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Qualitative Analysis Report

Data Filename ndbj-53.d Sample Name ndbj-53
Sample Type Sample Position P1-F2
Instrument Name Instrument 1 User Name
Acq Method s.m Acquired Time 10/28/2020 2:27:28 PM
IRM Calibration Status _ DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frag tor Vol Collision Energy Ionization Mode
80
x10 4 |+ESI Scan (0.10-0.12 min, 2 Scans) Frag=80.0V ndbj-53.d Subtract
22 877.4344
2 (IC47 HE6 O141+Na)+
1.8
18
12 878.4384
12 (ICA7 HB8 O14]+Na)+
1
0.8
:': 879.4415
. {[C47 HE6 O14]+Na)+
02 TS 877. r:ws e
0 L I‘ L . . . . . . . . . .
8755 876 8765 877 8775 878 8785 879 8795 880 8805 881
Counts vs_ Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
551.301 1 ]1890.17
673.2979 1 [2904.21
872.4793 1 |3755.74
877.4344 1 |19341.66 C47 Hé66 014 (M+Na)+
878.4384 1 ]10693.28 C47 H66 014 (M+Na)+
879.4415 1 |2738.25 C47 H66 014 (M+Na)+
893.4087 1 |14138.9
§94.4116 1 |6676
8954125 1 |3179.64
1019.5192 1 |3404.45
Formula Calculator Element Limits
Element Min Max
C 3| 120
H 0] 240
0 0 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz [Diff. (mDa) [Diff. (ppm) [DBE ]
[c47 Hes 014 [ 854.4453] 877.4345]  877.4344] 0.10] 0.11] 15.0000]
--- End Of Report ---
Agilent Technologies Page 10of 1 Printed at: 2:29 PM on: 10/28/2020

Figure S1 HRESIMS spectrum of compound 1
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Figure S2 'H-NMR (500 MHz, CDCl3) spectrum of compound 1
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Qualitative Analysis Report

Data Filename ndbj-55.d Sample Name ndbj-55
Sample Type Sample Position P1-F3
Instrument Name Instrument 1 User Name
Acq Method s.m Acquired Time 10/28/2020 2:28:39 PM
IRM Calibration Status _ DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frag tor Vol Collision Energy Ionization Mode
80 0
x10 & [+ESI Scan (0.29 min) Frag=8C.0V ndbj-56.d Subtract (2)
899.4190
1 (IC48 HE4 O14]+Na)+
08
0.8
07
06 8004217
- ([C49 H64 O14]+Na)+
05
04
03 501.4257
02 (IG49 HE4 O14]+Na)+
899.9201
u.; 897.?461 | ssBadn | 9009219 .
' 8g7.5 888 8385 899 8995 900 9005 £01 8015 962 9025 903
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
377.2662 1 |27443.59
409.2559 1 |15374.56
673.298 1 ]10130.33
§65.4335 1 |18937.1
894.4545 1 ]|11253.08
899.419 1 ]93438.41 C49 Hé64 014 (M+Na)+
900.4217 1 |51815.04 C49 Hé4 014 (M+Na)+
901.4257 1 |15371.9 C49 Hé4 014 (M+Na)+
915.3934 1 |14416.72
916.3973 1 [9985.13
Formula Calculator Element Limits
Element Min Max
C 3| 120
H 0] 240
0 0 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz [Diff. (mDa) [Diff. (ppm) [DBE ]
[c40 He4 014 [ 876.4296] g99.4188]  899.4190] -0.20] -0.22] 18.0000]
--- End Of Report ---
Agilent Technologies Page 1 of 1 Printed at: 2:30 PM on: 10/28/2020

Figure S8 HRESIMS spectrum of compound 2
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Figure S9 'H-NMR (500 MHz, CDCl3) spectrum of compound 2
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Qualitative Analysis Report

Data Filename

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Sample Group
Acquisition SW

ndbj-18.d Sample Name ndbj-18

Sample Position P1-B1

Instrument 1 User Name

s.m Acquired Time 12/25/2020 3:23:45 PM

Default.m

Info.

6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frag tor Vol Collision Energy Ionization Mode
135
x10 4 | +ESI Scan (0.12-0.13 min, 2 Scans) Frag=135.0V ndbj-18.d Subtract
a5 825.4040
(IC43 HE2 O14]+Ne)+
3
25
2
826.4070
15 (IC43 HE2 O14]+Na)+
1
827.4088
05 (IC43 HE2 O14]+Na)+
o 8238281 825.8060 .
8235 8% 8245 825 8255 826 8285 827 8275 828 8285 829
Counts vs_ Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
347.2216 1 |6409.36
365.2326 1 |7015
499.2692 1 |48087.03
500.2729 1 |15768.36
691.3668 1 ]|15865.02
692.3689 1 |6742.21
820.4472 1 |8841.49
§25.404 1 |32109.97 C43 H62 014 (M+Na)+
826.407 1 |14198.66 C43 H62 014 (M+Na)+
1359.7437 1 |5780.44
Formula Calculator Element Limits
Element Min Max
C 3| 120
H 0 240
0 0 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz [Diff. (mDa) [Diff. (ppm) [DBE ]
[c43 He2 014 [ 802.4140] 825.4032]  s25.4040] -0.80] -0.97] 13.0000]
--- End Of Report ---
Agilent Technologies Page 1 of 1 Printed at: 3:26 PM on: 12/25/2020

Figure S15 HRESIMS spectrum of compound 3
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Qualitative Analysis Report

Data Filename ndbj-24.d Sample Name ndbj-24
Sample Type Sample Position P1-A2
Instrument Name Instrument 1 User Name
Acq Method s.m Acquired Time 11/26/2020 3:37:32 PM
IRM Calibration Status _ DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frag tor Vol Collision Energy Ionization Mode
175
x10 B |+ESI Scan (0.11 min) Frag=175.0V ndbj-24.d Subtract
1.1 835.3714
1 (IC40 HE0 O171+Na)+
09
0.8
0.7
06
05 836.3744
6% ([C40 HG0 O17}+Na)+
0.3
02 837.3767
. (ICA40 H60 O17]+Na)+
011 g33zamse 835.8728
ol : : ; . > 1 . - : . ; T
8335 834 8345 835 8355 836 836.5 837 837.5 838 8385
Counts vs_ Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
8304153 1 |48589.8
831.4181 1 121074.41
835.3714 1 196274.69 C40 H60 017 (M+Na)+
836.3744 1 140454.15 C40 H60 017 (M+Na)+
953.4694 1 |16813.27
955.4812 1 111500.18
995.4805 1 133026.6
996.4838 1 116801.98
1647.7493 1 ]|24481.94
1648.7539 1 ]121411.65
Formula Calculator Element Limits
Element Min Max
C 3 60
H 0 120
O 0| 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz [Diff. (mDa) [Diff. (ppm) [DBE ]
[c40 He0 017 [ 812.3831] g35.3723]  835.3714] 0.90] 1.08] 11.0000]
--- End Of Report ---
Agilent Technologies Page 1 of 1 Printed at: 3:41 PM on: 11/26/2020

Figure S22 HRESIMS spectrum of compound 4
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Qualitative Analysis Report

Data Filename ndbj-25.d Sample Name ndbj-25
Sample Type Sample Position P1-C1
Instrument Name Instrument 1 User Name
Acq Method s.m Acquired Time 11/27/2020 3:26:00 PM
IRM Calibration Status _ DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frag tor Voltag Collision Energy Ionization Mode
135
x10 4 |+ESI Scan (0.22-0.29 min, § Scans) Frag=135.0V ndbj-26.d Subtract (2)
837.3883

8 ([C40 H62 O17]+Na)+

7

6

5

4 838.2915

{IC40 HE2 O17]+Na)+

3

2 839.3952

4 475806 (IC40 H62 O17]+Na)+

R 838.5 837 8375 : 838 8385 839 839.5 840 '

Counts va. Mass-to-Charge (m/z)

Peak List
m/z z [Abund Formula Ton
112.1875 30322.51
8324326 1 |52515.62
837.3883 1 |77573.45 C40 H62 017 (M+Na)+
838.3915 1 |33777 C40 H62 017 (M+Na)+
§53.4192 1 |148654.5
8544221 1 |65545.1
955.4875 1 |100281.19
956.4909 1 |50290.4
1651.7858 1 |27988.96
1652.7894 1 |24435.12
Formula Calculator Element Limits
Element Min Max
C 3 60
H of 120
(0] 0 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz [Mz [Diff. (mDa) ____|Diff. (ppm) [DBE ]
[c40 He2 017 | 814.3987] 837.3879]  837.3883] -0.40] -0.48] 10.0000]
--- End Of Report ---

Agilent Technologies Page 10of 1 Printed at: 3:29 PM on: 11/27/2020

Figure S29 HRESIMS spectrum of compound §
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Figure S30 The 'H-NMR (500 MHz, pyridine-ds) spectrum of compound 5
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Qualitative Analysis Report

Data Filename ndbj-21.d Sample Name ndbj-21
Sample Type Sample Position P1-Al
Instrument Name Instrument 1 User Name
Acq Method s.m Acquired Time 11/26/2020 3:36:21 PM
IRM Calibration Status _ DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frag tor Voltag Collision Energy Ionization Mode
175
x10 % | +ES! Scan (0-16 min) Frag=175.0V ndbj-21.d Subtract (2)
22 1029.4659
2 (IS51 H74 O201+Na)+
18
18
14 1030.4687
12 (IC51 H74 020+Na)+
1
0.8
08 1031.4711
:_: 1029:8677 (IC51 H74 O20H+Na)+
o 10284045 ‘ ‘ ‘ ‘ 10301?595 ‘ ‘
1028.5 1028 1029.5 1030 1030.5 1031 1031.5 1032
Counts va. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
541.2782 1 |12301.04
9374756 1 |40547.91
938.4793 1 |18861.75
1024.5098 1 |42988.28
1025.5133 1 |23825.68
1029.4659 1 ]196133.84 C51 H74 020 (M+Na)+
1029.9677 1 |24163.45
1030.4687 1 |109558.27 C51 H74 020 (M+Na)+
1031.4711 1 |33537.78 C51 H74 020 (M+Na)+
1045.4396 1 |14389.06
Formula Calculator Element Limits
Element Min Max
C 3 60
H of 120
(0] 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz [Mz [Diff. (mDa) ____|Diff. (ppm) [DBE ]
[c51 H74 020 | 1006.4773] 1029.4666]  1029.4659] 0.70] 0.68] 15.0000]
--- End Of Report ---
Agilent Technologies Page 10of 1 Printed at: 3:40 PM on: 11/26/2020

Figure S36 HRESIMS spectrum of compound 6
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Qualitative Analysis Report

Data Filename

20221124ESIA7.d

Sample Type Sample

Instrument Name

Agilent G6230 TOF MS

Sample Name

Position

User Name

ndbj-43

KIB

Acq Method ESI.m Acquired Time  11/24/2022 4:10:23 PM
IRM Calibration Status EE=== o4 Method ESLm
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 {B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
400 0 ESI
%10 5 |+ Scan (1.810 min) 20221124ESIA7.d
1.44 1061,4718
1.24
14
0.8
0.6
0.4
0.2
0 . . ; ‘
1061.47175 1061.4718 1061.47185 1061.4719
Counts vs. Mass-to-Charge (m/z}
Peak List
m/z z [Abund Formula Ton
857.4657 1 |33723.2
922.0098 1 |48368.4
1019.5185 1 |54652.85
1020.5211 1 |28420.66
1027.4868 1 |36759.5
1028.4885 1 |20096.37
1061.4718 1 |137733.5 C55 H74 Na 019 M+
1062.4747 1 |78992.97 C55 H74 Na 019 M+
1063.477 1 |23792.72 C55 H74 Na 019 M+
1181.5688 1 20248
Formula Calculator Element Limits
[Eflement Tin Max
C 0] 200
H 0] 400
) 15 23
Na il 1
Formula Calculator Results
Formula CalculatedMass Mz Diff.{(mDa) Diff. {(ppm) DBE
C55 H74 Na 019 1061.4722 1061.4718 0.4 0.4 18.5

--- End Of Report ---

Figure S43 HRESIMS spectrum of compound 7
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Figure S50 Effects of compounds 1-7 on cell viability.
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