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1. Docking model of compound 1af

Figure S1. Docking model of compound 1af.
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2.'H, 3C, °F NMR Spectra
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60 2- Ph 3- COOMe MTM proton-1-1.
single_pulse
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single pulse decoupled gated NOE
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single pulse decoupled gated NOE
F:\ 63 2-Ph 5- COOMe MOM Carbon- 1- 1.als
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DFILE 63 2-Ph 5-COOMe MOM proton-1-1.
COMNT single_pulse
DATIM 2019-06-28 15:28:45
OBNUC H
EXMOD proton.jxp
OBFRQ
OBSET
OBFIN
POINT 13107
FREQU 4508.57 Hz
SCANS 16
ACQTM 2.9072 sec
PD 2.0000 sec
PWI1 5.50 usec
IRNUC 1H
CTEMP 233 ¢
SLVNT CDCL3
EXREF 0.00 ppm
BF 0.12 Hz
RGAIN 40
MeO,C \
N
|
MOM
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DFILE 63 2-Ph 5-COOMe MOM Carbon-1-1
COMNT  single pulse decoupled gated NOE
DATIM 2019-06-28 15:32:18
OBNUC 13C
EXMOD carbon. jxp
OBFRQ 75.57 MHz
OBSET 5.79 KHz
OBFIN 1.08 Hz
POINT 13107
FREQU 18939.39 Hz
SCANS 1024
ACQTM 0.6921 sec
PD 2.5000 sec
PWI1 3.73 usec
IRNUC 1H
CTEMP 23.8¢
SLVNT CDCL3
EXREF 77.00 ppm
BF 0.12 Hz
RGAIN 60
MeO,C
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single_pulse
2019-06-28 19:01:26

H

proton.jxp
399.78 MHz
4.19 KHz
7.29 Hz
13107
6002.40 Hz
8

1837 sec
1.0000 sec
7.25 usec
1H
22.6 ¢
cDpCL3
0.00 ppm
0.12 Hz
56

69 2-Ph 5-COOMe MTM Carbon-1-1
single pulse decoupled gated NOE
2019-06-29 10:20:42
13C
carbon. jxp
125.77 MHz
7.87 KHz
4.21 Hz
104857
31446.54 Hz
1717
3.3345 sec
1.0000 sec
3.27 usec

MeOQC
O \
N
|

MTM
1s



single_pulse

IO~ —\0a O 00O e DFILE 109 OH MOM _proton-1-1.als
LSR5z EEERI8 ) (
Z08R3328E88YS COMNT single_pulse

pefaisviivide Svdv-ivivav- iR ) - DATIM  2019-11-05 19:02:01

OBNUC IH
EXMOD proton.jxp
OBFRQ 300.53 MHz
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OBFIN 8.57 Hz
POINT 13107
FREQU 4508.57 Hz
SCANS 16
ACQTM 2.9072 sec
PD 2.0000 sec
PW1 5.50 usec
IRNUC IH

CTEMP 20.3¢
SLVNT CDCL3
EXREF 0.00 ppm
BF 0.12 Hz
RGAIN 44
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= = DFILE 104 CN MOM | proton-1-1.als
S Fer COMNT single_pul
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OBNUC IH
EXMOD proton.jxp
OBFRQ 300.53 MHz

OBSET 1.15 KHz
OBFIN 8.57 Hz
POINT 13107

o FREQU 450857 Hz

] SCANS 8
ACQTM  2.9072 sec
PD 2.0000 sec
PW1 5.50 usec
IRNUC  1H
CTEMP 200¢
SLVNT CDCL3
EXREF 0.00 ppm
BF 0.12 Hz
RGAIN 36
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ereace @ —e
gazass T o= SSER =
S bemasS R ~ S~ o
T aRS27 2 39 P =4 2
~ S ®ew S | 2 | 5 5
RS =22 ININISS b
2g8as = =232 ‘

T~—

—

NC

A A o

220.0 210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0.0

“"\““\‘“‘\‘“‘\‘“‘\‘“‘\‘“‘\‘“‘\““\“"\‘“‘\‘“‘\‘“‘\‘“‘\‘“‘\‘“‘\‘“‘\‘“‘\“"\““\““\““\‘“"W

S 21



single_pulse

—eswT=o % I =
—SArees Lo = Y
LoomwSaT a® ° : =
Sa¥TITmAQN NG - E v
N N v o+ -
o
o
- q
s o
~
. =
w 2
< EN d
- s

HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H}F[
.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ﬂ_‘

single pulse decoupled gated NOE
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DFILE
COMNT
DATIM
OBNUC
EXMOD
OBFRQ
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OBFIN
POINT
FREQU
SCANS
ACQTM
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IRNUC
CTEMP
SLVNT
EXREF
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RGAIN
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single pulse decoupled gated NOE
2019-11-08 17:57:00
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carbon. jxp
100.53 MHz
5.35 KHz
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25125.63 Hz
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1.0433 sec
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3.17 usec
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77.00 ppm
0.12 Hz
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HOH,C
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single pulse decoupled gated NOE
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F:\ 103 SCH20H MTM Carbon-1- 1.als
DFILE 103 SCH2OH MTM Carbon- 1- 1.als
—zwese = o rom o = o COMNT  single pulse decoupled gated NOE
233282 & SS9 2 N 3 DATIM 2019-10-28 18:23:07
wooa=z z o2 TSw b 3 OBNUC  13C
“HA&88 = 2 NN 3 g EXMOD  carbon.jxp
OBFRQ 75.57 MHz
OBSET 5.79 KHz
OBFIN 1.08 Hz
POINT 13107
FREQU 18939.39 Hz
SCANS 960
ACQTM 0.6921 see
PD 2.0000 sec
PWI 3.73 usee
IRNUC 1H
CTEMP 20.8 ¢
SLVNT CDCL3
EXREF 77.00 ppm
BF 0.12 Hz
RGAIN 60
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single pulse decoupled gated NOE

Q wveow o < DFILE 121 Ph COOEt MTM_Carbon-1-1.als
2 Lggs 8 IS COMNT single pulse decoupled gated NOE
; 4888 ¥ = oy
I PRI VS e DATIM  2019-12-12 16:25:36
= L IS = OBNUC 13
EXMOD carbon.jxp
OBFRQ 125.77 MHz
OBSET 7.87 KHz
OBFIN 4.21 Hz
POINT 26214
FREQU  31446.54 Hz
SCANS 336
ACQTM  0.8336 sec
PD 2.0000 sec
PW1 3.27 usec
IRNUC  1H
CTEMP 2l4c
SLVNT CDCL3
EXREF 77.00 ppm
BF 0.12 Hz
RGAIN 60
CO,Et
N
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i
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DFILE
COMNT
DATIM
OBNUC
EXMOD
OBFRQ
OBSET
OBFIN
POINT
FREQU
SCANS
ACQTM

PWI1
IRNUC
CTEMP
SLVNT
EXREF

RGAIN

136 2-Et 3- CO2Me MOM Carbon-1-1
single pulse decoupled gated NOE
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carbon. jxp
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5.79 KHz
1.08 Hz
13107
18939.39 Hz
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0.6921 sec
1.0000 sec
3.73 usee
1H
19.1 ¢
CDCL3
77.00 ppm
0.12 Hz
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