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Current Data Parameters

NAME PHH1-178
EXPNC 1
PROCNO 1

F2 - Acguisition Parameters
Date_ 20220712
Time 12.24
INSTRUM spect
PROBHD 5 mm TXI 1H/D-
PULPROG zg30

D 327868
SOLVENT DMsO

NS 16

Ds 0

SWH 7183.908 Hz
FIDRES 0.219235 Hz
RO 2.2806528 sec
RG 256

DwW 69.600 usec
DE 6.00 usec
TE 300.6 K

D1 2,00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 8.00 usec
PL1 0.20 dB
PL1W 19.19066429 W
SFO1 600.1336008 MHz
F2 - Processing parameters
SI 32768

SF 600.1300073 MHz
WDW no

SSB 0

LB 0 Hz
GB 0

PC 1.00

Figure S1. "H NMR (600 MHz, DMSO-d;) for compound 6a.
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13C of PHH1-178
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Figure S2. *C NMR (150 MHz,
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Time 13.52
INSTRUM spect
PRCEHD 5 mm PABEQ BB-
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Ds 0
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-1.60 dB
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PL13 16.20 dB
PL2W 28.38507080 W
PL12W 0.96181160 W
PL13W 0.48204759 W
SFC2 600.1339008 MHz
F2 - Processing parameters
51 32768
SF 150.9028448 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
BPC 1.00

DMSO-d) for compound 6a.
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Figure S3. '"H NMR (600 MHz, DMSO-ds) for compound 6b.
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13C of PHH1-205
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Figure S4. 3C NMR (150 MHz, DMSO-ds) for compound 6b.
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Figure S5. "TH NMR (600 MHz, DMSO-ds) for compound 6c.
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13C of PHH1-209
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Figure S6. *C NMR (150 MHz, DMSO-ds) for compound 6c¢.
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Figure S7. "H NMR (600 MHz, DMSO-dj) for compound 6d.
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Figure S8. 3C NMR (150 MHz, DMSO-ds) for compound 6d.
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Figure S9. 'H NMR (600 I\/g{zz, DMSO-ds) for compound 6e.
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Figure S10. *C NMR (155(1)3MHZ, DMSO-d;) for compound 6e.
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Figure S11. '"H NMR (600 MHz, DMSO-ds) for compound 6f.
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13C of PHH1-204
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Figure S12. *C NMR (150 MHz, DMSO-d;) for compound 6f.
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Figure S13. "H NMR (600 MHz, DMSO-ds) for compound 6g.

S16



13C of PHHI1-212
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EXPNO 2
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F2 - Acquisition Parameters
OH Date_ 20220725
Time 11.17
INSTRUM spect
Cl PROBHD 5 mm PABEQ BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSC
NS 460
Ds 0
SWH 36231.883 Hz
FIDRES 0.552855 Hz
AQ 0.9043968 sec
RG 46300
DW 13.800 usec
DE 6.00 usec
TE 299.9 K
D1 2.40000010 s=sec
D1 0.03000000 =sec
TDO 1
== CHANNEL fl1 ==
13C
10.00 usec
-1.60 dB
136.15426636 W
150.9194083 MHz
PCED2 90.00 usec
PL2 -1.50 dB
PL12 13.20 dB
PL13 16.20 dB
PLZW 28.38507080 W
PL12W 0.96181160 W
PL13W 0.48204759 W
SFO2 600.1339008 MHz
FZ - Processing parameters
" ‘ . v, : SI 32768
! SF 150.9028398 MHz
WDW EM
SSB 0
! ' ' I ' I ! I ! I ! ' I I ' I ' I LB 3.00 Hz
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Figure S14. *C NMR (150 MHz, DMSO-ds) for compound 6g.
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NS 16
6h Ds 0
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TE 299.9 K
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N !
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Figure S15. 'TH NMR (600 MHz, DMSO-ds) for compound 6h.
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13C of PHH1-236 _
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Time 9.57
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OH D
SOLVENT
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Br DS
SWH
FIDRES
AQ
RG
DW 15.000 usec
DE 6.00 usec
6h TE 29%.2
D1 2.40000010 sec
D11 0.03000000 sec
DO 1
CHANNEL fl ========
13c
10.00 usec
-1.60 dB
136.15426636 W
150.9194083 MHz
CPDPRG[2
NuC2
PCPDZ
PL2
PL12Z
PL13 16.
PLZW 28,38507080 W
PL1ZW 0.96181160 W
PL13W 0.48204759 W
i ‘ l ‘ | SFO2 600.1339008 MHz
y n " A s e port i JRT— F2 — Processing parameters
ST iz768
SF 150,9028779 MHz
WDW EM
SSB 0
3
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200 180 160 140 120 100 80 60 40 20 ppm - 1.00

Figure S16. *C NMR (150 MHz, DMSO-d;) for compound 6h.
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1H of PHH1-Z216
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| Date_ 20221101
Time 8.46
INSTRUM spect
ERORHD 5 mm TXI 1H/D-
e PULPROG zg30
O TD 32768
SOLVENT DMSO
6i NS 16
D35 0
SWH 7788.162 Hz
FIDRES 0.237676 Hz
AQ 2.1037056 sec
RG 128
DW 64,200 usec
| DE 6.00 usec
| TE 300.9 K
) D1 2,00000000 sec
TDO 1
il [
======== (CHANNEL fl ========
NUC1 1H
Pl 8.00 usec
T T T T T T T T T T T T PL1 0.20 dB
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SFO1 600.,1336008 MHz
W ww w
o - - - o F2 - Processing parameters
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WDW EM
| 35B 0
J | LB 0 Hz
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J/‘ N ) PC 1.00
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Figure S17. "TH NMR (600 MHz, DMSO-d;) for compound 6i.
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13C of PHHI-216
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NAME PHH1-216
EXPNO 2
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F2 — Acguisition Parameters
OH Date_ 20221026
Time 14.40
| INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
ID 65536
SOLVENT DMSO
O/ NS 4289
DS 0
Gi SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 46300
DW 15.000 usec
DE 6.00 usec
TE 299.0 K
D1 2.40000010 sec
D11 0.03000000 sec
DO 1
NUC1 C
Pl 10.00 usec
PL1 -1.60 dB
PL1W 136.15426636 W
SFO1 150.9194083 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzléb
NUuCz2 1H
PCPD2 90.00 usec
PLZ -1.50 dB
PL12 13.20 dB
PL13 16.20 dB
PLZW 28.38507080 W
PL1ZW 0.96181160 W
PL13W 0.48204759 W
SF02 600.133%008 MHz
IF2 — Processing parameters
ST 32768
SE 150.9028779 MHz
WDW EM
SSB 0
LB 3.00 Hz
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Figure S18. 3C NMR (150 MHz, DMSO-ds) for compound 6i.
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1H of PHH1-192
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Current Data Parameters

NAME PHH1-192
EXPNC 1
PROCNO 1

F2 - Acguisition Parameters
Date_ 20220627

Time 16.43
INSTRUM spect
ERORHD 5 mm TXI 1H/D-
PULPROG zg30

TD 327868
SOLVENT DMsO

NS 16

D3 0

SWH 7183.908 Hz
FIDRES 0.219235 Hz
AQ 2.2806528 sec
RG 724

DW 69.600 usec
DE 6.00 usec
TE 302.2 K

D1 2,00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 8.00 usec
PL1 0.20 dB
EL1W 19.19066429 W
SFO1 600.1336008 MHz
F2 - Processing parameters
51 327868

SF 600.1300073 MHz
WDW no

35B 0

LB 0 Hz
GBR 0

BC 1.00

Figure S19. 'H NMR (600 MHz, DMSO-d) for compound 6.
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13C of PPH1-192
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Current Data Parameters

NAME PHH1-192
EXPNO 2
PRCCNO 1

F2 - Acguisition Parameters
Date_ 20220609
Time 15.21
INSTRUM spect
PRCEHD 5 mm PABBO BB-
PULPROG zgpg30

D 65536
SCLVENT DMSC

NS 219

Ds 0

SWH 33557.047 Hz
FIDRES 0.512040 Hz
AQ 0.9764864 sec
RG 46300

DW 14.900 usec
DE 6.00 usec
TE 299.5 K
D1 2.40000010 sec
D11 0.03000000 sec
TDO 1

CHANNEL fl1 ==

13C
10.00 usec
-1.60 dB
136.15426636 W
150.9194083 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.50 dB
PL12 13.20 dB
PL13 16.20 dB
PL2W 28.38507080 W
PL12W 0.96181160 W
PL13W 0.48204759 W
SFC2 600.1339008 MHz
F2 - Processing parameters
51 32768
SF 150.9028491 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
BPC 1.00

Figure S20. *C NMR (150 MHz, DMSO-d;) for compound 6j.
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Figure S21.

Current Data Parameters

NAME PHH1-124
EXPNO 1
PROCNC 1

F2 - Acguisiticon Parameters
Date_ 20220829
Time 11.08
INSTRUM spect
PROBHD 5 mm TXI 1H/D-
PULPROG zg30

D 32768
SOLVENT DMSO

NS 16

DS 0

SWH 7183.908 Hz
FIDRES 0.219235 Hz
AQ 2.2806528 sec
RG

DW

DE

TE

[2h 2.

D0

======== CHANNEL fl ========
NOC1 1H

Pl 8.00 usec
PL1 0.20 d
PL1W 19.19066429 W
SFO1 600.1336008 MHz
F2 - Processing parameters
SI 32768

SF 600.1300073 MHz
WDW EM

SSB Q

LB 0 Hz
GB 0

PC 1.00

"H NMR (600 MHz, DMSO-d;) for compound 6k.
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13C of PHH1-194
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OH INSTRUM spect
PROBHD S mm PABBC BB-
PULPRCG zgpg30
D 655386
SOLVENT DMSO
NS 1684
DS 0
Cl SWH 33333,332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 46300
DW 15.000 usec
DE 5.00 usec
TE 298.0 K
D1 2.40000010 sec
D11 0.02000000 sec
TDO 1
======== CHANNEL f]l ========
NUCL 13c
Pl 10.00 usec
PL1 -1.60 dB
PL1W 136.15426636 W
SFOl 150.9194083 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.50 4B
PL12 13.20 dB
PL13 16.20 dB
PL2ZW 28.38507080 W
PL12W 0.96181160 W
PL13W 0.482047539 W
SFO2 600.1339008 MHz
F2 - Processing parameters
SI 32768
mJ SF 150.9028448 MHe
- 4 v a1 D T EM
SSB 0
LB 3.00 Hz
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Figure S22. *C NMR (150 MSIZ{SZ, DMSO-d;) for compound 6Kk.
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Current Data Parameters

NAME PHH1-1921
EXPNC 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 202208617
Time 16.14
INSTRUM spect
PROBHD 5 mm TXI 1H/D-
PULPROG z2g30
D 32768
SOLVENT DM30
NS 16
Ds 0
SWH 7183.908 Hz
FIDRES 0.219235 Hz
AQ 2.2806528 sec
RG 144
oW 63.600 usec
DE 6.00 usec
TE 301.7 K
D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
1 1H
8.00 usec
0.20 dB
PL1W 19.19066429 W
SFO1 600,1336008 MHz
F2 - Processing parameters
ST 32768
SF 600.1300073 MHz
WDW EM
35B 0
LB 0 Hz
GB 0
PC 1.00

igure S23. 'TH NMR (600 MHz, DMSO-ds) for compound 6l.
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13C of PHH1-191
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. EXPNQ 2
- PROCNC 1
F2 - Acgquisition Parameters
Date_ 20220609
Ti 15.08
zpect
5 mm PABBO BB-
zgpg 3l
£€5536
DMS0
Br 353
0
33557.047 H=z
0.512040 Hz
0.9764864 sec

14.%00 usec
6.00 usec

TE 299.6 K
Dl 2.40000010 sec
D11 0.03000000 see
pysle 1

mmmmmms= CHANNEL f]l sssssse=

NUC1 13cC
Pl 10.00 usec
PL1 -1.60 4B
PL1W 136.15428638 W

1 150.91

CPDP 5
NUC2 1H
PCPD 0.00 us
PL2 1.50 dB
PL12 13.20 4B
PL13 16.20 dB
PL2W 28.38507080 W
PL12W 0.%6181160 W
PLLI3W 0.48204759 W
5FO2 600.1339008 MHz
F2 - Processing parameters
. o e el ST 32768
Pt et s A el , 1 Wi et At Ml At b I A 150.9028466 MHz
WDW EM
SSB 0
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Figure S24. *C NMR (150 MHz, DMSO-d;) for compound 6l.
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1H of PHH1-Z31

M- oOoOoMmMWMao oy oo O~ ™M L m
YM O~ NS MO O A STy a BRUKER
MO TN NI WO o oW — ™ o)
O = WMmEOrES=OoOo w WO O <
Y 00 00 €O CO M~ [~ [~ [~ [~ [~~~ ™M MM ™~ (.N
\ W /' \\/ | Current Data Parameters
NAME PHH1-231
EXPNO 1
PROCNO 1
o
F2 - Acguisition Parameters
Br OH Date_ 20220827
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| INSTRUM spect
PROBHD 5 mm TXI 1H/D-
O PULPROG zg30
TD 32768
O/ SOLVENT DMSO
. NS 16
7i DS 0
SWH 7788.162 Hz
FIDRES 0.237876 Hz
AQ 2.1037056 sec
RG 724
DW 64,200 usec
| DE 6.00 usec
TE 300.1 K
D1 2,00000000 sec
‘ TDO 1
| ( H
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Figure S25. 'H NMR (600 MHz, DMSO-d;) for compound 7i.
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13C of PHH1-231
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Cate 20220817
OH Time 13.53
INSTRUM spect
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@) D 85538
SOLVENT DMSO
~ NS 541
() D3 o]
7i SWH 33333,332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 =sec
RG 46300
DW 15.000 usec
DE 6.00 usec
TE 298.4 K
Dl 2.40000010 sec
D11 0.03000000 sec
DO 1
======== CHANNEL f] ========
NUC1 13C
Pl 10.00 usec
PL1 -1.60 dB
PL1W 136.15426636 W
SFCl 150.9194083 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzls
NUCz 1H
PCPD2 90.00 usec
PL2 -1.50 dB
PL12 13.20 dB
PL13 16.20 dB
PL2W 28.38507080 W
PL12W 0.96181160 W
PL13W 0.48204759 W
SFC2 600.133%008 MHz
FZ - Processing parameters
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Figure S26. *C NMR (150 MHz, DMSO-d;) for compound 7i.
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Current Data Parameters

NAME PHH1-230
EXPNC 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20220912
Time 15.52
INSTRUM spect
PROBHD 5 mm TXI 1H/D-
PULPROG zg30
TD 327868
SOLVENT DMSO
NS 16
Ds 0
SWH 7788.162 Hz
FIDRES 0.237676 Hz
AQ 2.1037056 sec
RG 114
DwW 64,200 usec
DE 6.00 usec
TE 300.4 K
D1 2,00000000 sec
TDO 1
CHANNEL fl ========
1H
8.00 usec
0.20 dB
19.19066429 W
600.,1336008 MHz

F2 - Processing parameters
SI 16384
SF 600.1300073 MHz
WDW EM
SSB 0
LB 0 Hz
GB 0
PC 1.00

Figure S27. "H NMR (600 MHz, DMSO-dj) for compound 7j.
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13C of PHH1-230

Figure S28. 13C NMR (150 MHz, DMSO-dj) for compound 7j.
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Current Data Parameters
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PROCNO
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2
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F2 - Acguisition Parameters

Date_
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CPDPRG[2
NUC2
PCPD2
PLZ

PL12
PL13
PLZW
PL12W
PL13W
SFO2

20220908
16.02
spect
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DMSOC
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0
33333.332 Hz
0.508626 Hz

0.39830400 sec
46300
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6.00
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13cC
10.00
-1.60
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150.9194083 MHz

CHANNEL f1
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FZ - Processing parameters

SF
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Figure S29. 'H NMR (600 MHz, DMSO-d;) for compound 7k.
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Figure S30. *C NMR (150 MHz, DMSO-d;) for compound 7k.
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Figure S31. 'H NMR (600 MHz, DMSO-ds) for compound 71.
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