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1. The 'H and 3C spectra of the compounds (A1 - A10, B1 - BS8)

Figure S1. 'TH NMR , ¥C NMR, FT-MS, HPLC of A1
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Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  5/11/2023 2:22:56 PM
Analysis Name  D:\data\Sample Detection\20230511\A1 pos_000001.d
Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SI) 2097152
Broadband High Mass 2000.0 m/z Laser Power 20.01p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. ] +MS
x109
1+
3] 474.21283
2.
1+
1] 496.19510
d L | 512.16914
440 45 460 : 490 500 510 520 miz
Meas.m/z # ?on Formula

474212826 1
496.195098 1

480
Score m/z err [ppm]
100.00 474.212243
100.00 496.194188

C25H32NO8
C25H31NNaO8

-1.2
-1.8



DADIA, Sig=210.0,4.0 Ref=of
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7.512 MM m 0.06 5 35 2.87 0.12
7.575 MM m 0.07 15. 85 7.18 0. 37
Figure S2. 'H NMR , 3C NMR, FT-MS, HPLC of A2
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method

Sample Name
Comment

D:\data\Sample Detection\20230524\A2 pos_000001.d
20230410 pos 100-2000

Acquisition Date 5/24/2023 12:07:44 PM

Operator

Instrument solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SI) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 20.0 Ip Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. ] +MS
x108
25 L5
510.20956
2.0
1+
15 488.22771
\
1.0
° 505 25433 Lis
- |, 3 I 526.1835 54223584
‘450’ T U460 _ 470 L " 50 " 510 50 530 s40” T miz
Meas. m/z #80 lon Formula Score mgg. err [ppm
488.227712 1 C26H34NO8 100.00 488.227893 0.4
510.209564 1 C26H33NNaO8 100.00 510.209838 0.5



DADI1A, Sig=210.0,4.0 Ref=ofT
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|min] |min] (%)
5.673 MM m 0. 06 3.70 1. 49 0.12
5.814 MM m 0.27 3110. 79 985. 38 99. 27
6. 905 MM m 0. 10 19. 08 6. 76 0.61

Figure S3. 'TH NMR , 3C NMR, FT-MS, HPLC of A3
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\data\Sample Detection\20230524\A3 pos_000001.d
20230410 pos 100-2000

Acquisition Date 5/24/2023 12:13:42 PM

Operator

Instrument solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 20.01p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. ] +MS|
x109]
1+
2.0 502.24334 &
524.22523
1.5
1.0
057
1+
- 488.22779 510.20066  519.26991 ) 540.19927
) 480 49 500 510 520 530 540 miz
Meas. m/z  # lon Fo:ml% Score miz en‘[ppm]
502243340 1 C27H36NO8 100.00 502.243544 0.4
524225229 1 C27H35NNaO8 100.00 524.225488 0.5
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A, 5ig=210.0,4.0 Rel=offl
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Retention Time  Type Peak Width Peak Area Peak Height Peak Area
[min] min] (%)
2. 751 MM m 0.29 3164. 83 760. 99 99.87
6.303 MM m 0.13 1.19 0.98 0.13

Figure S4. '"H NMR , 3C NMR, FT-MS, HPLC of A4
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Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  5/24/2023 12:21:18 PM

Analysis Name  D:)\data\Sample Detection\20230524\A4 pos_000001.d

Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acqguisition Size 1048576
Broadband Low Mass 100.3 miz No. of Laser Shots 500 Data Processing Size (SI) 2097152
Broadband High Mass  2000.0 miz Laser Power 2001p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens, +MS|
x109
1+
25 516.25049 530.;147
20
1.5
1.0
05 1+ 1+ 1+ 1+
0.0 50224426 512 50444 52422600 s46.40063 55421572
o e — lp T P e e e T )
Meas. miz # Ioﬁormula Score miz  err [ppm]
516.259487 1 (C28H3BNOS8 100.00 516.259194 06
538.241465 1 C28H3TNN208 100,00 538241138 06
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A, S5ig=210.0,4.0 Ref=off
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Retention Time  Type Peak Width Peak Area Peak Height Peak Area
|min| [min] (%)
6.029 MM m 0.07 60. 83 25.44 1.99

6. 155 MM m 0.25 2993. 56 917. 62 98.01

Figure S5. 'TH NMR , 1¥C NMR, FT-MS, HPLC of A
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date 5/24/2023 12:34:23 PM

D:\data\Sample Detection\20230524\A5 pos_000003.d

Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 20.0 Ip Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens.] +MS
x109
4 1+
125 552.25729
1.00
0.754
0.50+ 1+
530.27542 1+
0.254 1+ i 538.24161 1+ 1%
516.25975 525.37670 [ 543.38731 564.44753 I
0.00 L = i ] | | A | : i - A
10 20 530 54 550 560 miz
Nfeas. m/z # lon I?ormula Score m/z err [ppm‘i

530.275420 1
552.257289 1

C29H40NO8
C29H39NNaO8

100.00 530.274844
100.00 552.256788

-1.1
-0.9



DADIA, 5ig=210.0,4.0

Rel=oll
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2 a 4 & T B 9 10 11 12 13 14 15
Time(min)
Retention Time Type Peak Width Peak Area Peak Height Peak Area
[min] [min] (%)
5.930 MM m 0.08 87. 32 33.39 1. 86
6. 829 MM m 0. 26 4608. 87 1278. 94 98. 04
7.210 MM m 0. 05 1. 67 2.70 0. 10
Figure S6. 'H NMR , 3C NMR, FT-MS, HPLC of A6
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\data\Sample Detection\20230524\A6 pos_000002.d

Acquisition Date  5/24/2023 12:51:47 PM

Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SI) 2097152
Broadband High Mass 2000.0 m/z Laser Power 20.01p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. +MS|
x10°
1+
566.27300
3
1+
2 544.20111
" 1
1+ 1+ ¥ 1+
524 22625 53027562 53824218 il : 8224743
| N L L L
20 S5 540 550 560 570 580 m/z
N?e as.miz # Ionsﬁormula Score m/z  err [ppm]
544.291108 1 C30H42NO8 100.00 544.290494 -1.1
566.272999 1 C30H41NNaO8 100.00 566.272438 -1.0



DADIA, Sig=210.0,4.0 Refl=ofl
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Time(min)
Retention Time  Type Peak Width Peak Area Peak Height Peak Area
[min] [min] (%)
1.947 MM m 0.34 7795. 63 1523. 80 99. 45
2. 661 MM m 0.11 13.48 12. 86 0.55
Figure S7. 'H NMR , 3C NMR, FT-MS, HPLC of A7
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Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  5/24/2023 1:02:16 PM
Analysis Name D:\data\Sample Detection\20230524\A7 pos_000002.d
Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SI) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 2001p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. +MS|
x109]
] i
2.0 580.28816
1.5
1 1+
4 558.30622
1.04
0.57
1+ 1+ 1+ 1+ 1+
544.20074 566.27266 574.33754 596.26211 613.42864
0.0 =7t | - 2 AL N W B G
0 54 550 560 570 580 580 600 610 miz
I\ﬂr’eas. miz # ?cm Formula Score miz err [ppm]
558.306223 1 C31H44NO8 100.00 558.306144 -0.1

580.288157 1 C31H43NNaO8 100.00 580.288088 -0.1



DADIA, Sig=210.0,4.0 Ref=c
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Time(min)
Retention Time Type Peak Width Peak Area Peak Height Peak Area
[min] [min] (%)
3.441 MM m 0.49 8923. 24 1181. 04 98. 53
7.858 MM m 0.10 14. 02 4.89 0.15
8. 665 MM m 0.11 118.76 41. 80 1.31

Figure S8. 'H NMR , 3C NMR, FT-MS, HPLC of A8

Z =+ AN OO Wy — S OO NMN—AE-oN—O [2:
. b= =<l ol ool o e T RTa BT R o Y T Al ol Sl - - Sl ol ol ol e e e A
= o dddddddddded Fddoiodrdaioiciaiadaiadaiaadl S5 Ls
I e e = e SN .
&
CHy o} T
N’OH
H 7
N
ol |
o i
6
5
5
4
4
3
3
2
2
1
|

| 1
L 5
A — o
T = N B

= = oo

= om oo
- =] oi =

I )
2,00

—
=
(kR
—
[
[X]
pe.
2]

OE-08

BE-08

.OE+08

7.5E+08

7.0EH08

. BE-08

.DE+08

. BE-08

.QE-08

. BE-0B

.QE-08

. BE-0B

.OE-08

.BE+08

.QE-08

.BE+08

.QE-08

LOEAOT

LOE-D0

b. 0E+07

1 0E+08



w0 o o W0 S =W o Halla} Moo
] k- ™ O oo Wwu WD oul < - o0 - — = R=rl g = —— [Telle R e pl ol nolis ]
. . . R R P L ] [=r R+ o oaNoToho <
ey gl o W 90 00 WO Ul oo DO o — — . . il om T e ol e
= - - <0 = ™Mo T = === ) ] =t < = WO o7 — 00 o0 -
™ —_ —_— = —_———— —_— —_— o —— [aeie RTa} uwl w3 u SOOI NN™N
| LT Ly VRN N VRS RSP
Al l ‘
| Pt i | | | | N| [T
| Lo Li [ L) Ll
T T T T T T T T T T T T T T T T T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 110 100 90 &0 T0 60 a0 40 30 20 10 -10
£1 (o)

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name
Method
Sample Name
Comment

Acquisition Date  5/24/2023 11:57:59 AM

D:\data\Sample Detection\20230524\Pai-NHOH pos_000001.d
20230410 pos 100-2000

Operator
Instrument

solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 20.01p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency ~ 0.001 sec
lon Accumulation Time  0.100 sec
Intens.] +MS
x109
1+
4 579.23192
3
1+
2 557.25023
1
1+
| 591.21104
0 = - | = i | | A i i |
'\f 0 54'(!, é.‘)ﬂ 60 570 580 590 miz
eas.m/z # lon Formula core miz  err [ppm]
557.250228 1 C29H37N209 100.00 557.249357 -1.6
579.231925 1 C29H36N2NaO9 100.00 579.231301 -1.1
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1.
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BE-0E
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DAD1A, $ig=210.0,4.0 Ref=off
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_ 8001
E 600
400
2004
=200 1 ,\j\: : : : : t t : : ; g : - -
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15
Time(min)
Retention Time Type Peak Width Peak Area Peak Height Peak Area
[min] [min] (%)
6. 680 MM m 0.08 18. 46 7.08 0.33
6. 900 M m 0.28 5435. 31 1367. 21 98. 39
7.286 MM m 0.18 55.07 9.71 1. 00
7.452 MM m 0.09 5.90 1. 96 0.11
7.541 MM m 0. 06 9.31 3.95 0.17
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  5/24/2023 11:54:54 AM
Analysis Name  D:\data\Sample Detection\20230524\BEN-NHOH pos_000004.d

Method 20230410 pos 100-2000 Operator

Sample Name Instrument solariX

Comment

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576

Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152

Broadband High Mass ~ 2000.0 m/z Laser Power 2001p Apodization Full-Sine

Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec

lon Accumulation Time  0.100 sec

Intens. +MS

x109
1.25

1+
587.18901
1.00

0.75

0.50
14+
21714

0253 565.2

g 579.20198 | 603.17286

0.00 o T
590 600 610 miz

50 56 70 80
hieas. miz # IonSEonnula gcore m!sz err [ppm]
565.217145 1 C30H33N209 100.00 565.218057 16




DADIA, Sig=210.0,4.0 Rel=ofl

1400+
1200
10004
800
_;g: 6004
400
2001
" ’l}‘
_200- T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15
Time(min)
Retention Time  Type Peak Width Peak Arca Peak Height Peak Area
[min] [min] (%)
4.611 MM m 0. 49 17270. 62 1316. 90 99. 32
6. 207 MM m 0.12 24.90 8. 68 0.14
7.335 MM m 0.17 14. 00 4. 68 0. 08
8.033 MM m 0.20 79. 61 24. 50 0. 46
Figure S10. 'TH NMR , 3C NMR, FT-MS, HPLC of A10
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Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date  5/24/2023 11:42:45 AM

Analysis Name  D:\data\Sample Detection\20230524\TRI-NHOH pos_000004.d
Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 20.01p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. +MS|
x109
1+

15 549.19494

1.04

0.5 "

527.21306
0.0 T T s T ‘ -
0 520 530 540 550 /;
Mr)eas. m/z # lon Formula Score mi/z err [ppm] M
527213057 1 C26H31N408 100.00 527.213640 11

549.194935 1 (C26H30N4NaO8 100.00 549.195585
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DADIA, Sig=210.0,4.0 Refl=ofl

12004
10004
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= 600
E]
4001
2001
! L
!
=200
T T T T T T T T T
1 2 3 4 1 12 13 14 15
Time(min)
Retention Time  Type Peak Width Peak Area Peak Height Peak Area
[min] |min] (%)
7.108 MM m 0.12 52.88 11. 66 1.31
7.216 MM m 0.23 3968. 63 1215.97 98. 69
Figure S11. 'TH NMR , 3C NMR, FT-MS, HPLC of B1
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\data\Sample Detection\20230511\1C-Ben pos_000008.d
20230410 pos 100-2000

Acquisition Date 5/11/2023 2:18:42 PM

Operator

Instrument solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SI) 2097152
Broadband High Mass  2000.0 m/z Laser Power 20.01p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. +MS|
x109
1+
4 578.24952
3
2
1+
600.23152
1
0 . . - s .
20 0 560 580 600 620 miz
Iv?eas. miz # lon l-sgrmula Score m/z  err [ppm]
578.249517 1 C31H36N308 100.00 578.249692 03
600.231524 1 C31H35N3NaO8 100.00 600.231636 0.2
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DADIA, Sig=210.0, 4.0
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T oo
2001
0
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2 3 4 11 12 13 14 15
Time(min)
Retention Time Type Peak Width Peak Area Peak Height Peak Area
[min] |min] (%)
6. 113 W m 0.07 12,97 5.27 0.32
6. 647 W om 0.10 Ry 1.56 0.12
6.794 W om 0.11 8.75 2.86 0.22
7.072 W om 0.25 4035. 96 1184. 11 99, 22
7.615 W om 0.07 5.19 1.65 0.13
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method

Sample Name
Comment

Acquisition Date  5/24/2023 1:31:14 PM

D:\data\Sample Detection\20230524\2C-Ben pos_000002.d
20230410 pos 100-2000

Operator

Instrument solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152
Broadband High Mass ~ 2000.0 m/z Laser Power 2001p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec
lon Accumulation Time  0.100 sec
Intens. +MS
x10%]
1+
614.24804
e -
4 -
2
1+ 1+
592.26702
| 601.46700 | 630.22365
0 T L r T Ay s
?80 90 600 610 620 630 m/z
eas.m/z # lon Fsormula Score m/z  err [ppm]
592267021 1 C32H38N308 100.00 592.265342 -28
614.248045 1 (C32H37N3NaO8 100.00 614.247286 -1.2
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DADIA, Sig=210.

0,

1

Rel=off

Retention Time Type
[min]

6. 198 MM m

7.512 MM m

Time(min)

Peak Width Peak Area Peak Height Peak Area
[min] (%)
0. 39 5007. 68 951. 69 99. 89
0.08 5.53 2.17 0.11

Figure S13. '"H NMR , 3C NMR, FT-MS, HPLC of B3
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  5/24/2023 1:47:49 PM
Analysis Name  D:\data\Sample Detection\20230524\3C-Ben pos_000001.d

Method 20230410 pos 100-2000 Operator

Sample Name Instrument solariX

Comment

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 7 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576

Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SI) 2097152

Broadband High Mass ~ 2000.0 m/z Laser Power 20.01p Apodization Full-Sine

Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec

lon Accumulation Time  0.100 sec

Intens. +MS
x109]

1+ 1+
51 606.28192 628.26368

1+
588.27169

g | J I b s

T —r—r—r—r—r—r—r— T T —T T

N 890 600 610 520

eas.m/z # lon Formula Score miz err [ppm]
606.281920 1 (C33H40N308 100.00 606.280992 -1.5
628.263677 1 (C33H39N3NaO8 100.00 628.262936 1.2



JADIA, $ig=210.0,4.0 Rel=c

1200
1000
8004
% 600
4004
200
0
—200
11 12 13 14 15
Retention Time  Tyvpe Peak Width Peak Arca Peak Height Peak Area
|min] [min] (%)
6. 287 MM m 0.13 18. 44 5. 87 0.21
6. 896 MM m 0. 51 8680. 96 1193. 34 99. 42
7.470 WM m 0. 10 3.76 1.36 0.04
7.614 MM m 0.15 28.19 5. 00 0.33
Figure S14. "TH NMR , 3C NMR, FT-MS, HPLC of B4
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Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  5/24/2023 2:01:27 PM
Analysis Name  D:\data\Sample Detection\20230524\4C-Ben pos_000005.d
Method 20230410 pos 100-2000 Operator
Sample Name Instrument solariX
Comment
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576
Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (SlI) 2097152
Broadband High Mass 2000.0 m/z Laser Power 20010p Apodization Full-Sine
Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec

lon Accumulation Time  0.100 sec

Intens. +MS

1+
51 620.20699 1+
642.27876

0 - 1 : | . — 1.

610 620 630 640 650 m
Meas. m/z 1} lon Formula gocore miz err [ppm] ‘

620.206985 1 C34H42N308 100.00 620.296642 -0.6
642278765 1 C34H41N3NaO8 100.00 642.278586 0.3
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method

Sample Name
Comment

Acquisition Date 5/24/2023 2:24:08 PM
D:\data\Sample Detection\20230524\5C-Ben pos_000004.d
20230410 pos 100-2000 Operator

Instrument solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Mon Apr 10 10:10:45 2023
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 1048576

Broadband Low Mass 100.3 m/z No. of Laser Shots 500 Data Processing Size (Sl) 2097152

Broadband High Mass  2000.0 m/z Laser Power 20.01p Apodization Full-Sine

Source Accumulation 0.000 sec Laser Shot Frequency 0.001 sec

lon Accumulation Time  0.100 sec

Intens.

x1010
1.251

1.00
0.75-
0.50+

0.25

0.00 -

+MS

1+
656.20455

1+
634.31333
1+ 1+
| 542,%7971 | 672.27001

IV?ZD
eas. m/z
634.313328

656.294545

30 640 650
# lon Fsormula Score miz  err [ppm]
1 C35H44N308 100.00 634.312292 16
1 C35H43N3NaO8 100.00 656.204236 05

T T v T r - - T - v

660 670 miz



ADIA, Sig=210.0,4.0 Ref=off
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—
~200- ! ' 1 1 : ! 1 t t - : : : : :
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15
Time(min)
Retention Time  Type Peak Width Peak Area Peak Height Peak Area
[min] |min] (%)
6. 174 M m 0. 12 81.50 27.64 1.03
7.012 M m 0. 35 7837.34 1472. 45 98. 67
8.281 M m 0.11 24.43 7.69 0.31
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DADIA, Sig=210.0,4.0 Ref=o.
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Figure S17. 'TH NMR , 3C NMR, FT-MS, HPLC of B7
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DADIA, Sig=210.0,4.0 Ref=ofl
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Figure S18. 'TH NMR , 3C NMR, FT-MS, HPLC of B8
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2. IC; fitting curve of compound B7
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3. ICs fitting curve of HDAC isomer inhibitory activity of compound

B7
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4.1 western blot experiments

Repeat 1 Repeat 2 Repeat 3
' T e
sl T W - .
Actin ——— — v—

H3 AcH3 Actin

1. The Western blot membranes with markers in the previously provided

supplementary data:

H3(17 KD) Ac-H3(17 KD) Actin(42 KD)



2. The supplementary full membrane Western blot:

Due to the expression of H3 and Ac-H3 affecting the luminescence of Actin, the

membrane was trimmed during the Actin luminescence; however, it can be clearly

identified as a full membrane through the markers.

(1) Ac-H3 - repeat 1

B-actin 42 KD

Ac-H3 17 KD



(2) Ac-H3 - repeat 2

B-actin 42KD

Ac-H3 17 KD




(3)H3 - repeat 1

-actin 42 KD

317 KD




(4)H3 - repeat 2

| B-actin 42 KD

H3 17 KD




