 64983
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Table S1. NMR data of 6-7 in methanol-ds and 1-2 in DMSO-ds

. 6 72 1¢ 2C

Position Oc,type  Ou(JinHz) ¢ type Ou(JinHz) Oc type Ou(JinHz) Oc type 0Ou(]in Hz)
1 1105, CH 7.38,d4(8.7) 1101, CH 7.29,d(8.7) 111.0,CH 7.49,d(8.1) 110.1,CH 7.42,d(87)
2 1139,CH 7.19,d8.7) 1141, CH 717,d(8.7) 1256,CH 740,m 1135 CH 7.32,d(8.7)
3 149.9, C - 149.5,C - 118.5,CH 7.18,t(7.5) 148.6,C -
4 117.6, C - 117.6, C - 122.0,CH 8.28,d(7.9) 113.6,C -

4a 123.0,C - 122.0,C - 1219, C - 1203, C -

4b 1248, C - 1238, C - 118.8, C - 1185, C -

5 115.2, CH 8.00, dd 108.6,CH 795,d(24) 1126 C - 115.1, C -

’ (0.7,8.0) ’ ’ ’ ’
6 120.1,CH  6.97,t(7.8) 150.9, C - 129.9, C - 130.1, C -
6.84, dd 6.95, dd
7 111.4, CH (07.7.6) 116.6, CH (2.4,8.6) 1159,CH 7.08,d (8.5) 118.1, CH 7.16,d(8.5)
8 1442, C - 112.0,CH 7.27,d(8.6) 109.2,CH 7.33,d(8.5) 109.7, CH 7.34,d (8.5)
8a 132.5,C - 136.9, C - 135.9, C - 137.6, C -

9a 137.5,C - 138.3,C - 140.2, C - 136.5, C -

17 - - - - 164.3, C - 165.8, C -

2" - - - - 29.0,CH:2 359 s 30.4, CH2 3.30, s
3-OMe  58.6, CHs 3.93, s 58.6, CHs 3.92,s - - 57.6, CHs 3.87,s
6-OMe - - - - - - - -
9-NH - - - - - 11.37 - 11.59
10-NH - - - - - 10.52 - 10.37

a The data were recorded in methanol-ds; P The data were recorded in chloroform-d; € The data were recorded in DMSO-ds.



