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1. HPLC assessment of compound purity
Target compounds 8a—g and 9a—f with a purity of > 95% (HPLC analysis) were used for

subsequent experiments. We provided the spectra of HPLC assays as below.

Column: Inertex Cig (150mmx4.6mmx5um);
Mobile phase: methanol : H;O =90 : 10;
Wavelength: 254 nm;

Rate: 1 mL/min;

Temperature: 25 °C
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2. The spectral data of new compounds
8a

|z~m4 0122805 321 (5.978) AM (Cen,2, 80.00, Ar,5000.0.0.00,0.70); Sm (SG, 243.00); Cm (304:351) 1: TOF MS ES+
| 032 37063,
| 00, i

|

525.2

| | |
| o e - — - - - miz
| 360 380 400 420 440 460 480 500 520 540 SG60 580 60D 620 640 G6O 68O 700 720 740 760 780

IH-NMR CDCL3 303K AV-300

Elemental Composition Report

Single Mass Analysis
Tolerance =50 PPM  / DBE: min = -1.5, max = 20.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

1619 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each
mass)

Elements Used:

C:0-50 H:0-100 N:0-3 0:0-8 S:0-3 Na:01

TOF MSES+
291
100 525.0854
%
526.0889
|,527.D799
528.0836
0 e T i T =T miz
520.0 522.5 525.0 527.5 530.0 5325
Minimum: -1.5
Maximum: 5.0 5.0 20.0
Mass Calc. Mass  mDa PPM DBE i-FIT Formula
525.0854 525.0840 14 27 125 0.0 C25 H26 05 S3 Na

525.0864 -1.0 -19 16.5 0.1 C27 H25 05 S3

CDCL3 303K CI3-NMR AV300

T
|2YH-101230-02 67 (1.060) AM (Gen,2, B0.00, Ar,5000.0,0.00,0.70); Sm (SG, 2x3.00); Gm (65:68-4:38) 1: TOF MS
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Elemental Composition Report

ES+
594‘ Single Mass Analysis
Tolerance =5.0 PPM  / DBE: min = -1.5, max = 20.0
| Selected filters: None

Monoisotopic Mass, Even Electron lons

1667 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each
| mass)
| Elements Used:

C:0-50 H: 0-100 N: 0-3 0:0-8 Na: 0-1 S:0-3

| TOF MS ES+
| 242
100 539.1010
%
540.1058
7
541.1114
7
oL sppttr gt | (. ‘I‘ i \.I S miz
5325 535.0 537.5 5400 5425 545.0 5475 550.0
Minimum: -1.5
Maximum: 5.0 5.0 20.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
e 5391010 539.0997 13 24 125 46 C26 H28 O5 Na S3

539.1021 -1.1 -20 15.5 5.2 C28 H27 05 S3
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8c
o o | Elemental Composition Report
ZYH-101226-05 449 (8.362) AM (Cen,2, 80.00, Ar,5000.0,0.000.70); Sm (SG, 2%3.00); Cm (434:479-363:418) 1: TOF MS ES+
oo, 553.2 297e3 gingle Mass Analysis
| Tolerance =50 PPM  / DBE: min = -1.5, max = 20.0
J | Selected filters: None
| ss1.2 Monoisotopic Mass, Even Electron lons
1715 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each
mass)
Elements Used:
C:0-50 H: 0-100 N:0-3 0:0-8 Na: 0-1 $:0-3
TOF MS ES+
585
100 553.1167
=
5542 % 554.1248
56.5 4
52 | 5}55.1172
; 5612
I R PO TR X
5“?-“55&.2 0% L e e T Ty SRS s s m/z
| 547.5 550.0 552.5 555.0 557.5 560.0 562.5
|
I Minimum: -1.5
nil 1 Maximum: 5.0 5.0 200
| [ i H Mass Calc. Mass mDa PPM DBE i-FIT Formula
Oy fre it ey el i ihethrvent g "I.'H".l ) y s miz | 553.1167 553.1177 -1.0 -18 15.5 05 C29 H29 05 S3
0 30_M00 40 44D 460 4R0. SO0 SA0 B4 S0 50 @ i ) 553.1153 14 25 126 05 C27 H30 O5 Na S3
IH-NMR CDCLY 303K AV-300 CDCL3 303K CI3-NMR AV300
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;,sz-muzs-o& 580 (10.802) AM (Cen,2, 80.00, Ar,5000, O‘Oglaqu.m); Sm ($G, 2x3.00); Cm (§54:592-485:536)
100
|

1: TOF MSES+ |
5.85e3|

. Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min = -1.5, max = 20.0
‘ Selected filters: None
|
| Monoisotopic Mass, Even Electron lons
| 1763 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each
| mass)
1 | Elements Used:
5“‘” | C:0-50 H: 0-100 N:0-3 Q:0-8 Na: 0-1 8:0-3
| |
| i | TOF MS ES+
| 1 448
| 1 | 100 567.1326
| |
#
| | % 568.1325
| |s882 4
%
163 | 569.1543
| (|
| | L L
] L e Ll i Uy bl g L s s b s s ST
| 3 | 520 530 540 550 560 570 580 580 600 610 620 630
| 5832
| sses } Minimum: -1.5
| | Maximum: 5.0 5.0 200
I Mass Calc. Mass mDa PPM DBE i-FIT Formula
P AT — TN b e ] .| 567.1326 567.1310 16 28 125 162  C28 H32 O5 Na S3
420 440 460 480 500 520 540 560 580 60O 620 640 660 680 700 720 740 760 780 567.1334 -0.8 -14 15.5 173 C30 H31 05 83
IH-NMR CDCL3 303K AV-300 CDCL3 303K CI3-NMR AV300

8e

ZYH-101228-05 580 (10.802) AM (Cen 2, 80.00, Ar,5000.00.00,0.70% Sm (SG, 2x3.00); Gm (554:592-485:536)
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 20.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
274 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-100 0©:0-10 S:0-3
e
ZYH-120419-03 78 (1.453) TOF MS ES+

5501649 4856
100

%
560.1707
| S1ABB o
, . “TUs111033 5774417
5250 5300 5450 5500 5550 5600 5650 5700 5750  580.0
Minimum: -1.5
Maximum: 5.0 5.0 20.0
Mass Calc. Mass mDa PRl DBE i-FIT Formula
559.1649  559.1647 0.2 0.4 12.5 1.0 c29 H35 05 S3
555.1638 1.1 2.0 13.5 0.1 C28 H31 010 §
559.1672 2.3 4.1 8.5 0.3 €25 H35 010 82
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IH-NMR CDCL3
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Tolerance =5.0PPM |/ DBE: min = -1.5, max = 20.0
Selected filters: None
TOF MS ES+ Moanoisotopic Mass, Even Electron lons
2060 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each
100- 665.2 327 mass)
Elements Used:
C:0-50  H:0-100  N:0-3  0:0-8  Na:0-1 S:03
TOF MS ES+
327
100 665.2418
666.2 666.2322
# % ¢
667.2361
of
668.2270
6672 {
: o T T T T T miz
6200 640.0 660.0 6800 7000
668.2 Minimum: -1.5
Maximum: 5.0 5.0 200
Mass Calc.Mass mDa  PPM  DBE iFIT Formula
X : . i . . . . . i ; “u . . . i i —miz 665.2418 6852429 41 A7 155 01 C37 H45 05 S3
665.2405 13 20 125 04 €35 H46 05 Na S3
615 620 625 630 635 640 645 650 655 G6D 665 670 675 680 685 69D 635 700 705 eeoas 28 Lo on S keSS
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9b

‘zm.ﬂonw| 66 (1.226) AM (Cen,2, 80.00, A1,5000.0,0.00,0.70); Sm (SG, 2¢10.00); Cm (56:66-1:44)

o0 ez
|
‘ ‘
|
‘
|
o
.
-
A

520 540 560 580 600 620

530 650 680

700

IH-NMR CDCL3 303K AV-300

720

740

|

760

780 800 820
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|
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Lm.w 1071801 311 (5.766) AM (Cen,2, 50.00, A7,5000.0,0.00,0.70), Sm (SG, 2¢10.00); Om (306:311-221:294)
6302

g

—_—

|
1: TOF MS ES*
4.0863

miz

Elemental Composition Report Page 1
Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max=15.0

Selected filters: None

Monoisotopic Mass, Even Electron lons

1729 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-100 N:0-5 0:0-10 S:0-3

ZYH-120521-04 77 (1.436) TOF MS ES+
962

. 616.2230
% 617.2267
618.2244
619.2260
o - - iz
605.0 610.0 615.0 6200 625.0 630.0 635.0
Minimum: -1.5
Maximum: 5.0 5.0 15.0
Mass Calc. Mass mDa oMt pEE i-FIT Formula
616.2230  616.2225 0.5 0.8 12.5 1.2 €32 Hi2 N 05 S3
616.2216 1.4 2.3 13.5 9.6 C31 H38 N Ol0 S
6162250 -2.0 32 8.5 204 C28 Hi2 N 010 S2
CDCL3 303K CI3NMR AV300
B R

<007

623

53.692

W

I

218

/

P2 - Bequtaitiar
Bara. it
5.2

I '

230 220 210 200 190 130 170 160 150 150 130 120 110 100 90 80 70 60 S0 40 30 20

190 ppm

Elemental Composition Report Page 1
| Tolerance = 5.0 PPM / DBE: min =-1.5, max = 15.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
1770 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-100 N:0-5 0:0-10 S:0-3
9c
2ZYH-120521-06 78 (1.451) TOF MS ES+
100 630.2387 2.39%3
%
631.2433
6322422 §33.4034
S miz
6200 6220 6240 6260 62860  630.0 6320 6340 6360 6380 6400 6420
Minimum: -1.5
Maximum: 5.0 5.0 15.0
Mass Calc. Mass mba poM bR i-FIT Formula
630.2387  630.2382 0.5 0.8 12.5 8.0 €33 H44 N 05 S3
630.2373 1.4 2.2 13.5 23.7 c32 H40 N 010 §
630.2407 -2.0 -3.2 .5 3.3 €29 H44 N Ol0 S2
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IH-NMR CDCL3 303K AV-300

CDCL3 303K CI3-NMR AV300
'cp@s;ﬁ;“

5
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230 220 210 200 190 180 170 160 150 140 130 120 110 100 S0 £0 70 60 50 40 30 20 10 ppm

9d

Elemental Composition Report Page 1
ZYH-110714-01 60 (1.116) AM (Cen,2, 80.00, Ar,5000.0,0.00,0.70); Sm (SG, 2x3.00); Crm (53:60-15:40) 1: TOF MS ES+
) 6292 5.09e4 . .
| Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =
Selected filters: None

1.5, max = 15.0

| Monoisotopic Mass, Even Electron lons

1789 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-100 N:0-5 0:0-10 $:0-3

Sd
| Z¥H-120521.03 60 (1.287) TOF MS ES+
| 100 620.2183 187
&
|
% 630.2172
62
6312112
| : _ ol "
!ﬁm 550 560 570 580 590 600 610 620 630 640 650 650 G670 680 690 700 710 720
Minimum: -1.5
| Maximums 5.0 5.0 15.0
ez mass calc. Mass mDa PEM DEE i-FIT Formula
| 629.2183  §29.2178 0.5 0.8 13.5 0.0 €32 H4l N2 05 §3
o 1 miz 629.2169 1.4 2.2 14.5 3.1 C31 H37 N2 010 S
150 200 250 300 350 400 450 500 550 600 650 700 750 800 880 ©00 950 1000 629.2203 -2.0 3.2 5.5 1.3 C28 H4l N2 010 S2
IHNMR CDCL3 303K AV-300
R
#5100 ises
1000 £
300088058 e
38550000 e
i
754671450 ns
5
208 m
s
@
PR
s T
240 220 200 180 160 140 120 100 80 &0 40 0 ppm
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9¢

lzm-w 10716-01 205 (3.625) A (Cen.Z. E0.00, A 0): Sm (SG. : r1ormses. Elemental Composition Report Page 1
8.20e3
|

100 3
| | | Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 15.0

| ~ Selected filters: None

Manoisotopic Mass, Even Electron lons

1826 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
| Elements Used:

C:0-50 H:0-100 N:0-5 0:0-10 S:0-3

| ZYH-120521-05 B0 (1.487) TOF MS ES+
| 100 6432339 512
®
o442
Ey 644.2361
6452352
646.2415
. P miz
648.2 570 580 580 600 610 620 630 640 650 660 670 68O B0 700 710
Minimum: -1.5
Maximum: 5.0 5.0 .0
se62 Mass cale. Mass mDa PEM DBE i-FIT Formula
643.2339  643.2334 0.5 0.8 13.5 3.8 C33 H43 N2 05 S3
o - P N 643.2325 1.4 2.2 14.5 2.2 C32 H3% N2 010 S
520 540 560 580 600 620 640 660 680 70O 720 740 750 780 8O0 820 840 8GO 880 900 920 940 643.2359 -2.0 -3.1 9.5 0.4 C29 H43 N2 0Ql1¢ 82

IH-NMR CDCI3 303K AV-300
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of

_— — Elemental Composition Report Page 1
ZVH-110721-01 (Cen,2, 80.00, 0); Sm SG, ) Cm (184:221-112:175) 1: TOF MS ES+ |
2742 20008 . .
100 Single Mass Analysis
| Tolerance = 5.0 PPM / DBE: min = -1.5, max = 15.0
. Selected filters: None
| 6570 Monoisotopic Mass, Even Electron lons
| 1858 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:
| | C:0-50 H:0-100 N:0-5 0:0-10 S:0-3
|
| | Z¥H-120521.09 89 (1.649) TOF MS ES+
| | 100 657.2407 241
® I
*1 668.2520
| 658.2516
6580 1
I
0 miz
lesos 862.0 654.0 656.0 658.0 860.0 6620 664.0 666.0 668.0
| ropa2an Minimum: -1.5
3 Maximum: 5.0 5.0 15.0
| 4 e 725.1 Mass Calc. Mass mDa PPM DBE i-FIT Formula _
| | | 657.2497  657.2491 0.6 0.9 13.5 0.9 C34 HiS N2z 05 §3
L 1, 1 b iz 657.2482 1.5 2.3 14.5 7.7 €33 H4l N2 010 §
150 200 250 300 350 400 450 500 S50 600 | 650 700 750 800 650 657.2516 1.9 -2.9 5.5 44 C30 H4S N2 Ol0 S2

S11



HANMR CDCI3 303K AV-300 ’ CDCI3 303K CI3-NMR AV300 = ﬁ )
B R

basainl CuEcant Dats Fazamstezs

2 :
ot

s

P i

B o

i e

S £

e B

£ 1
M wnain

B

2

L

- 5 F2 - Processing pacametes
Z G

& =

= :

H

90 8BS 50 45 40 35 30 25 20 15 10 o
H H & kHH =!r~H ﬁ 210 200 190 180 170 160 150 140 130 120 110 100 B0 8 70 60 50 40 I 20 10 ppm

S12



