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Qualitative Analysis Report

Data Filename 171110ESIA6.d Sample Name wtol-42d

Sample Type Sample Position

Instrument Name Agilent G6230 TOF MS User Name KIB

Acq Method ESL.m Acquired Time 11/10/2017 11:12:18 AM
IRM Calibration Status SiEEEsS oA 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
250 0 ESI
%10 4 |+ Scan (1.109 min) 171110ESIAG6.d
4 763.3701
35
3
25
2
1.5
1
0.5
]
763.37 763.37005 763.3701 763.37015
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
107.0608 1 |110799.56
108.0632 1 19722.35
121.0509 1 110230.32
122.5473 2486.47
123.0915 1 ]14242.21
763.3701 1 |36990.8 C44 H51 N4 08 M+
764.3721 1 115293.82 C44 H51 N4 08 M+
765.3748 1 |3049.42 C44 H51 N4 08 M+
922.0098 1 |44112.11
923.0113 1 16367.2
Formula Calculator Element Limits
Element Ain Max
C 0| 200
H 0 400
o] 4 10
N 4 4
Formula Calculator Results
[Formula [CalculatedMass [Mz [Diff.(mDa) [Diff. (ppm) [DBE |
|c44 H51 N4 08 [ 763.3707]  763.3701] 0.6| 08|  215|
--- End Of Report -

Figure S6. HRESIMS of compound 1
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Formula Predictor Report -

wtol13.lcd

Data File: EADATA\2017\0920\wtol13.lcd

Page 10of 1

Eimt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 100 N 3 0 50 Mg 2 0 0 Fe 2 0 0 H
2H 1 0 0 o 2 0 50 P 3 0 0 Br 1 0 0
B 3 0 [s} F 1 0 0 S 2 0 0 | 3 0 0
Cc 4 0 100 Na 1 0 0 Cl 1 0 0 Pt 2 0 0
Error Margin (ppm): 5 DBE Range: -2.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS(E+) Ret. Time : 0.370 -> 0.450 Scan# :75-> 91
779.3650
3.000e5- 801.3439
619.5280
2.500e5+ 437.1928
2.000e5 o8149% 780.3604
802.3520
1.500e5 647.5640
833.3307
1.000e5, 438.1933
777.3710
5.000e4 | 330.3345 35°-r224 592.4976 l
— T ‘qu‘ lml Jlumluul\ll |IWHI\IJ|J|ILI\ - l MI L , , — : . , .
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 779.3650 m/z
779.3650
100.0 m
i
(11
|
R
|
I
i
|
.
500 | 780.3604
| |
| |
| |
| |
| \ [ 1
Il | | \
| \ | \
/ \ [
T ".J I‘I‘ T ‘I“ \I T ‘ Ih“ T T : T
779.0 779.5 780.0 780.5 781.0 781.5 782.0 782.5
C44 H50 N4 09 [M+H]+ : Predicted region for 779.3651 m/z
779.3651
100.0 m
i
[
(b
i
It
i
[ 780.3683
50.0 1 | I
(111
T
[
| IR
I‘ | | I‘I
'
F 781.3712
T jl‘ : I‘I\ T T '} IL\'\ T . T
779.0 779.5 780.0 781.0 781.5 782.0 782.5
Formula (M) lon Meas.m/z  Pred.m/z Df.(mDa) Df.(ppm) DBE
C44 H50 N4 09 [M+H]+ 779.3650  779.3651 -0.1 -0.13 220

Figure S12 HRESIMS spectrum of acetone-ds
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Formula Predictor Report - wtol12.lcd

Data File: E\DATA\2017\0920\wtol12.lcd

Page 1 of 1

Elmt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 100 N 3 0 50 Mg 2 0 0 Fe 2 0 0 H
2H 1 0 0 o] 2 0 50 P 3 0 0 Br 1 0 0
B 3 0 0 F 1 0 0 S 2 0 0 | 3 0 0
C 4 0 100 Na 1 0 0 o] 1 0 0 Pt 2 0 0
Error Margin (ppm): 5 DBE Range: -2.0-100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS(E+) Ret. Time : 0.330 -> 0.380 Scan#:67 -> 77
779.3645
] 619.5289
2.500e5
2.000e5
] 591.4940 780.3694
1:500e53 801.3493
1 620.5323 '
1.000e5 | 360.3218 647.5564
] 437.1807 777.3350 802.3451
1 353.2760 :
5.000e4 437.2420 778.3504 817.3373
33U$51‘9 ‘ t { 592.5586 “ 833.2881
GV . . ITENATIEEE | ) SIS S T— \‘lliIII‘HIHI N B L Ll . . . .
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 779.3645 m/z
779.3645
100.0 7
i
I
M
|
[ ] 780.3694
50.0- [ 1 I
| " / \
[ 1Y
|
/ ‘ [
| | | |
L1 L L1 : :
779.0 779.5 780.0 780.5 781.0 781.5 782.0 782.5
C44 H50 N4 O9 [M+H]+ : Predicted region for 779.3651 m/z
779.3651
100.0 1
[ 780.3683
50.0 | M
| |
[
AR |
HL |
A T 7813712
779.0 7795 780.0 7805 781.0 7815 782.0 782.5
Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df.(ppm) DBE
C44 H50 N4 09 [M+H]+ 779.3645 779.3651 -0.6 -0.77 22.0

Figure S18 HRESIMS spectrum of compound 3
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Formula Predictor Report - wtol-87b.lcd Page 1 of 1

Data File: E:\DATA\2018\0104\wtol-87b.lcd

Elmt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 100 o 2 0 50 Cl 1 0 0 H
C 4 0 50 F 1 0 0 Br 1 0 0
N 3 0 10 S 2 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: -2.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10

Event#: 1 MS(E+) Ret. Time : 0.440 Scan# : 67

825.3809
60000.0-|

55000.0-
50000.0
45000.0
40000.0+
35000.0-
30000.0-
25000.04

20000.0

82533 82534 82535 82536 82537 82538 82530 82540 82541 82542
Measured region for 825.3809 m/z
825.3809

100.0

/|
=

50.04 I\ \

11
\ \‘ 1] ﬁ‘
\
8252786 | | | I
< \‘ [ 827;4044
N A , IL, , ,
825.0 8255 826.0 8265 827.0 827.5 828.0 8285

C44 H52 N6 010 [M+H]+ : Predicted region for 825.3818 m/z
825.3818

100.0- n
1l
||

50.0- (A

‘ il
[ | (1 | f‘
el 11 ‘ ‘ | |
i [ 827.3877
| ‘;\ I \
AR /ALY , I\ o
825.0 825.5 826.0 826.5 827.0 8275 828.0 828.5

Formula (M) lon Meas.m/z  Pred.m/z Df.(mDa) Df.(ppm) DBE
C44 H52 N6 O10 [M+H]+ 825.3809 825.3818 -0.9 -1.09 22.0

Figure S24 HRESIMS spectrum of compound 4
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Qualitative Analysis Report

Data Filename 171110ESIA7.d Sample Name wtol-42e
Sample Type Sample Position
Instrument Name Agilent G6230 TOF MS User Name KIB
Acq Method ESL.m Acquired Time  11/10/2017 11:13:56 AM
IRM Calibration Status SUEcESS DA 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
200 0 ESI
x10 4 [+ Scan (0.193 min) 171110ESIA7.d
] 763.3710
1.5
1.25
14
0.75
0.5
0.25
0 . T
763.37095 763.371 763.37105
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
107.0607 1 [82297.81
108.0668 1 [16606.79
121.0509 1 |48017.95
123.092 1 |310394.44
124.0945 1 |17780.07
333.0384 1 |6732.26
343.1513 1 |6297.69
368.4244 1 |7685.82
763.371 1 [15484.27 C44 H51 N4 08 M+
922.0098 1 |28324.18
“Formula Calculator Element Limits
[Element Min ax
C 0| 200
H 0| 400
0 4|l 10
N 4l 4
Formula Calculator Results
[Formula [CalculatedMass [Mz [Diff.(mDa) [Diff. (ppm) [DBE |
[c44 H51 N4 08 [ 763.3707]  763.3710) -0.3] 04]  215]

--- End Of Report ---

Figure S30 HRESIMS spectrum of compound 5
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Formula Predictor Report - wtol-83.lcd Page 1of 1

Data File: EADATA\2018\0103\wtol-83.led

Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 20 100 o 2 1 20 Si 4 0 0 Br 1 0 H
C 4 20 50 F 1 0 0 S 2 0 0 | 3 0 0
N 3 1 10 Na 1 0 0 Cl 1 0 0
Error Margin (ppm): 5 DBE Range: -2.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10

Event#: 1 MS(E+) Ret. Time:0.347 -> 0.440 Scan#: 53 -> 67

819.3960
3.000e4

2.500e4

2.000e4|

1.500e4

1.000e4-

5.000e3|

819.35  819.36 81937 81938 81939 81940 81941 81942 81943  819.44

Measured region for 819.3960 m/z

819.3960
100.0- n
I
1
[
[ 11
| |
\
|
|
l‘ \
[
50.0 | I‘
[ 8204186
I‘ | N
| |
“ | | “
1] 8203580 |
| |
| | | ‘
| I
0 - o e B
819.0 819.5 820.0 820.5 821.0 821.5 822.0 822.5

C47 H54 N4 Q9 [M+H]+ : Predicted region for 819.3964 m/z

819.3964
100.0+ [
820.3996
50.0-
i
i
‘I“ Il
I ‘I 821.4025
I N
I
T T l M {r T ' T T I T
819.0 820.0 820.5 821.0 821.5 822.0 822.5
Formula (M) lon Meas. m/z  Pred. m/z Df.(mDa) Df.(ppm) DBE
C47 H54 N4 09 [M+H]+ 819.3960 819.3964 -0.4 -0.49 23.0

Figure S36 HRESIMS spectrum of compound 6
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Formula Predictor Report - wtol-29b.lcd Page 10of 1

Data File: EADATA\2017\0927\wtol-29b.Icd

Eimt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 40 100 N 3 0 50 Mg 2 0 0 Fe 2 0 0 H
2H 1 0 0 o 2 0 50 P 3 0 0 Br 1 0 0
B 3 0 [s} F 1 0 0 S 2 0 0 | 3 0 0
Cc 4 40 100 Na 1 0 0 Cl 1 0 0 Pt 2 0 0
Error Margin (ppm): 5 DBE Range: -2.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS(E+) Ret. Time : 0.340 -> 0.380 Scan#:69->77
777.3499
1.300e6+
1.200e6+
1.100e6+
1.000e6
9.000e5 778.3469
8.000e5+
7.000e5+
6.000e5+
5.000e5
4.000e5+ 779.3479
3.000e5-
2.000e5- 799.3296
1.000e5- i800‘3333
0 T T bpg Lot ! bt T foters | T T T T T
100.0  200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 777.3499 m/z
777.3498
100.0
it}
I
M
1
111
I
|
i
|
] 778.3469
I N
n
| | [\
N I\
f \ AR 779.3479
’-‘ I"x‘ ‘\ .
777.0 7715 778.0 7785 779.0 7795 780.0 7805
C44 H48 N4 09 [M+H]+ : Predicted region for 777.3494 m/z
777.3494
100.0 \
I
\I\I‘I
Ii
(1
i
i
I
\‘I "
T
50.0- I 778,526
[
[l Il
| | |
[
I
/ 1
[
T . . Vl\ = —— T g . T ‘7-' T - T
777.0 777.5 778.0 779.0 779.5 780.0 780.5
Formula (M) lon Meas.m/z  Pred.m/z Df.(mDa) Df.(ppm) DBE
C44 H48 N4 09 [M+H]+ 777.3499 777.3494 0.5 0.64 23.0
Figure S42  HRESIMS spectrum of compound 7
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Formula Predictor Report - wtol-80b.lcd Page 10of 1
Data File: EA\DATA\2017\1225\wtol-80b.Icd
Eimt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 20 100 [e] 2 1 20 Si 4 0 0 Br 1 0 0 H
C 4 20 50 F 1 0 0 S 2 0 0 | 3 0 0
N 3 1 10 Na 1 0 0 Cl 1 0 0
Error Margin (ppm): 5 DBE Range: -2.0-100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS(E+) Ret. Time : 0.373 -> 0.387 Scan# : 57 -> 59
779.3650
2.400e5+
2.200e5
2.000e5+
1.800e5
1.600e5
1.400e5+
1.200e51
1.000e5
8.000e4+
6.000e4+
4.000e4-|
2.000e4+
77931 77932 77933 77934 77935 77936  779.37 77938 77939 77940 77941 77942
Measured region for 779.3650 m/z
779.3650
100.0 )
Ml
I
I
I
[
I
N
n
50.0 [
/ |
( |
| |
| | /
- f
| | /
| \ “-‘ 781;)3767
/ , /T
779.0 7795 780.0 780.5 7810 781.5 782.0 7825
C44 H50 N4 09 [M+H]+ : Predicted region for 779.3651 m/z
779.3651
100.0
i
i
ik
It \‘I
|
i “I
|
50.0+ (I
/ ‘ |
[
A
1
| [ 1
{1 [ \ 781.3712
‘/_‘J | | “".‘
T / : A T T .‘\ T Iy T
779.0 779.5 780.0 781.0 781.5 782.0 782.5
Formula (M) lon Meas.m/z  Pred. m/z Df.(mDa) Df. (ppm) DBE
C44 H50 N4 09 [M+H]+ 779.3650  779.3651 -0.13 220

Figure S48 HRESIMS spectrum of compound 8
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Qualitative Analysis Report

Data Filename 171114ESIA13.d Sample Name wtol-42c

Sample Type Sample Position

Instrument Name Agilent G6230 TOF MS User Name KIB

Acq Method ESL.m Acquired Time 11/14/2017 8:16:22 AM
IRM Calibration Status SiEEEsS oA 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
250 0 ESI
%10 3 |+ Scan (3.209 min) 171114ESIA13.d

8 779.3650

6

4

2

] r

779.3649 779.36495 779.365 779.36505
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z [Abund Formula Ion
107.0608 1 14712331
108.0626 1 |5383.18
121.0509 1 |12607.29
123.0914 1 ]13160.61
591.496 1 |5479.41
619.5269 1 |8855.18
779.365 1 17731.87 C44 H51 N4 09 M+
833.3344 1 |4690.06
922.0098 1 |49106.07
923.0131 1 16869.29
Formula Calculator Element Limits
Element Ain Max
C 0| 200
H 0 400
o] 5 12
N 4 4
Formula Calculator Results
[Formula [CalculatedMass [Mz [Diff.(mDa) [Diff. (ppm) [DBE |
|c44 H51 N4 09 [ 779.3656]  779.3650] 0.6| 08|  215|
--- End Of Report ---

Figure S54 HRESIMS spectrum of acetone-ds
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Figure S58 HMBC spectrum of compound 10 in acetone-ds
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Formula Predictor Report - wtol25.lcd Page 1 of 1
Data File: E:\DATA\2017\0920\wtol25.Icd
Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 20 100 (e} 2 1 20 Si 4 0 0 Br 1 0 0 H
(o] 4 20 50 F 1 0 0 S 2 0 0 | 3 0 0
N 3 1 10 Na 1 0 0 Cl 1 0 0
Error Margin (ppm): 5 DBE Range: -2.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS(E+) Ret. Time : 0.430 -> 0.490 Scan# : 87 -> 99
793.3445
40000.0
35000.0-
30000.0-
25000.0
20000.0
15000.0-
10000.0-
5000.0+
79330 79331 79332 79333 79334 79335 79336 79337 79338  793.39
Measured region for 793.3445 m/z
793.3445
100.0- !
f\
I\
AR
R
1]
I ““x
; | \
50.0 | \‘ 79‘1‘.3493
| \
| i B\
an i
[ I\
| [
| ‘ | \
] | |
| \ | \
“\ \“ ‘J,‘ \“ “‘7\‘
793.0 793.5 794.0 794.5 795.0 795.5 796.0 796.5
C44 H48 N4 010 [M+H]+ : Predicted region for 793.3443 m/z
793.3443
100.0
“‘\‘(\
1M\
[\
I
[\
il |
1 794.3475
50.01 (1] I
11 I
1] M
[ | I
(1 ‘ N\
(11 I
[ | \“ I\ 795.3504
| 1\ 11\ \
793.0 7935 794.0 7945 795.0 7955 796.0 796.5
Formula (M) lon Meas. m/z  Pred. m/z Df.(mDa) Df. (ppm) DBE
C44 H48 N4 O10 [M+H]+ 793.3445 793.3443 0.2 0.25 23.0

Figure S60 HRESIMS spectrum of compound 10
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Figure S61 H (600 MHz) NMR spectrum of compound 11 in acetone-ds
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Formula Predictor Report - wtol-20.lcd

Page 1of 1
Data File: EADATA\2017\0926\wtol-20.lcd
Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 40 100 N 3 0 50 Mg 2 0 0 Fe 2 0 0 H
2H 1 0 0 o 2 0 50 P 3 0 0 Br 1 0 0
B 3 0 0 F 1 0 0 S 2 0 0 | 3 0 0
C 4 40 100 Na 1 0 0 Cl 1 0 0 Pt 2 0 0
Error Margin (ppm): 5 DBE Range: -2.0- 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode; AND Max Results: 10
Event#: 1 MS(E+) Ret. Time: 0.420 Scan#:85
795.3604
3.500e5
3.000e5
2.500e5 796.3695
2.000e5 849.3363
1.500e57
1 850.3501
1.000e5 443.2511
591.5085 (R 850.2902
5.000e4 I | 10,5331
S 15l
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 795.3604 m/z
795.3604
100.0+ i
796.3695
50.0
| |
S\ ~,
| [} 797.3805
| \ f I
— ) L : L : :
795.0 795.5 796.0 796.5 797.0 797.5 798.0 798.5
C44 H50 N4 010 [M+H]+ : Predicted region for 795.3600 m/z
795.3600
100.0
796.3632
50.0 )
Al
\ J""‘ ‘.\'\
L /| 797.3661
| 11 N\
1Y Al I
795.0 795.5 796.0 797.0 797.5 798.0 798.5
Formula (M) lon Meas. m/z  Pred.m/z Df. (mDa) Df.(ppm) DBE
C44 H50 N4 010 [M+H]+ 7953604  795.3600 0.4 050 220

Figure S66 HRESIMS spectrum of compound 11
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Figure S67 H (600 MHz) NMR spectrum of compound 12 in acetone-ds
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Formula Predictor Report - wtol-146a.lcd Page 1 of 1

Data File: EADATA\201810709\wtol-146a.lcd

Elmt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct

H 1 5 100 F 1 0 0 s 2 0 0 Br 1 0 5 H

C 4 5 50 Na 1 0 0 Cl 1 0 5 Pd 2 0 0 Na

N 3 0 10 Mg 2 0 0 Cu 2 0 ] Ag 1 0 0

o 2 0 10 Si 4 0 0 Se 2 0 ] | 3 0 0
Error Margin (ppm): 5 DBE Range: -2.0 - 100.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 10

Event#: 1 MS(E+) Ret. Time : 0.493 Scan#:75

747.3386
1.600e5

1.500e5
1.400e51
1.300e5
1.200e5
1.100e5
1.000e5
9.000e4
8.000e4
7.000e4
6.000e4
5.000e4
4.000e4|

747.31 747.32 747.33 747.34 747.35 747.36 747.37 747.38

Measured region for 747.3386 m/z
747.3386

100.0+

50.04 | | |

748/2687

|
| ‘ ‘ ‘I 748.3352 I

I
| |

|1 I
747.0 7475 7480 7485 7490 7495 750.0 750.5 751.0 751.5 7520 7525 753.0 7535

C43 H46 N4 O8 [M+H]+ : Predicted region for 747.3388 m/z

747.3388
100.0
I\
[l
50,01 ( | 748.3420
M| "
I
I
| ‘\
[
| | 749[3450
| | i
— L 31— f[ - —
747.0 7475 7480 7485 7490 7495 7500 7505 751.0 7515 7520 7525 753.0 7535
_Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) DBE
C43 H46 N4 O8 [M+H]+ 747.3386 747.3388 -0.2 -0.27 23.0

Figure S72 HRESIMS spectrum of compound 12
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Figure S73 *H spectrum of (-)-jerantinine B, lochnericine and pachysiphine
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Figure S74. Screening of compounds 1 — 12 for their anti-inflammatory activity in BV2 microglia cells.
FACS analysis of CD86, CD11b, MHCII expression (left) and statistical analysis of relative mean
fluorescence intensity (MFI) (right). Compounds 6, 10 and 12 show significant inhibitory activity. BV2
cells were pretreated with the compounds at the concentration of 10 pM or vehicle (DMSO) for 4 h and
then stimulated with LPS (500 ng/mL) for 12 h. The cells were stained using FITC-conjugated anti-
CD86, APC-conjugated anti-CD11b, PE-conjugated anti-MHCII antibodies and further analyzed using
FACS.
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Figure S75. Compounds 10 (A) and 12 (B) inhibits inflammatory genes expression induced by LPS in
BV?2 cells. The cells were pretreated with the compounds at indicated concentrations for 4 h and then
stimulated with LPS (500 ng/mL) for 12 h (n = 3). Data were presented as mean £SD. *p < 0.05, **p <
0.01, ***P < 0.001. NS, not significant.

75



p-IKKa/B(S176/180) b B R X

IKKB (o o s o o0 o

p-IkBa (S32) - e e .-

IkBa =1

P-Akt (S473) | o i v — —

AKL (- — — — — —

p-Erk1/2 (T202/Y204)

Erk1/2 W e e e w—
—

— —
B-Actin b----q
+

LPS - + + + o+
R E X

Figure S76. Immunolblotting of phosphorylated IKKa/pB, IkBa, Akt, Erk and total IKKa/p, IxBa, Akt,
Erk. BV2 cells were treated with 6 at indicated concentrations for 4 h and then stimulated with LPS
(500 ng/mL) for 15 min.
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