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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
40 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
C:0-500 H:0-1000 O: 0-200
20190000-6 87 (0.718) 1: TOF MS ES+
6.14e+005
253
054
275
255 "1°281 591 ap7 333s) 357 353390 398406 5, 440

Minimum: -L.5
Maximum: 50 0.0 50.0

Mass Calc. Mass mDa ] DBE i—FIT  Norm Conf(%) Formula
253, 1808  253.1804 0.4 1.6 35 5304 nfa n/a C15 H25 03

Figure S1 HR-ESI-MS spectrum of compound 1
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Figure S2 UV spectrum of compound 1
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Figure S3 IR spectrum of compound 1
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Figure S4 *H-NMR spectrum of compound 1 (in CD;OD)
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Figure S5 *C-NMR spectrum of compound 1 (in CD3;0D)
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Figure S6 The DEPT135 spectrum of compound 1 (in CD30D)
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Figure S7 *H-'H COSY spectrum of compound 1 (in CDsOD)
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Figure S8 HSQC spectrum of compound 1 (in CDs0D)
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Figure S9 HMBC spectrum of compound 1 (in CDs0D)

0.0

r80

100

120

r140

r160

180

200

r220

1 (ppm)

1 (ppm)



TW58-16-10-3-2

BRI NN

HC201909218, xie jianbo
cly-noesy MeOD (D:\Data} gouxiaoshuang]

0 . 55
. o ! |
6.0
o°
16.5
¢
! k7.0
70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f2 (ppm)
Figure S10 The NOESY spectrum of compound 1 (in CD30D)
Single Mass Analysis
Tolerance =5.0mDa / DBE:min=-1.5 max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Manoisatopic Mass, Even Electron lons
47 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-500 H:0-1000 O: 0-200
20190808-7 110 (0.801) 1:TOF MS ES+
2.02e+005
100 249
&
%o 267
222 268

7181838005 109 121123 139 181473175177 20395 [ 559

280
251 | |..305 317 336346 361 380 392 406409

100 120
Minimum:
Maximum: 5.0 10.0
Mass Cale. Mass mba PPM

267. 1591  267. 1596 -0.5 -L9

-1.5
50.0

DBE
4.5

i—FIT  Norm  Conf (%)
236.0 nfa nfa

Formula
C15 H23 04

Figure S11 HR-ESI-MS spectrum of compound 2
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Figure S12 UV spectrum of compound 2
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Figure S13 IR spectrum of compound 2
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Figure S15 *C-NMR spectrum of compound 2 (in CDsOD)
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Figure S16 The DEPT135 spectrum of compound 2 (in CD30D)
: Loo
!
; 0.5
!
b L] F1.0
i 0 w0
! " @ . 1.5
.! I@ G
. i 0. ™M " 2.0
s 0 [) L
0 . ] : ] 25
: . 3.0 g
g ; L35 &
H ] [] =
! §s 4.0
h 15.0
) 5.5
0 ! 0 L6.0
)
‘ L6.5
i
. 7.0
70 65 60 55 50 45 40 35 30 25 20 15 10 05
f2 (ppm)

Figure S17 *H-'H COSY spectrum of compound 2 (in CDs;0D)
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Figure S18 HSQC spectrum of compound 2 (in CD30D)
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Figure S19 HMBC spectrum of compound 2 (in CD30D)
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Figure S20 The NOESY spectrum of compound 2 (in CD30D)

Single Mass Analysis

Tolerance = 5.0 mDa /[ DBE: min=-1.5 max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
287 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
C:0-500 H:0-1000 MN:0-200 O:0-200
201 90309-9 99 (0.808) 1: TOF MS ES+
2 90a+004
100 203.1073
T 147.0447 161.0600
%—
)l 175.0762 204.1100
T 123.0443
osos1agos0r1s | || ||188.0828 | 2211178 276.0423 3001509 342 197 S00-1985 3892010
e L s e e L L L L s S
Minimum: -1.5
Maximum: 5.0 10.0 50,0
Mass Calc, Mass mDa FEM DBE i-FIT  Norm  Conf(%) Formula
221. 1178 221.1178 0.0 0.0 5.5 78.2 0.345 70.81 C13 H17 03
221. 1151 2.7 122 6.5 79.6 1.784 16.79 €9 HI3 N6 O
221.1137 4,1 185 L5 80,2 2,329 9,74 C8 HIT N2 05
221.1223 -4.5 -20.4 2.5 815 3.627 2,66 C3 HI3 N10 02

Figure S21 HR-ESI-MS spectrum of compound 3
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Figure S22 UV spectrum of compound 3
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Figure S24 *H-NMR spectrum of compound 3 (in DMSO-ds)
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Figure S25 3C-NMR spectrum of compound 3 (in DMSO-de)
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Figure S26 *H-'H COSY spectrum of compound 3 (in DMSO-ds)
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Figure S27 HSQC spectrum of compound 3 (in DMSO-dg)
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Figure S28 HMBC spectrum of compound 3 (in DMSO-dg)
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
445 formula(e) evaluated with 7 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-500 H:0-1000 MN:0-200 ©O:0-200
20190923011 95 (0.778) 1: TOF MS ES#+
6.56e+004
100+ 220 0563
1 221.0808
%7 265.1075
] 1770817 247 0965 Lﬁ) -
i 175.0757. 1105 - 582.1178
o .||'n|_ g b \ 3170574320 1720 4052417 4394567 4931847 5111072 -
125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600
Minimum: 1.5
Maximum: 5.0 10,0 50,0
Mass Cale. Mass mDa PPM B i-FIT  Norm Conf(%) Formula

0.112 89,45 C14 H17 06
189.0  2.629 7.22 C10 H13 N6 03
3472 31 C15 H13 N4 O
6.064 0.23 CO HIT N2 07
198.5 12,118 0. 00 C4 HI3 N10 04

12,137 0. 00 C3 HI7 N6 08
16. 810 0. 00 HY N16 02

265. 1075 265, 1076 0.1 -0.4
265. 1049 2.6 9.8
265. 1089 -1.4 -5.3
265. 1036 3.9 14.7
265. 1121 -4.6 -17.4
265, 1108 -3.3 -12.4
265. 1094 -1.9 -2
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Figure S29 HR-ESI-MS spectrum of compound 4



208 i, TE3E57
0.6

N4
Ahs L

282 nm, 0,327

200 250 200 350 400
Wavelength [nm]

Figure S30 UV spectrum of compound 4
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Figure S31 IR spectrum of compound 4
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Figure S32 *H-NMR spectrum of compound 4 (in CD3;OD)
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Figure S33 3C-NMR spectrum of compound 4 (in CDs0OD)
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Figure S34 'H-'H COSY spectrum of compound 4 (in CD3;0D)
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Figure S36 HMBC spectrum of compound 4 (in CD30D)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM [/ DBE: min = 0.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
35 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-100 0:0-50
TW58-16-T8-8-1
20200803044 81 (0.662) 1: TOF MS ES-
1.06e+002
4 2490756
2481133
. 24B.1051
248.0789 250.0864
2400375 2500711 2801515
-\ mz
248.00 24B.25 248.50 24875 248.00 24925 24950 24875 250.00 250.25
Minimum: 0.0
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PEM DEE i—FIT  Norm Conf(%) Formula
249, 1133 2491127 0.6 2.4 6.5 7.1 nfa na Cl4 H17 04

Figure S37 HR-ESI-MS spectrum of compound 5
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Figure S41 3C-NMR spectrum of compound 5 (in CDs0D)
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Figure S44 HMBC spectrum of compound 5 (in CD30D)

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Maonoisotopic Mass, Even Electron lons
247 formulale) evaluated with 6 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
C:0-500 H:0-1000 N:0-200 O:0-200
20190923008 75 (0.617) 1: TOF MS ES+
1.81e+004
100— 207 0661
h 161.0605 1890556
o] 147 0449
T 413.1259
1 281.0511 300.0636
] 133.0859|  |162.0634 231.0201 414.1276
p . 310.0667
oroms 10090 | e e 377109 39ui7ag (a7 oTas
O—rpre e e T T i e TR e e e e e bt et prprer et peeer e et eefrpene miz
120 140
Minimum: -1.5
Max imum: 5.0 10,0 50.0
Mass Cale, Mass mDa PPM DEE i-FIT  Nerm Conf(%) Formula

E
6.5 156.6 1.833 15.99 CI1 H11 04
1 156.9 2.111 12,11 C12 H7 N4
207. 0689 -2.8 -13.5 - 167.2 12,369 0.00 H11 N6 OF
207. 0630 3.1 15.0 7.5 1656.2  0.356 70.04 C7 H7 N6 02
207.0703 -4.2  -20.3 3.5 164.5 9.685 0.01 C H7 N10 03
207.0617 4.4 2.2 2.5 158.8 3.987 1.86 C6 HI1 N2 06

207. 0661 207, 0657 0.4 L9
207. 0671 -1.0  -4.8

Figure S45 HR-ESI-MS spectrum of compound 6



%T

EE%%I m, 0.35935

0.3
207 nm, 020293
Abs 2]

01

0 I | 1 | I |

200 240 300

340 400
Wavelength [nm]

Figure S46 UV spectrum of compound 6

10
mF " -
P / N
B / \
p \ ﬂ
-
R' / | f ( 1 ( |
| / |
/ | |
\ /
|

0
4000

@
=
@

' 1
3000

™
/ \ |5 \
o ° [ |
1 = S & I \ s
\ 5 5 w 5
© f 5
\ ; | bV oals
B T :
4 - S
\ / “ \ Soor X503
\ / / kS o &
Voo / ; - B 2
N E /—i : s E 5
IR i s
\ £
\\ g ,/,»4 2 G
7 I
-

Wavenumber om-1]

Figure S47 IR spectrum of compound 6
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Figure S48 *H-NMR spectrum of compound 6 (in DMSO-ds)
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

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

C:0-500 H:0-1000 O:0-200 Na: (-1
20191014013 86 (0.700)

1: TOF MS ES+
2.396+004
00— 215.0348
| 251.0556
%] 189.0555
1 233.0455 146.0021
] 165.0186 0583 947 0056
ol 59608 1139628 1a7.0400] " 302.0116 3910030402 9560 4332579 5011035
et e - m

TrrPTprTYr T YT TITIY N L A L L ) U L e L L i L e e e e e
B0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Minimum: -1.5

Max imum: 5.0 1.0 50.0

Mass Cale, Mass mDa FRY DEE i-FIT  Norm Conf(%) Formula

251. 0556  251. 0556 0.0 0.0 7.5 121.2 0.023 97.74 C12 H11 06
251. 0532 2.4 9.6 4. B 124. 9 3.790 2. 26 C10 HIZ 06 Na

Figure S54 HR-ESI-MS spectrum of compound 7
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Figure S55 UV spectrum of compound 7
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Figure S59 The *H-'H COSY spectrum of compound 7 (in DMSO-ds)
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Monaisotopic Mass, Even Electron lons

I7 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-50 H:0-200 O:0-50

TW5B-16-10-2-4

20191104038 78 (0.640)

2350614

189.0560
253.0721

505.1350
358.0468 757.1888 g1 1075

D—
100 200 300 400 500 600 T00 BOO 200 1000 1100
Minimum: 0.0
Max imum: 5.0 5.0 50,0
Mass Calc. Mass mDa FPM DBE i—FIT  Norm Conf(%) Formula

253.0721  253.0712 0.9 16 6.5 258.7 nfa n/fa C12 H13 06

Figure S62 HR-ESI-MS spectrum of compound 8
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Figure S63 The UV spectrum of compound 8
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Figure S64 IR spectrum of compound 8
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Figure S67 The DEPT135 spectrum of compound 8 (in DMSO-ds)
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Figure S68 The *H-'H COSY spectrum of compound 8 (in DMSO-ds)
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Figure S69 The HSQC spectrum of compound 8 (in DMSO-ds)
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