Supplementary Materials

Supplementary Data S5. LC-ESIMS Data for Detecting 1-3 in EtOAc Extracts of G59 and Its Mutant BD-1-6
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LC-ESIMS data for detecting 3 in parent G59 and its mutant BD-1-6 samples

1. Conditions and conclusions of LC-ESIMS analysis to detect compounds 1-3

Conditions: LC-ESIMS analysis was performed on a LC-MS equipment equipped with Agilent 1100 HPLC system, AB Sciex API
3000 LC-MS/MS system, and AB Sciex Analyst 1.4 software. EtOAc extracts of G59 and BD-1-6 were employed for the LC-ESIMS
analysis and crude 1-3 samples were used as control. HPLC was carried out on a Venusil MP C18 column (5 um, 100 A, 4.6 mm %250
mm; Agela Technologies) using MeOH-H,O in linear gradient (20% MeOH at initial time 0 min— 100% MeOH at 60 min— 100%
MeOH at 90 min; flow rate, 1 ml/min) as mobile phase. The mass detector was set to scan a range from m/z 150 to 1500 in positive (for
1-3) or negative (for 1) mode. The acquired data were processed by Analyst 1.4 software to obtain targeted LC-ESIMS data.

Conclusions: The [M+Na]" or [M-H] ions of 1, 2, and 3 were appeared as peaks with retention times of 52.3, 53.8, and 55.1 min,
respectively. Compounds 1-3 in BD-1-6 and G59 were examined by using selective ion monitoring and all of 1-3 were detected only in
BD-1-6 but entirely not in G59 samples.
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LC-ESIMS Data for Detecting 1 ([M+Na]" ion) in Parent G59 and Its Mutant BD-1-6 Samples

Positive Selective lon (m/z 441.0-442.0) Monitoring Chromatograms
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LC-ESIMS Data for Detecting 1 ([M-H] ion) in

Negative Selective lon (m/z 417.0-418.0) Monitoring Chromatograms

Parent G59 and Its Mutant BD-1-6 Samples

ESIMS Spectra in the Range of 51.999-53.003 min Retention Times
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LC-ESIMS Data for Detecting 2 ([M+Na]" ion) in Parent G59 and Its Mutant BD-1-6 Samples

Positive Selective lon (m/z 383.0-384.0) Monitoring Chromatograms

ESIMS Spectra in the Range of 53.605-54.608 min Retention Times
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LC-ESIMS Data for Detecting 3 ([M+Na]" ion) in Parent G59 and Its Mutant BD-1-6 Samples

Positive Selective lon (m/z 383.0-384.0) Monitoring Chromatograms
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ESIMS Spectra in the Range of 54.708-55.511 min Retention Times

hdax. 1.0e6 cps. B 0154705 to 55511 min fram Sample 1 (G59-POS) of ... hdax. 1.6Geb cps.
56 .43 201.4
1,006 G59 53 43 1.9e6 G59
: : 1.0e6
= =
g 5.0085 43.09 5137 g
i) o ]
oog P92 2 2235.5 2036
000 57.2 175510814 2123 2454, 270000
. 5 10 15 20 25 20 a5 40 45 a0 a5 [=]u} 160 4180 200 220 240 260 280 300 3200 340 3600 380 400
Time, min miz, amu
B of +024: 383.0 to 324.0 amu from Sample 4 (BD-1-6-F... hax. 2.1ef cps. B 0154708 to 55511 min fram Sample 4 (BD-1-6-Fos) of... hax. 1.8ed cps.
5553 359.5
20es{ BD-1-6 185, BD-1-6
1.5e6
: 5217 :
= =
i ™ 1.0e6
£ 106 =
£ Z
i= £ 5.0e5 3495
43 .54 2225
0 \ . o N d 1626 2054 g 2dG 6 z?g.af'ﬁ"‘j Y
' 5 10 15 20 25 =0 35 40 45 a0 a5 [=]u} 160 180 200 220 240 260 280 300 320 340 360 320 400
Time, min miz, amu
B Coof +24: 3530 to 2240 amu from Sample 8 (21 of 120... hax, 5.7 eS cps. B 0454702 to 55511 min from Sample 8 (20 of 120442.... hax, 2.2ef cps.
3 [M+H]*
5511 2549.5
57eh
Crude 3 S
P 40es : ]
:éH 4'_:;..\_ 1.5e6 .
b W [M+Na]
= = 1.0e5
£ 2051049 £ 43818
= =  £0e5 201,433 4f49'5“ TohEg3s
o.n e e T T e b 5?.'zfmﬁ.'2 ":IE‘:.EL3 '“2:13'4 .253'1. 2EH.'L" .'- bt .. s l s .“ ——y
5 10 15 20 25 20 25 160 180 200 220 240 260 280 3200 3200 340 360 380 400
Time, min mf=, amu

5/5




