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Figure S1. CD spectrum of 1
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Figure S2. CD spectrum of 2
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CD spectrum of 3
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Figure S4. CD spectrum of 4
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Figure S5. CD spectrum of 5
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Figure S6. CD spectrum of 6
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CD spectrum of 8
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Figure S12. UV spectrum of 2
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Figure 513. UV spectrum of 3
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S14. UV spectrum of 4
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Figure S15. UV spectrum of 5
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Figure S16. UV spectrum of 6
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Figure 521. '"H NMR spectrum (500 MHz, DMSO-d6) of 1
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Figure 522. 3C NMR spectrum (125 MHz, DMSO-d6) of 1
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Figure 525. HSQC spectrum (500 MHz, DMSO-d6) of 1
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Figure 526. HMBC spectrum (500 MHz, DMSO-d6) of 1
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r ST 2048
r MC2 TPPI
r SF 500.1300084 MHz
WDW QSINE
N SSBE 2
[ LB 0 Hz
a- 1 g [ 7 GB 0
. a 3 L
(=] (] a r

T L T L T L L
75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 ppm
Figure S527. NOESY spectrum (500 MHz, DMSO-d6) of 1



[t
< W WO N o NHDO WA VLW ™MHOM
TS} ~ O ™M ST} —H O WO O™ ~O
. N Oy O 0 OO0 WA NN A A
D - LT . 2 . . L * e e e e e e .
— ~ D~ 00 (CoJaTo S U A s o I e ol o N oo Ml oo Wi o)

—1.903
1.454

/
N

| | U [T .

wl

1.419
1.403

i

Current Data Parameters

NAME PD-104d
EXPNO 30
PROCNO 1

F2 - Acquisition Parameters
Date_ 20191228
Time 14.09 h
INSTRUM spect
PROBHD 2112726_0001
PULPROG zg30

D 16384
SOLVENT DMSO

NS )

Ds o

SWH 8417.509 Hz
FIDRES 1.027528 Hz
AQ 0.9732096 sec
RG 203

DwW 59.400 usec
DE 6.50 usec
TE 303.0 K
D1 0 sec

TDO 1
SFO1 700.0040600 MHz
NUC1 1H

PO 4.20 usec
Pl 12.60 usec
PLW1 39.81100082 W
F2 - Processing parameters
SI 32768

SF 700.0000058 MHz
WDW no

SSB o

LE 0 Hz

GB 0

PC 1.00

1 10 9

4 T edn da b ghddns

Figure 528. 'H NMR spectrum (700 MHz, DMSO-d6) of 2

2
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Current Data Parameters
NRME PD-10d
EXPNO 3730
PROCNO 1
F2 - Requisition Parameters
Date_ 20191229
Time 12.33 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG zgpg30
TD 65536
SOLVENT DMSO
Ns 1520
DS 2
SWH 42613.637 Hz
FIDRES 1.300465 Hz
RQ 0.7689557 sec
RG 203
DW 11.733 usec
DE 6.50 usec
TE 303.1 K
D1 0.50000000 sec
D11 0.03000000 sec
DO 4096
SFol 176.0353807 MHz
NUCl 13c
PO 3.80 usec
Pl 11.40 usec
PLW1 79.43299866 W
sFo2 700.0035000 MHz
NUC2 1H
CPDPRG([2 waltzlé
PCPD2 80.00 usec
PLW2 39.81100082 W
PLW12 0.98755997 W
PLW13 0.75326997 W
F2 - Processing parameters
ST 65536
SF 176.0152180 MHz
WDW EM
$SB 0
LB 1.00 Hz
GB 0
PC 1.40

i I i I i T I I
220 200 180 160 140
Figure 529. 3C NMR spectrum (176 MHz, DMSO-d6) of 2
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——50.70
—48.63
—42.96

——32.35
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Current Data Parameters

NEME PD-10d
EXPNO 3135
PROCNO 1

F2 - Acquisition Parameters
Date_ 20191228
Time 21.40 h
INSTRUM spect.
PROBHD  2112726_0001 {
PULPROG deptspl3S

TD 65536
SOLVENT DMSO

NS 2048

DS 2

SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 1.1010048 sec
RG 203

DW 16.800 usec
DE 6.50 usec
TE 203.4 K
CNST2 145.0000000

D1 2.00000000 sec
D2 0.00344828 sec
D1z 0.00002000 sec
TDO

SFO1 176.0301003 MHz
NUC1

P1 10.50 usec
P13 2000.00 usec
PLWO ow

PLW1 35.48099899 W
SPNAM([S] Crp8ocomp .4
SPORLS 0.500
SPOFFSS O Hz

SPWS 7.96899986 W
SFOZ 700.0028000 MHz
NUC2 1H
CPDPRG [2 waltz16

P2 13.30 usec
P4 26.60 usec
PCPD2 70.00 usec
PLWZ 39.81100082 W
PLW12 1.43719995 W

F2 - Processing parameters
ST 65536

SF 176.0152174 MHz
wpW EM

SSB o

LB 1.00 Hz
GB o

PC 1.40

160 150 140 130 120 110 100 90 80
Figure S30. DEPT-135 NMR spectrum (176 MHz, DMSO-d6) of 2
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Figure S31. COSY-45 spectrum (700 MHz, DMSO-d6) of 2

7.0

6.5

6.0

5.5

5.0

ppn‘!;urrent Data Parameters
AME PD-10d

EXPNO 455
PROCNO 1

1 F2 - Requisition Parameters
Date_ 20191228
Time 14.48 h
INSTRUM spect
PROBHD  z112726_0001 (
PULPROG cosygpaf
TD 2048
SOLVENT DMSO
N )

2 Ds 8
SWH 5597.015 Hz
FIDRES 5.465835 Hz
RQ 0.1829547 sec
RG 203
DW 29.333 usec
DE 6.50 usec
TE 303.0 K
Do 0.00000300 sec

1.20000005 sec
0.00000400 sec

3 o

D16 0.00020000 sec
INo 0.00017860 sec
SPARSELI 0
TDav 1
SFOL 700.0031500 MHz
NUCl 1H
PO 12.60 usec
Pl 12.60 usec

4 PLW1 39.81100082 W
GPNAM[1] SINE.100
GPZl 10.00
P16 1000.00 usec
Fl - Acquisition parameters
D 64
SFOL 700.0032 MHz
FIDRES 174.972000 Hz

5 sw 7.999 ppm
FnMODE QF
F2 - Processing parameters
ST
SF 700.0000062 MHZ
WDW SINE
SSB o
1B 0 Hz
GB 0

6 pC 1.00
Fl - Processing parameters
ST 2048
MC2 QF
SF 700.0000057 MHz
WDW SINE
SSB 0
1B 0 Hz

30
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Figure S32. HSQC spectrum (700 MHz, DMSO-d6) of 2
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ppm

Current Dsts Parsmeters
NAME PD-

-10d
EXPNO 7130
PROCNO 1

F2 - Rcquisition Psrsmeters
Date_ 20191229
Time 11.42 h
INSTRUM spect

PROBHD  2112726_0001 (
PULPROG hsqcetgpsisp2.2
2048

TD
SOLVENT DHSO
NS 8
Ds a8
SWH 5597.015 Hz
FIDRES 5.465835 Hz
AQ 0.1829547 sec
RG 203
D5 89.333 usec
DE 6.50 usec
TE 303.2 K
CNST2 145.0000000
CNST17 -0.5000000
Do 0.00000300 sec
D1 1.50000000 sec
Da 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D24 0.00100000 sec
o) ©0.00001780 sec
SPARSELI o
TDav. 1
SFO1 700.0032200 MHz
nNue1
P1 12.60 usec
P2 25.20 usec
P28 1000.00 usec
PLW1 39.81100082 W
sFO2 176.0292202 MHz
nuez 13¢
CPDPRG[2 bi_pSmdsp_dsp.2
B3 11.40 usec
P14 500.00 usec
P29 2000.00 usec
P63 1500.00 usec
PLWO oW
PLW2 79.43299866 W
PLW12 3.41260004 &
SENAM[3] Crp80,0.5,20.1
SPOALZ 0.500
SPOFFS3 0 Hz
SPW3 21.03000069
SPNAM([7] Crp80comp. 4
SPOAL7 0.500
SPOFFS7 0 Hz
SPWT 21.03000069
SPNAM[14 Crpd2,1.5,20.2
SPOAL14 0.500
SPOFFS14 0 Hz
SPW14 5.83259964 W
SPNAM[31 Crpd2,1.5,20.2
SPOAL31 ©0.500
SPOFFS31 0 Hz
SPW31 2.20819998 W
GENAM[1] SINE.100
GPE1 80.00 %
GPNAM[2] SINE.100
20.10 ®
GENAM[3] SINE.100
11.00 %
GENAM[4] SINE.100
-5.00 %
P16 1000.00 usec
P19 1000.00 usec

F1 - Acquisition psrsmeters
D 64

SFO1 176.0292 MHz
FIDRES 877.808960 Hz
£ 159.575 ppm
FnMODE Echo-Antieche

F2 - Processing persmeters
ST 048

SF 700.0000052 MHz
SDH QSINE

SSB 2

LB 0 Hz

GB o

BC 1.00

F1 - Processing persmeters
I 4096

nez echo-antieche
sP 176.0152162 MHz
DS INE

SSB

LE 0 Hz

GB o
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Figure S33. HMBC spectrum (700 MHz, DMSO-d6) of 2
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Current Data Parameters

NAME PD-10d
EXPNO 8052
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20191229

Time 12.36 h
INSTRUM spect
PROBHD  2112726_0001 (
PULPROG hmbegplpndgf

D 4096
SOLVENT DMSO

NS 32

DS 16

SWH 8417.509 Hz
FIDRES 4.110112 Hz
RQ 0.2433024 sec
RG 203

DW 59.400 usec
DE 6.50 usec
TE 302.5 K
CHST2 145.0000000
CNST13 5.0000000

Do 0.00000300 sec
D1 1.50000000 sec
D2 0.00344828 sec
D6 0.10000000 sec
D16 0.00020000 sec
o 0.00001420 sec
SPARSELI 0
TDawv 1

sFol 700.0042000 MHz
NUCcl 1H

Pl 12.60 usec
P2 25.20 usec
PLWL1 39.81100082 W
sFo2 176.0327405 MHz
NUC2 13¢

P3 10.70 usec
PLW2 35.48099899 W
GPNAM([1] SINE.100
GPzl 50.00 %
GPNAM([2] SINE.100
GPZ2 30.00 8§
GPNAM[3] SINE.100
GPZ3 40.10 8
P16 1000.00 usec
Fl - Requisition parameters
D 64

$Fol 176.0327 MHz
FIDRES 1100.352173 Hz
sw 200.027 ppm
FnMODE QF

F2 - Processing parameters
ST a8

SF 700.0000047 MHz
WDW SINE

S$SB 3

LB 0 Hz

GB 0

pC 1.00

Fl - Processing parameters
ST

Mc2 QF

SF 176.0152197 MHz
WDW SINE

S$SB 0

LB 0 Hz

GB 0
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Figure 534. NOESY spectrum (700 MHz, DMSO-d6) of 2
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Current Data Parameters

NAME PD-10d
EXPNO 6030
PROCNC 2

F2 - Acquisition Parameters
Date_ 20191228
Time 15.03 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG noesygpph

TD 2048
SOLVENT DMSCO

NS 32

DS 16

SWH 8417.509 Hz
FIDRES 8.220223 Hz
AQ 0.1216512 sec
RG 203

DW 59.400 usec
DE 6.50 usec
TE 303.0 K
DO 0.00004336 sec
Dl 1.00000000 sec
D8 1.00000000 sec
D16 0.00020000 sec
INO 0.00011880 sec
TDav 1
SFOL1 700.0042000 MHz
NUCl 1H

Pl 12.60 usec
P2 25.20 usec
PLW1 39.81100082 W
GPNAM[1] SINE.100
GPZ1 20.00 %
Plé 1000.00 usec
Fl - Acquisition parameters
TD

SFOLl 700.0042 MHz
FIDRES 65.761787 Hz
SW 12.025 ppm
FnMODE TPPI

F2 - Processing parameters
ST

SF 700.0000055 MHz
WDW QSINE

SSB 2

LB 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
ST 2048

MC2 TPPI

SE 700.0000053 MHz
WDW QSINE

SSB 2

LB 0 Hz

GB 0
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Current Data Parameters
NAME 2 5

EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200212

Time 14.46 h
INSTRUM spect
PROBHD 2112726_0001
PULPROG zg30

D 16384
SOLVENT ¢DC13

NS 170

DS 0

SWH 11160.714 Hz
FIDRES 1.262392 Hz
AQ 0.7340032 sec
RG 203

DW 44.800 usec
DE 6.50 usec
TE 304.8 K
D1 0 sec

TDO 1
SFO1 700.0053900 MHz
NUC1

PO 4.20 usec
P1 12.60 usec
PLW1 39.81100082 W
F2 - Processing parameters
ST 32768

SF 700.0000184 MHz
WDW

SSB ]

LB 0 Hz

GB 0

BC 1.00

I\ b
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Figure S35. 'TH NMR spectrum (700 MHz, CDsOD) of 3
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Current Data Parameters

NRME PD-15
EXPNO 3730
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20200213

Time 9.07 h
INSTRUM spect
PROBHD 2112726_0001
PULPROG zgpg30

TD 65536
SOLVENT cpels

Ns 1504

DS 2

SWH 42613.637 Hz
FIDRES 1.300465 Hz
AQ 0.7689557 sec
RG 203

DW 11.733 usec
DE 6.50 usec
TE 303.5 K
D1 0.50000000 sec
D11 0.03000000 sec
TDO 4096

SFOl 176.0353807 MHz
NUC1 13c

PO 3.50 usec
Pl 10.50 usec
PLWL1 35.48099899 W
SFO2 700.0028000 MHz
NUc2 1H
CPDPRG[2 waltzl6
PCPD2 70.00 usec
PLW2 39.81100082 W
PLW12 1.43719995 W
PLW13 0.83929998 W

F2 - Processing parameters
ST 65536

SF 176.0151405 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

230 220 210 200 190 180 170 160 150 140 130 120 110 100 90
Figure S36. *C NMR spectrum (176 MHz, CDsOD) of 3
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Figure S37. DEPT-135 NMR spectrum (176 MHz, CDsOD) of 3
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Current Data Parameters
NAME PD-15

EXPNO 3135
PROCNO 1

F2 - Requisition Parameters
Date_ 20200212
Time 9.15 h
INSTRUM spect
PROBHD  2112726_0001 {
PULPROG deptspl3s

TD 65536
SOLVENT cDe13

NS 144

DS 2

SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 1.1010048 sec
RG 203

DW 16.800 usec
DE 6.50 usec
TE 303.5 K
CNSTZ 145.0000000

D1 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 4096
SFO1 176.0301003 MHz
NUC1

P1 10.50 usec
P13 2000.00 usec
PLWO ow

PLW1 35.48099899 W
SPNAM(S] Crpgocomp .4
SPOALS 0.500
SPOFFSS 0 Hz

SPWS 7.96899986 W
SFO2 700.0028000 MHz
NUC2 1H
CPDPRG [2 waltzl6

P3 13.30 usec
P4 26.60 usec
PCPDZ 70.00 usec
PLWZ 39.81100082 W
PLW12 1.43719995 W
F2 - Processing parameters
S1 65536

SF 176.0149638 MHz
WDW EM

SSB o

LB 1.00 Hz
GB o

PC 1.40
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Figure S38. COSY-45 spectrum (700 MHz, CDsOD) of 3
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Current Data Parameters

NAME PD-15
XPNO 455
ROCNO 1
F2 - Acquisition Parameters
Date_ 20200212
Time 18.04 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG cosygpgf
D 2048

SOLVENT CDC13

Ns 4
DS 3

SWH 6313.131 Hz
FIDRES 6.165167 Hz

AQ 0.1622016 sec
RG 203
DW 79.200 usec
DE 6.50 usec

TE 302.8 K
DO 0.00000300 sec
Dl 1.20000005 sec
D13 0.00000400 sec
D16 0.00020000 sec
INO 0.00015840 sec

SPARSELI 0

TDav 1

SFO1 700.0030100 MHz

NUC1 1H
PO 12.60 usec
Pl +60 usec
PLW1 39.81100082 W

GPNAM[1] SINE.100

GPZ1 10.00 %
Pl6 1000.00 usec
Fl - Acquisition parameters
D 64

SFO1 700.003 MHz
FIDRES 197.285355 Hz

SW 9.019 ppm
FnMODE QF
F2 - Processing parameters

5T 2048

SF 700.0000175 MHz

WDW SINE

SSB 0
LB 0 Hz

GB 0
PC 1.00
Fl - Processing parameters

ST 2048

MC2 QF
SF 700.0000177 MHz

WDW SINE

SSB 0
LB 0 Hz

GB 0
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Figure S39. HSQC spectrum (700 MHz, CDsOD) of 3

Current Dsts Psrsmeters

NAME PD-15
EXPNO 7130
PROCNO 1

F2 - Acquisition Parameters
Date_ 2020021
Time 17.26 h

spec

PROBHD  2112726_0001 (

PULPROG hsqoetgpsisp2.2
20

D
SOLVENT D13

NS 8

DS a8

SHH 6313.131 Hz
FPIDRES 6.165167 Hz
2Q 0.1622016 sec
RG 203

D 79.200 usec
DE 6.50 usec
TE 303.1 K
CNST2 145.0000000
CNST17 -0.5000000

Do 0.00000300 sec
D1 2.00000000 sec
Da 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D24 0.00100000 sec
Ne 0.00001710 sec
SPARSELI o
TDav 1
SFO1 700.0030100 MHz
Nuc1

Pl 12.60 usec
P2 25.20 usec
P28 1000.00 usec
PLWL 39.81100082 W
SFO2 176.0301003 MHz

nucz 13
CPDPRG[2 bi_pSmdsp_dsp.2
P3 10.70 usec

P14 500.00 usec
P24 2000.00 usec
P63 1500.00 usec
PLS0 o5

PLW2 35.48099899 W
PL12 1.34250009
SPNAM[3] Crp80,0.5,20.1
SPOAL3 ©0.500
SPOFFS3 0 Hz

P 8.27550030 5
SENAM([7] Crp8Ocomp . 4
SPOAL7 0.500
SPOFFS7 0 Hz

PHT 8.27550030 W
SENAM[14 Crpd2,1.5,20.2
SPOAL14 ©0.500
SPOFFS14 0 Hz

SP314 3.47569990 W
SPNAM[31 Crpd2,1.5,20.2
SPOAL31 0.500

SPOFFS31 0 Hz

0.86892998

GPNAM[1] SINE.100
80.00 %

GENAM([2] SINE.100
20.10 %

GPNAM([3] SINE.100
11.00 %

GPNAM[4] SINE.100

2 -5.
P16 1000.00 usec
P19 1000.00 usec

F1 - Acquisition parsmeters
D 128

sFPo1 176.0301 MHz
FIDRES 456.871338 Hz
£ 166.107 ppm
FAMODE  Eche-Antieche

F2 - Processing psrsmeters

sI 2048
SF 700.0000160 MHz
WDH QSINE
SSB 2

LB 0 Hz

GB o

PC 1.00

F1 - Processing psrsmeters
ST 4096

Mc2 echo-sntiecho

sF 176.0151373 MHz
D5

SSB 8

LB 0 Hz

GB o
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Figure 540. HMBC spectrum (700 MHz, CDsOD) of 3
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Current Data Parameters

NAME PD-15

EXPNO 8052

PROCNO 1

F2 - Acquisition Parameters

Date_ 20200213

Time 9.25 h

INSTRUM spect

PROBHD  2112726_0001 (

PULPROG hmbegplpndgf
4096

SOLVENT cpels

ns 32

Ds 16

SWH 6313.131 Hz

FIDRES 3.082584 Hz

RO 0.3244032 sec

RG 203

W 79.200 usec

DE 6.50 usec

TE 302.7 K

CNST2 145.0000000

CNST13 5.0000000

DO 0.00000300 sec

D1 1.50000000 sec

D2 0.00344828 sec

D6 0.10000000 sec

D16 0.00020000 sec

INo 0.00001180 sec

SPARSELI ]

TDav 1

SFOL 700.0030100 MHZ

nucl

Pl 12.60 usec

P2 25.20 usec

PLWL 39.81100082 W

sFo2 176.0362608 MHz

nucz 13c

P3 10.70 usec

PLW2 35.48099899 W

GPNAM[1] SINE.100

GPzl 50.00 %

GPNARM[2] SINE.100

GPz2 30.00 %

GPNAM([3] SINE.100

GPz3 40.10 %

P16 1000.00 usec

Fl - Rcquisition parameters

™D 64

sFol 176.0363 MHz

FIDRES 1324.152588 Hz

sw 240.705 ppm

FnMODE oF

F2 - Processing parameters

ST

SF 700.0000173 MHz

WDW QSINE

SSB 3

1B 0 Hz

GB o

PC 1.00

Fl - Processing parameters

ST 4096

Mc2 QF

SF 176.0151332 MHz

WDW QSINE

SSB 0

1B 0 Hz

GB 0



A [ ppm

Current Data Parameters
NAME PD-15
— EXPNO €030
[ PROCNO 1
[ F2 - Rcquisition Parameters
F Date_ 20200212
[ Time 18.12 h
- INSTRUM spect
L PROBHD  2112726_0001 (
— 1 PULPROG noesygpph
B ® P [ D 2048
L SOLVENT cpel3
: - - .. g % . L Ns 16
F D& 16
- - - . - r SWH 6313.131 Hz
[ FIDRES 6.165167 Hz
. L AQ 0.1622016 sec
- ® s e @ -2 RG 203
' N DW 79.200 usec
L DE 6.50 usec
1 L TE 303.0 K
. E Do 0.00006316 sec
° [ D1 1.00000000 sec
: [ D& 1.00000000 sec
i + D16 0.00020000 sec
.04 - 3 o 0.00015840 sec
N p- . . 2 Pt -+ 1 - S [ SPARSELI 0
P - L TDav 1
3 L sFol 700.0030100 MHz
[ B ae N [ Huel
5 [ Pl 12.60 usec
. ¢ R A L P2 25.20 usec
L PLWL 39.81100082 W
-4 GPNAM[1] SINE.100
[ GPZ1 20.00 &
—_ a a - . L P16 1000.00 usec
r Fl - Acquisition parameters
[ D
[ sFol 700.003 MHz
+ FIDRES 98.642677 Hz
—5 sw 9.019 ppm
N FnMODE TPPI
+ F2 - Processing parameters
r ST 2048
[ SF 700.0000168 MHz
—— » ' . [ WDW QSINE
f—| - i . L SSB 2
-6 1B 0 Hz
N GB 0
L pC 1.00
F Fl - Processing parameters
N ST 2048
[ Mc2 TPPI
L sF 700.0000166 MHZ
— WDW QSINE
= Vb I e [ 7 ssB 2
—_— a Vet £ [ 1B 0 Hz
L GB 0
— a - = - N
< 5 5t -8

85 80 75 70 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 0.5 0.0 ppm
Figure 541. NOESY spectrum (700 MHz, CDsOD) of 3
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Current Data Parameters

NAME PD-74d
EXPNO 30
PROCNO 1

F2 - Bequisition Parameters
Date_ 20191226
Time 14.49 h
INSTRUM spect
PROBHD  2113652_0155 (
PULPROG 2430

™D 16284
SOLVENT DMSO

NS a7

DS 2

SWH 8012.820 Hz
FIDRES 0.978127 Hz
RQ 1.0223616 sec
RG 196.84

DW 62.400 usec
DE 16.00 usec
TE 302.0 K
D1 0.20000000 sec
TDO 1
SFO1 500.1222510 MHz
NUC1 1H

PO 3.88 usec
P1 11.65 usec
PLW1 15.84899998 W
F2 - Processing parameters
ST 65536

SF 500.1300091 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00

e A

%

11 10 9 8 4 3

(<)

Figure 542. '"H NMR spectrum (500 MHz, DMSO-ds) of 4

N T

ppm
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Current Data Parameters

NAME PD-7d
EXPNO 3530
PROCNO 1

F2 - Requisition Parameters
Date_ 20191227

Time 16.27 h
INSTRUM spect
PROBHD  2113652_0155 (
PULPROG zgpg30

D 65536
SOLVENT DMSO

NS 1328

Ds 2

SWH 29761.904 Hz
FIDRES 0.908261 Hz
RQ 1.1010048 sec
RG 196.84

DW 16.800 usec
DE 6.50 usec
TE 303.3 K
D1 0.50000000 sec
D11 0.03000000 sec
TDO 4096

SFOL 125.7722511 MHz
NUCL 13¢

PO 4.00 usec
Pl 12.00 usec
PLWL 79.43299866 W
sFoz 500.1325007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 78.00 usec
PLW2 15.84899998 W
PLW12 0.35659999 W
PLW13 0.35659999 W
F2 - Processing parameters
ST 65536

SF 125.7578454 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

220 210 200 190 180 170 160 150 140 130 120 110 100 90
Figure 543. 3C NMR spectrum (125 MHz, DMSO-ds) of 4
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Current Data Parameters

NAME PD-7d
EXPNO 3135
PROCNO 1
F2 - Acquisition Parameters
Date_ 20191227
Time 16.37 h
INSTRUM spect
PROBHD  2113652_0155 (
PULPROG deptspl35
™D 65536
SOLVENT DM£O
NS 160
Ds 2
SWH 22727.273 Hz
FIDRES 0.693581 Hz
RQ 1.4417920 sec
RG 196.84
DW 22.000 usec
DE 6.50 usec
TE 303.0 K
CNST2 145.0000000
D1 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
DO 4096
SFOL 125.7684784 MHz
NUC1 13¢
Pl 12.10 usec
P13 2000.00 usec
PLWO 0w
PLWL 79.43299866 W
SPNAM[5] Crpé60comp.4d
SPORLS 0.500
SPOFFS5 0 Hz
SPW5 17.76899910 W
sFo2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
P3 11.65 usec
23.30 usec
PCPD2 20.00 usec
15.84899998 W
Lwl2 0.33610001 W

- Processing parameters

65536
125.7578445 MHz
EM
0
1.00 Hz
0
1.40

I I I I I I I I

[ [
170 160 150 140 130 120 110 100 90 80
Figure 544. DEPT-135 NMR spectrum (125 MHz, DMSO-ds) of 4
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Figure 545. COSY-45 spectrum (500 MHz, DMSO-ds) of 4
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Current Data Parameters
NAME PD-

7d

EXPNO 455
PROCNO 1

1 F2 - Rcquisition Parameters
Date_ 20191227
Time 15.09 h
INSTRUM spect
PROBHD  2113652_0155 (
PULPROG cosygpaf
™D 2048
SOLVENT DMSO

a

2 DS 2
SWH 4000.000 Hz
FIDRES 3.906250 Hz
RQ 0.2560000 sec
RG 196.84
DW 125.000 usec
DE 6.50 usec
TE 303.0 K

w
oo
P o

INO
SPARSELT
TDav
SFOL1
Nucl

Y
"

0.00000300 sec

1.20000005 sec

0.00000400 sec

0.00010000 sec

0.00025000 sec
0

1
500.1320005 MHz
1H

11.00 usec
11.00 usec

PLWL 15.84899998 W
GPNAM[1] SMSQ10.100
GPzl 10.00 &
P16 1000.00 usec
Fl1 - Rcquisition parameters
™D 64
sFol 500.132 MHz
5 FIDRES 125.000000 Hz
sw 7.998 ppm
FnMODE QF
F2 - Processing parameters
ST
SF 500.1300099 MHZ
WDW QSINE
SSB 0
6 1B 0 Hz
GB 0
PC 1.00
Fl - Processing parameters
ST 2048
MC2 QF
sP 500.1300098 MHz
WDW QSINE
7 SSB o
1B 0 Hz
GB 0
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Figure 546. HSQC spectrum (500 MHz, DMSO-ds) of 4

.
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Current Dsts Psrsmeters

NAME PD-7d
EXPNO 7130
PROCNO 1

F2 - Rcquisition Psrameters
Date_ 20191227
Time 15.24 h

spect.
PROBHD  £113652_0155 (
PULPROG hsqcetgpsisp2.2
D

SOLVENT DMSO
a
DS 18
SWH 4000.000 Hz
FIDRES 3.906250 Hz
aQ 0.2560000 sec
RG
DW 125.000 usec
DE 6.50 usec
B 303.2 K
CNST2 145.0000000
CNST17 -0.5000000
Do 0.00000300 sec
D1 1.20000005 sec
Da 0.00172414 sec
D11 0.03000000 sec
D16 0.00010000 sec
D24 0.00089000 sec
IND 0.00002480 sec
SPARSELI 0
TDav 1
SFO1 500.1320005 MHz
NUe1
Pl 11.00 usec
P2 22.00 usec
P28 0 usec
PLHL 15.84899998 W
SFO2 125.7678496 MHz
Nucz 13¢
CPDPRG([2 bi_pSmdsp_dsp.2
P3 12.50 usec
P14 500.00 usec
P24 2000.00 usec
P63 1500.00 usec
PLHO oW
PLWZ 79.43299866 W
PLW12 2.74029994 5
SPNAM[3] Crp60,0.5,20.1
SPOALZ 0.500

SPOFFS2 0 Hz
18.96299934 W

SPNAM([7] Crp60comp . 4
SPOAL7 0.500
SPOFFS7 0 Hz

SPHT 18.96299934 W

SPNAM[14 Crp32,1.5,20.2

SPOFFS14 0 Hz
SPH14 8.09099960 &
SPNAM([31 Crp32,1.5,20.2
SPOAL31 0.500
SPOFFS31 0 Hz

SPW31 2.02270007 W
GENAM[1] $MSQ10.100
GPE1 80.00 #
GPNAM[2] $MSQ10.100
cPE2 .10 ®
GENAM[3] $MSQ10.100
GPE3 1.00 %
GENAM[4] $MSQ10.100
GPZa -5.00 &
P16 1000.00 usec
P13 600.00 usec

F1 - Rcquisition parsmeters
D 64

SFO1 125.7678 MHz
FIDRES 630.040344 Hz
£l 160.306 ppm
FrMODE Eche-Antiecho

F2 - Processing parsmeters
ST 2048

SF 500.1300100 MHz
DH QSINE

SSB

LB 0 Hz

GB o

PC 1.c0

F1 - Processing psrsmeters
sI 4096

uez echo-sntiecho
SF 125.7578465 MHz
W NE

SSB s

LB 0 Hz

GB o
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Figure 547. 'H-3C HMBC spectrum (700 MHz, DMSO-ds) of 4
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Current Data Parameters

NAME PD-7d
EXPNO 8052
PROCNO 2

F2 - Requisition Parameters
Date_ 20191228

Time 13.06 h
INSTRUM spect
PROBHD  2112726_0001 (
PULPROG hmbegplpndgf

D 4096
SOLVENT DMSO

NS 16

Ds 16

SWH 8417.509 Hz
FIDRES 4.110112 Hz
RQ 0.2433024 sec
RG 203

DW 59.400 usec
DE 6.50 usec
TE 03.0 K
CNST2 145.0000000
CNST13 5.0000000

DO 0.00000300 sec
D1 1.50000000 sec
D2 0.00344828 sec
D6 0.10000000 sec
D16 0.00020000 sec
INO 0.00001420 sec
SPARSELI 0
TDav 1

SFOL 700.0042000 MHz
NUCl 1H

Pl 12.60 usec
P2 25.20 usec
PLWL 39.81100082 W
SFO2 176.0327405 MHz
NUCc2 13¢

P3 10.70 usec
PLW2 35.48099899 W
GPNARM[1] SINE.100
GPZ1 50.00 &
GPNRM[2] SINE.100
GPZ2 30.00 &
GPNARM[3] SINE.100
GPZ3 40.10 %
P16 1000.00 usec
Fl - Requisition parameters
D 64

SFOL 176.0327 MHz
FIDRES 1100.352173 Hz
sw 200.027 ppm
FnMODE oF

F2 - Processing parameters
ST 2048

SF 700.0000042 MHz
WDW SINE

SSB 3

LB 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
ST 4096

Mc2 oF

SF 176.0152224 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0
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Current Data Parameters

NAME PD-7d
EXPNO 8552
PROCNO 1

F2 - Acquisition Parameters
Date_ 20191229

Time 17.40 h
INSTRUM spect
PROBHD z113652_0155 (
PULPROG hnbcgpndgf

TD 4096
SOLVENT DMSO

NS 1024

D& 16

SWH 6009.615 Hz
FIDRES 2.934382 Hz
AQ 0.3407872 sec
RG 196.824

DW 83.200 usec
DE 6.50 usec
TE 303.0 K
CNST13 5.0000000

DO 0.00000300 sec
D1 1.79999995 sec
Dé 0.10000000 sec
D16 0.00020000 sec
INO 0.00002470 sec
SPARSELTI 0
TDav 1

SFOLl 500.1332508 MHz
NUC1l 1H

Pl 11.65 usec
P2 23.30 usec
PLWL1 15.84899998 W
SFO2 50.6878685 MHz
NUC2 158

P3 16.00 usec
PLW2 158.49000549 W
GPNAM[1] SMEQ10.100
GPZ1 70.00 8§
GPNAM[2] SMEQ10.100
GPZ2 30.00 8
GPNAM[3] $M8Q10.100
GPZ3 50.10 &
Pleé 1000.00 usec
Fl - Acquisition parameters
TD 24

SFOLl 50.68787 MHz
FIDRES 1686.909546 Hz
SW 399.364 ppm
FnMODE QF

F2 - Processing parameters
ST 4096

SF 500.1300108 MHz
WDW QSINE

SSB 3

1B 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
ST

MC2 QF

SF 50.6775627 MHz
WDW QSINE

SSB 0

LB 0 Hz

GB 0
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Figure 549. NOESY spectrum (700 MHz, DMSO-ds) of 4

Current Data Parameters

NAME PD-7d
EXPNO 6030
PROCNO 1

F2 - Acquisition Parameters
Date_ 20191228
Time 11.54 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG noesygpph

TD 2048
SOLVENT DMSO

NS 16

DS 16

SWH 8417.509 Hz
FIDRES 8.220223 Hz
AQ 0.1216512 sec
RG 203

DW 59.400 usec
DE 6.50 usec
TE 303.0 K
DO 0.00004336 sec
D1 1.00000000 sec
D8 1.00000000 sec
D16 0.00020000 sec
INO 0.00011880 sec
TDav 1
SFOL 700.0042000 MHz
NUCl 1H

Pl 12.60 usec
P2 25.20 usec
PLW1 39.81100082 W
GPNAM[1] SINE.100
GPZ1 20.00 %
Pl6 1000.00 usec

Fl - Acquisition parameters
TD 121

SFOL 700.0042 MHz
FIDRES 139.132370 Hz
SW 12.025 ppm
FnMODE TPPI

F2 - Processing parameters
ST 2048

SF 700.0000057 MHz
WDW QSINE
SSB 2

LB 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
ST 2048
MC2 TPPI

SF 700.0000066 MHz
WDW QSINE
SSB 2

LB 0 Hz

GB 0
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© * ooz T MR ° A M M Current Data Parameters

— ~ ~ WO WO W0 L S A~ A U~ S o) o)y ™M [Q\] — NAME PD-7bd
EXPNO 31
PROCNO 1
F2 - Bequisition Parameters
Date_ 20200925
Time 16.16 h
INSTRUM spect
PROBHD 2112726_0001 |
PULPROG zg30
TD 16384
SOLVENT DMSO
Ng 66
DS o
SWH 8417.509 Hz
FIDRES 1.027528 Hz
RQ 0.9732096 sec
RG 203
DwW 59.400 usec
DE 6.50 usec
TE 303.5 K
D1 0 sec
TDO 1
SFO1 700.0040600 MHz
NUCL
PO 4.20 usec
P1 12.60 usec
PLW1 39.81100082 W
F2 - Processing parameters
SI 32768
SF 700.0000071 MHz
WDW
SSB o
LB 0 Hz
GB 0
PC 1.00

Ll
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Figure 550. 'H NMR spectrum (700 MHz, DMSO-d6) of 5
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Current Data Parameters
NAME PD-7bd
EXPNO 3730
PROCHNO 1
F2 - Rcquisition Parameters
Date_ 20200925
Time 16.47 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG zgpg30

65536

SOLVENT DMSO
Ns 1225
DS 2
SWH 42613.637 Hz
FIDRES 1.300465 Hz
RQ 0.7689557 sec
RG 203
DW 11.733 usec
DE 6.50 usec
TE 304.0 K
D1 0.50000000 sec
D11 0.03000000 sec
TDO 4096
SFOL 176.0353807 MHz
NUCL 13¢
PO 3.50 usec
Pl 10.50 usec
PLWL 35.48099899 W
sFo2 700.0035000 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 70.00 usec
PLW2 39.81100082 W
PLW12 1.43719995 W
PLW13 0.83929998 W
F2 - Processing parameters
ST 65536
SF 176.0152176 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00

230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
Figure S51. *C NMR spectrum (176 MHz, DMSO-d6) of 5
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Current Data Parameters

NRME PD-7bd
EXPNO 3135
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20200925
Time 16.54 h
INSTRUM spect
PROBHD  2112726_0001 (
PULPROG deptspl35

TD 65536
SOLVENT DMSO

Ns 129

DS 2

SWH 29761.904 Hz
FIDRES 0.908261 Hz
RQ 1.1010048 sec
RG 203

DW 16.800 usec
DE 6.50 usec
TE 302.7 K
CNST2 145.0000000

D1 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 4096

SFO1l 176.0301003 MHz
NUCL 13¢

Pl 10.50 usec
P13 2000.00 usec
PLWO 0w

PLWL 35.48099899 W
SPNAM([5] Crp80comp.d
SPORLS 0.500
SPOFFS5 0 Hz

SPW5 7.96899986 W
SFO2 700.0028000 MHz
NUC2 1H
CPDPRG[2 waltzl6

P3 13.30 usec
P4 26.60 usec
PCPD2 70.00 usec
PLW2 39.81100082 W
PLW12 1.43719995 W

F2 - Processing parameters
ST 65536

SF 176.0152162 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

L I I L L I I I I UL I I LU I LIS IR I UL

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
Figure S52. DEPT-135 NMR spectrum (176 MHz, DMSO-d6) of 5
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Figure S53. COSY-45 spectrum (700 MHz, DMSO-d6) of 5
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Current Data Parameters

NAME PD-7bd
EXPNO 455
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200925
Tine 17.07 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG cosygpgf

TD 2048
SOLVENT DMSO

Ns 8

Ds 8

SWH 5597.015 Hz
FIDRES 5.465835 Hz
AQ 0.1829547 sec
RG 203

DW 89.333 usec
DE 6.50 usec
TE 302.8 K
Do 0.00000300 sec
D1 1.20000005 sec
D13 0.00000400 sec
D16 0.00020000 sec
INO 0.00017860 sec
SPARSELI 0
TDav 1
SFO1 700.0026600 MHz
NUC1 1H

PO 12.60 usec
Pl 12.60 usec
PLW1 39.81100082 W
GPNAM[1] SINE.100
GPZ1 10.00 %
Ple6 1000.00 usec
Fl - Acquisition parameters
TD 64
SFOL1 700.0027 MHz
FIDRES 174.972000 Hz
SW 7.999 ppm
FnMODE QF

F2 - Processing parameters
ST 2048

SE 700.0000078 MHz
WDW SINE
SSB 0

LB 0 Hz

GB 0

PC 1.40

Fl - Processing parameters
SI 20438

MC2 QF

SE 700.0000066 MHz
WDW SINE
SSB 0

LB 0 Hz

GB 0
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Current Dsts Psrsmeters
NAME 2

EXPNO
PROCNO

-7hd
7130
1

F2 - Roquisition Psremeters

SPOAL14

SPW14

—120 .

Date_ 20200925
Time 20.49 h
INSTRUM spect.
PROBHD  2112726_0001 (
PULPROG heqeetgpsisp2.2
ppmro 2048
'SOLVENT DMSO
NS 16
Ds as
5597.015 Hz
FIDRES 5.465835 Hz
2Q 0.1829547 sec
| RG 2
D5 89,333 usec
DE 6.50 usec
TE 303.1 K
CNSTZ 145.0000000
CNST17 -0.5000000
— 20 Do ©0.00000300 sec
D1 1.50000000 sec
Da 0.00172414 sec
D11 ©0.03000000 sec
D16 0.00020000 sec
L D24d ©£.00100000 sec
N ©0.00001780 sec
SPARSELI o
TDav 1
SFO1 700.0026600 MHz
| Nuc1 1H
40 P1 12.60 usec
P2 25.20 usec
P28 1000.00 usec
PLS1 39.81100082 5
sFoz

176.0292202 MHz
¢

nucz 13
CPDPRG[2 bi_pSmdsp_dsp.2
B3

10.70 usec

P14 500.00 usec
P24 2000.00 usec

— 6 P63 1500.00 usec
PLSO oW

35.48099899 W

PLW12 1.34290004 &
SPNAM([3] Crp80,0.5,20.1

| SPOAL3 0.500
SPOFFS3 0 Hz
SPW3 8.27550030 W
SPNAM([7] Crpadconp .4
SPOAL7 0.500
SPOFFS7 0 Hz

— 80 SPW7 8.27550030 W

SPNAM[14 Crpd2,1.5,20.2

0.500

SPOFFS14 0 Hz

3.47569990 5

L SPNAM([31 Crpd2,1.5,20.2

0.500

SPW31 ©0.86892998 W
GENAM[1] SINE.100
GPEL 80.00 %

— 1 oo GENAM[2] SINE.100
GPE2 20.10 %
GPNAM[3] SINE.100
GPE3 11.00 %
GENAM[4] SINE.100

o -5.00 %
P16 1000.00 usec
P19 800.00 usec

F1 - Rcquisition parsmeters

176.0292 MHz

FIDRES 0 Hz
S 159.575 ppm
FnMODE Echo-Antiecho
r F2 - Processing persmeters
sI
SF 700.0000049 MHz
SDH QSINE
SSB 2
— 1 40 LB 0 Hz
GB °
BC 1.40
F1 - Processing persmeters
L ST 4096
nez echo-sntiecho
sF 176.0152178 MHz
D5 NE
SSB 8
LB 0 Hz
GB o

Figure S54. HSQC spectrum (700 MHz, DMSO-d6) of 5
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Figure S55. HMBC spectrum (700 MHz, DMSO-d6) of 5

6

5

4

3

2

1

0 ppm

Current Data Parameters

NAME PD-7bd
EXPNO 8052
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20200926

Time 10.37 h
INSTRUM spect.
PROBHD  2112726_0001 (
PULPROG hmbegplpndgf

TD 4096
SOLVENT DMSO

s 64

DS 16

SWH 2417.509 Hz
FIDRES 4.110112 Hz
RQ 0.2433024 sec
RG 203

DW 59.400 usec
DE 6.50 usec
TE 303.0 K
CNST2 145.0000000
CNST13 5.0000000

DO 0.00000300 sec
D1 1.50000000 sec
D2 0.00344828 sec
Dé 0.10000000 sec
D16 0.00020000 sec
INO 0.00001420 sec
SPARSELT 0

TDav 1

sFol 700.0040600 MHz
Nucl 1H

Pl 12.60 usec
P2 25.20 usec
PLWL 39.81100082 W
sFo2 176.0327405 MHz
nucz 13¢

P3 10.70 usec
PLW2 35.48099899 W
GPNAM[1] SINE.100
Gpzl 50.00 %
GPNAM[2] SINE.100
GPZ2 30.00 &
GPNAM[3] SINE.100
GPZ3 40.10 8
P16 1000.00 usec
Fl - Requisition parameters
TD 64

sFol 176.0327 MHz
FIDRES 1100.352173 Hz
sW 200.027 ppm
FnMODE QF

F2 - Processing parameters
ST

SF 700.0000085 MHz
WDW SINE

SSB 3

LB 0 Hz

GB 0

pC 1.40

Fl - Processing parameters
ST 4096

Mc2 QF

SF 176.0152202 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0
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Figure S56. NOESY spectrum (700 MHz, DMSO-d6) of 5

Current Data Parameters
NAME

PD-7bd
EXPNO 6030
PROCNO 1
F2 - Rcquisition Parameters
Date_ 20200925
Time 17.21 h
INSTRUM spect
PROBHD  2112726_0001 (
PULPROG noesygpph
D 2048
SOLVENT DMSO
Ns 32
D& 16
SWH 8417.509 Hz
FIDRES £.220223 Hz
AQ 0.1216512 sec
RG 203
DW 59.400 usec
DE 6.50 usec
TE 303.0 K
Do 0.00004336 sec
D1 1.00000000 sec
D8 1.00000000 sec
D16 0.00020000 sec
INo 0.00011880 sec
SPARSELI 0
TDav 1
sFol 700.0040600 MHz
NUCL 1H
Pl 12.60 usec
P2 25.20 usec
PLWL 39.81100082 W
GPNAM[1] SINE.100
GPZl 20.00 %
P16 1000.00 usec
Fl - Rcquisition parameters
D
sFol 700.0041 MHz
FIDRES 131.523575 Hz
sw 12.025 ppm
FnMODE TPPI
F2 - Processing parameters
ST 20
SF 700.0000000 MHz
WDW QSINE
S$SB 2
LB 0 Hz
GB 0
pC 1.40
Fl - Processing parameters
ST 2048
Mc2 TPPI
SF 700.0000000 MHz
WDW QSINE
$SB 2
LB 0 Hz
GB 0
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Current Data Parameters
NAME PD-7a

EXPNO 31
PROCNO 1

F2 - Requisition Parameters
Date_ 20200716
Time 16.48 h
INSTRUM spect
PROBHD  2113652_0155 {
PULPROG zg30

D 16384
SOLVENT MeOD

NS 33

DS 2

SWH 4000.000 Hz
FIDRES 0.488281 Hz
AQ 2.0480001 sec
RG 176.06

DW 125.000 usec
DE 16.00 usec
TE 303.1 K
D1 0.20000000 sec
TDO 1
SFO1 500.1319005 MHz
NUC1

PO 3.67 usec
P1 11.00 usec
PLW1 15.84899998 W
F2 - Processing parameters
SI1 65536

sF 500.1300142 MHz
WDW no

SSB o

LB 0 Hz

GB o

PC 1.00

Ml M Jo Ul M .

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 Ppm
el |e|e P e < bl =2 i - Nrﬁ A
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Figure S57. "H NMR spectrum (500 MHz, CDsOD) of 6
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Current Data Parameters

NRME PD-7a
EXPNO 3530
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20200716
Time 17.24 h
INSTRUM spec
PROBHD 2113652_0155 (
PULPROG zgde30

™D 65536
SOLVENT MeOD

N$ 672

DS 2

SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 1.1010048 sec
RG 196.84

DW 16.800 usec
DE 6.50 usec
TE 303.4 K
D1 0.50000000 sec
D11 0.03000000 sec
DO 4096

SFOl 125.7722511 MHz
NUCl 13¢

PO 4.00 usec
Pl 12.00 usec
PLWL 79.43299866 W
sro2 500.1325007 MHz
NUC2 1H
CPDPRG([2 waltzl6
PCPD2 78.00 usec
PLW2 15.84899998 W
PLW12 0.35659999 W
F2 - Processing parameters
ST 65536

SF 125.7575377 MHz
WDW EM

$$B 0

LB 1.00 Hz
GB 0

PC 1.00

170 160 150 140 130 120 110
Figure S58. *C NMR spectrum (125 MHz, CDsOD) of 6
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Current Data Parameters

NAME PD-7a
EXPNO 3135
PROCNO 1

F2 - Rcquisition Parameters

Date_ 20200716
Time 20.58 h
INSTRUM spect
PROBHD 2113652_0155 (
PULPROG deptspl35
™D 65536
SOLVENT MeOD

256
D$ 2
SWH 22727.273 Hz
FIDRES 0.693581 Hz
AQ 1.4417920 sec
RG 196.84
DW 22.000 usec
DE 6.50 usec
TE 303.2 K
CNST2 145.0000000
Dl 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
DO 16
SFOL 125.7684784 MHz
NUCL
Pl 12.00 usec
P13 2000.00 usec
PLWO ow
PLWL 79.43299866 W
SPNAM[5] Crpé0comp.d
SPORLS 0.500
SPOFFS5 0 Hz
SPW5 17.47599983 W
sFo2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
P3 11.70 usec
Pd 23.40 usec
PCPD2 78.00 usec
PLW2 15.84899998 W
PLW12 0.35659999 W
F2 - Processing parameters
ST 65536
SF 125.7575382 MHz
WDW EM
$SB 0
LB 1.00 Hz
GB 0
PC 1.40

iARAAEE RAARARARRE RARRARARS RARARARARY RARRERARN RAREARAAS RARARRARES RARAARARES MEAARAREAN RARRARALES RAMRARARS REARAMARRES RARARARAE RAAAAARARE RARAARARRS RARARAARES RAARRARAES MEAREARRAE R
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S59. DEPT-135 NMR spectrum (125 MHz, CDsOD) of 6
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Figure 560. COSY-45 spectrum (500 MHz, CDsOD) of 6
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Current Data Parameters

NAME PD-7a
EXPNO 455
PROCNO 1

F2 - RAcquisition Parameters
Date_ 20200716
TiBtruM ipedt
PROBHD 2113652_0155 (
PULPROG cosygpgf

TD 2048
SOLVENT MeOD

nNs 4

Ds 8

SWH 4000.000 Hz
FIDRES 3.906250 Hz
AQ 0.2560000 sec
RG 44.2

DW 125.000 usec
DE 6.50 usec
TE 302.9 K
DO 0.00000300 sec
Dl 1.20000005 sec
D13 0.00000400 sec
D16 0.00010000 sec
INO 0.00025000 sec
SPARSELI 0
TDav 1

SFOL1 500.1319005 MHz
NUCl 1H

PO 11.00 usec
Pl 11.00 usec
PLW1 15.84899998 W
GPNAM[1] SMS010.100

GPZ1 10.00 %
Pl6 1000.00 usec

Fl - Acquisition parameters

TD 64
SFOL 500.1319 MHz
FIDRES 125.000000 Hz
SW 7.998 ppm
FnMODE QF

F2 - Processing parameters
ST 2048

SF 500.1300148 MHz
WDW QSINE

SSB 0

LB 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
ST 2048

MC2 QF

SF 500.1300147 MHz
WDW QSINE

SSB 0

LB 0 Hz

GB 0
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Figure S61. HSQC spectrum (500 MHz, CDsOD) of 6

Current Dsts Parsmeters
2

-7a

EXPNO 7130
PROCNO 1
F2 - Rcquisition Psremeters
Date_ 20200717
Time 9.49 h
INSTRUM ect.
PROBHD  2113652_0155 (
PULPROG hsgcetgpsisp2.2
™D 2048
SOLVENT MeOD
NS e
Ds
SHH 4000.000 Hz
FIDRES 3.906250 Hz
AQ 0.2560000 sec
RG 96.84
D& 125.000 usec
DE 6.50 usec
TE 303.3 K
CNST2 145.0000000
CNST17 -0.5000000
Do 0.00000300 sec
D1 1.50000000 sec
Da 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D24 0.00089000 sec
No ©0.00002480 sec
SPARSELI o
TDav 1
SFO1 500.1319005 MHz
Nuc1
P1 11.00 usec
P2 22.00 usec
P28 1000.00 usec
PL#1 15.84899998 W
sFO2 125.7678496 MHz
nucz 13¢
CPDPRG([2 bi_pSmdsp_dep.2
B3 12.50 usec
P14 500.00 usec
P24 2000.00 usec
P63 1500.00 usec
PL30 o5
PLW2 79.43299866 W
PLW12 2.03999996 W
SPNAM([3] Crp60,0.5,20.1
SPOAL3 ©.500
SPOFFS3 0 Hz
SEW3 18.96299934 W
SPNAM([7] Crp60conp . 4
SPORL7 0.500
SPOFFS7 0 Hz
SPWT 18.96299934 W
SPNAM[14 Crp32,1.5,20.2
SPOAL14 0.500
SPOFFS14 0 Hz
SPW14 8.09099960 W
SPNAM[31 Crp32,1.5,20.2
SPOAL31 0.500
SPOFFS31 0 Hz
SPW31 2.02270007 5
GPNAM[1] $MSQ10.100
GPE1 80.00 %
GENAM[2] $MSQ10.100

%2 20.10 *
GENAM[3] $MSQ10.100

%3 11.00 %
GPNRM[4] $MSQ10.100
GPE4 -5.00 %
P16 1000.00 usec
P19 600.00 usec

F1 - Rcquisition psrsmeters
D 6a

SFO1
FIDRES

El
FrMODE

ST
SF
DS
SSB
LB
GB
PC

125.7678 MHz

630.040344 Hz

160.306 ppm
Echo-Antiecho

F2 - Processing parsmeters
48

500.1300143 MHz

QSINE
3
0 Hz
o
1.00

F1 - Processing parsmeters
4096

echo-sntiecho
125.7575402 MHz
QSINE
6

60



Current Data Parameters

NAME PD-7a
EXPNO 8052
J PROCINO 1
QJLJL\ F2 - Rcquisition Parameters
A . ppm Date_ 20200717
Time 8.36 h
INSTRUM spect
L PROBHD  2113652_0155 (
PULPROG hmbcgplpndgf
TD 4096
SOLVENT MeOD
— 20 NS 16
Ds 16
- - —— . .« > SWH 4000.000 Hz
hd o FIDRES 1.953125 Hz
- . - . AQ 0.5120000 sec
RG 196.84
- -~ | DW 125.000 usec
* ,,_" = 40 DE 6.50 usec
TE 303.1 K
CNST2 145.0000000
4 i . o CNST13 5.0000000
DO 0.00000300 sec
D1 1.50000000 sec
D2 0.00344828 sec
- o - — 60 D6 0.10000000 sec
D16 0.00020000 sec
INO 0.00001660 sec
F SPRRSELI 0
TDav 1
hndiat - SFOL 500.1319005 MHz
| NUCl 1H
80 Pl 11.00 usec
- - P2 22.00 usec
PLWLl 15.84899998 W
o SFO2 125.7728799 MHz
NUC2 13¢
P3 12.50 usec
PLW2 79.43299866 W
1 00 GPNARM[1] SMSQ10.100
-~ - - v ) GPZ1l 50.00 8§
GPNRM[2] SM8Q10.100
r GPZ2 30.00 8§
- had aad GPNAM([3] 8MEQ10.100
GPZ3 40.10 &
. P P | P16 1000.00 usec
Pagaa Y P 120
Fl - Requisition parameters
TD 128
- - a - r SFOl 125.7729 MHz
FIDRES 470.632538 Hz
- o o sw 239.483 ppm
_140 FnMODE QF
.- ® o ~ -~ & F2 - Processing parameters
ST 2048
r SF 500.1300155 MHz
WDW QSINE
$SB 3
— 1 60 LB 0 Hz
GB 0
PC 1.00
P - - -~
F Fl - Processing parameters
ST
Mc2 QF
_180 SF 125.7575348 MHz
WDW SINE
SSB 0
LB 0 Hz
r GB 0

I I I I I I I
75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0 ppm
Figure 562. HMBC spectrum (500 MHz, CDsOD) of 6
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Figure S63. NOESY spectrum (500 MHz, CDsOD) of 6

Current Data Parameters

NAME PD-7a
EXPNO 6030
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200716
Time 17.34 h
INSTRUM spect
PROBHD 2113652_0155 (
PULPROG noesygpph

TD 2048
SOLVENT MeOD

NS 16

Ds 16

SWH 4000.000 Hz
FIDRES 3.906250 Hz
AQ 0.2560000 sec
RG 106.06

DW 125.000 usec
DE 6.50 usec
TE 303.1 K
Do 0.00011099 sec
D1 1.50000000 sec
D8 1.00000000 sec
D16 0.00010000 sec
INO 0.00025000 sec
TDav 1
SFO1 500.131%005 MHz
NUCL 1H

Pl 11.00 usec
P2 22.00 usec
PLW1 15.84899998 W
GPNAM[1] SMSQ10.100
GPZ1 40.00 %
P16 1000.00 usec
F1 - Requisition parameters
TD 256
SFO1 500.1319 MHz
FIDRES 31.250000 Hz
SW 7.998 ppm
FnMODE TPPI

F2 - Processing parameters
SI 2048

SF 500.1300139 MHz
WDW QSINE

SSB 2

LB 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
SI 2048

MC2 TPPI

SE 500.1300138 MHz
WDW QSINE

SSB 2

LB 0 Hz

GB 0
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Current Data Parameters

NAME PD-22-2
EXPNO 33
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200328
Time 12.27 h
INSTRUM spect
PROBHD 2112726_0001 |
PULPROG zg30

TD 16384
SOLVENT DMEO

NS 62

D& o

SWH 6313.131 Hz
FIDRES 0.770646 Hz
AQ 1.2976128 sec
RG 203

DW 79.200 usec
DE 6.50 usec
TE 303.0 K
D1 0 sec

TDO 1
SFO1 700.0030100 MHz
NUC1

PO 4.20 usec
Pl 12.60 usec
PLW1 39.81100082 W
F2 - Processing parameters
SI 32768

SF 700.0000063 MHz
WoW no

SSB ]

LB 0 Hz

GB ]

PC 1.00

7.0 6.5 5.0 4.5 4.0 3.5 5 2.0 1.5 1.0 0.5 Ppm
< N

- 4 ke Be A

Figure S64. '"H NMR spectrum (700 MHz, DMSO-ds) of 7
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Current Data Parameters
NRME PD-22-2
EXPNO 3730
PROCNO 1
F2 - Requisition Parameters
Date_ 20200401
Time 10.02 h
INSTRUM spect
PROBHD 2112726_0001
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 80656
Ds 2
SWH 42613.637 Hz
FIDRES 1.300465 Hz
RQ 0.7689557 sec
RG 203
DW 11.733 usec
DE 6.50 usec
TE 303.4 K
Dl 0.50000000 sec
D11 0.03000000 sec
TDO 8192
SFOL 176.0353807 MHz
NUCL 13¢
PO 3.50 usec
Pl 10.50 usec
PLW1 35.48099899 W
SFO2 700.0028000 MHz
NUCc2 1H
CPDPRG[2 waltzlé
PCPD2 70.00 usec
PLW2 39.81100082 W
PLW12 1.43719995 W
PLW13 0.83929998 W
F2 - Processing parameters
ST 65536
SF 176.0151436 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

I I I I I
220 200 180 160 140 120 100 80 60 40 20
Figure 565. *C NMR spectrum (176 MHz, DMSO-de) of 7

ppm
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Figure S66. DEPT-135 NMR spectrum (176 MHz, DMSO-ds) of 7
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Current Data Parameters

NAME PD-22-2
EXPNO 3135
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20200331
Time 3.17 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG deptspl35s

D 65536
SOLVENT DMSO

N$ 2048

Ds 2

SWH 29761.904 Hz
FIDRES 0.908261 Hz
RQ 1.1010048 sec
RG 203

DW 16.800 usec
DE 6.50 usec
TE 303.5 K
CNST2 145.0000000

D1 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 128

SFO1 176.0301003 MHz
NUC1

Pl 10.50 usec
P13 2000.00 usec
PLWO 0w

PLWL1 35.48099899 W
SPNAM[5] Crp80comp.4
SPORLS 0.500
SPOFFS5 0 Hz

SPW5S 7.96899986 W
sroz 700.0028000 MHz
NUc2 1H
CPDPRG[2 waltzl6

P3 13.30 usec
P4 26.60 usec
PCPD2 70.00 usec
PLW2 39.81100082 W
PLW12 1.43719995 W

F2 - Processing parameters
sI 65536

SF 176.0152175 MHz
WDW EM

$sB 0

LB 1.00 Hz
GB 0

PC 1.40
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Figure 567. COSY-45 spectrum (700 MHz, DMSO-d6) of 4

Current Data Parameters

NAME PD-22-2
EXPNO 455
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200328
Time 13.50 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG cosygpgf

D 2048
SOLVENT DMSO

NS 4

Ds 8

SWH 6313.131 Hz
FIDRES 6.165167 Hz
AQ 0.1622016 sec
RG 203

DW 79.200 usec
DE 6.50 usec
TE 303.0 K
Do 0.00000300 sec
D1 1.20000005 sec
D13 0.00000400 sec
D16 0.00020000 sec
INO 0.00015840 sec
SPARSELI 0
TDav 1
SFO1 700.0030100 MHz
NUC1 1H

PO 12.60 usec
Pl 12.60 usec
PLW1 39.81100082 W
GPNAM[1] SINE.100
GPZ1 10.00 %
P16 1000.00 usec
Fl - Acquisition parameters
D 64
SFO1 700.003 MHz
FIDRES 197.285355 Hz
SW 9.019 ppm
FnMODE QF

F2 - Processing parameters
SI 2048

SF 700.0000063 MHz
WDW SINE
SSB 0

LB 0 Hz

GB 0

PC 1.40

F1l - Processing paraneters
SI 2048

MC2 QF

SE 700.0000062 MHz
WDW SINE
SSB 0

LB 0 Hz

GB 0
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Figure 568. HSQC spectrum (700 MHz, DMSO-de) of 7
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Current Dsts Parsmeters
D-2.

2-2
EXPNO 7130
PROCNO 1
F2 - Acquisition Psrsmeters
Date_ 20200330
Time 11.09 h

INSTRUM spect.

PROBHD  2112726_0001 (

PULPROG hsgcetgpsisp2.2
20

a8
SOLVENT DMSO
NS 8
Ds a8
SHH 6313.131 Hz
FIDRES 6.165167 Hz
AQ 0.1622016 sec
RG 203
W 79.200 usec
DE 6.50 usec
TE 303.3 K
CNST2 145.0000000
CNST17 -0. 5000000
Do 0.00000300 sec
D1 1.50000000 sec
Da 0.00172414 sec
D11 0.03000000 sec
D16 ©.00020000 sec
D24 0.00100000 sec
No 0.00001780 sec
SPARSELI o
TDav 1
sFO1 700.0030100 MHz
Nuc1
Pl 12.60 usec
P2 25.20 usec
P28 1000.00 vsec
PLW1 39.81100082 W
ExH] 176.0292202 MHz
nNucz 13
CPDPRG([2 bi_pSmdsp_dsp.2
P3 10.70 usec
P14 500.00 usec
P24 2000.00 vsec
P63 1500.00 usec
PL3O oW
PLW2 35.48099899 W
PLW12 1.34290004 W
SPNAM[3] Crp80,0.5,20.1
SPOAL3 ©0.500
SPOFFS3 0 Hz
SPW3 8.27550030 W
SPNAM([7] Crp8Oconp . 4
SPOAL7 0.500
SPOFFS7 0 Hz
SPWT 8.27550030 W
SPNAM[14 Crpd2,1.5,20.2
SPOAL14 0.500
SPOFFS14 0 Hz
SPW14 3.47569990 5
SPNAM[31 Crpd2,1.5,20.2
SPOAL31 0.500

SPOFFS31 0 Hz
0.86892998 W

GPNAM[1] SINE.100
80.00 %
GPNAM[2] SINE.100
20.10 &
GPNAM[3] SINE.100
K
GPNAM[4] SINE.100
-5.00 %
P16 1000.00 usec
P19 800.00 usec

F1 - Rcquisition psremeters
D 64

sFo1 176.0292 MHz
FIDRES 877.808960 Hz
e 159.575 ppm
FnMODE Echo-Antiecho

F2 - Processing parsmeters
sI a8

SF 700.0000057 MHz
S QSINE

SSB 2

LB 0 Hz

GB 0

BC 1.00

F1l - Processing parsmeters
1 4096

ez echo-sntiecho
SP 176.0151441 MHz
WD NE

SSB

LB 0 Hz

B o
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Figure 569. HMBC spectrum (700 MHz, DMSO-ds) of 7

200

Current Data Parameters

NAME PD-22-2
EXPNO 28052
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20200330

Time 11.38 h
INSTRUM spect
PROBHD  2112726_0001 (
PULPROG hmbegplpndgf

D 4096
SOLVENT DMSO

NS 400

DS 16

SWH 5597.015 Hz
FIDRES 2.732918 Hz
RQ 0.3659093 sec
RG 203

DW 89.333 usec
DE 6.50 usec
TE 302.9 K
CNST2 145.0000000
CNST13 5.0000000

DO 0.00000300 sec
D1 1.50000000 sec
D2 0.00344828 sec
D6 0.10000000 sec
D16 0.00020000 sec
INO 0.00001420 sec
SPARSELI 0

TDav 1

SFOL 700.0030100 MHz
NUCl 1H

Pl 12.60 usec
P2 25.20 usec
PLWL 39.81100082 W
sFo2 176.0327405 MHz
NUC2 13¢

P3 10.70 usec
PLW2 35.48099899 W
GPNAM[1] SINE.100
GPzl 50.00 %
GPNAM[2] SINE.100
GPZ2 30.00 %
GPNAM[3] SINE.100
GPZ3 40.10 8
P16 1000.00 usec

F1 - Acquisition parameters

TD 64
sFOl 176.0327 MHz
FIDRES 1100.352173 Hz
sW 200.027 ppm
FnMODE QF

F2 - Processing parameters
sI 2048

SF 700.0000055 MHz
WDW SINE

$SB 3

1B Hz

GB

PC 1.00

Fl - Processing parameters
ST 4096

Mc2 QF

SF 176.0151411 MHz
WDW SINE

$SB

1B Hz

GB
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Figure S70. NOESY spectrum (700 MHz, DMSO-de) of 7

Current Data Parameters

NAME PD-22-2
EXPNO 6030
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200328
Time 15.01 h
INSTRUM spect
PROBHD 2112726_0001 (
PULPROG noesygpph

D 2048
SOLVENT DMSO

NS 32

Ds 16

SWH 6313.131 Hz
FIDRES 6.165167 Hz
AQ 0.1622016 sec
RG 203

DW 79.200 usec
DE 6.50 usec
TE 303.1 K
Do 0.00006316 sec
D1 1.00000000 sec
D8 1.00000000 sec
D16 0.00020000 sec
INO 0.00015840 sec
SPARSELI 0
TDav 1
SFO1 700.0030100 MHz
NUCL 1H

Pl 12.60 usec
P2 25.20 usec
PLW1 39.81100082 W
GPNAM[1] SINE.100
GPZ1 20.00 %
P16 1000.00 usec
Fl - Acquisition parameters
TD 128
SFO1 700.003 MHz
FIDRES 98.642677 Hz
SW 9.01% ppn
FnMODE TPPI

F2 - Processing parameters
SI 2048

SF 700.0000000 MHz
WDW QSINE
SSB 2

LB 0 Hz

GB 0

PC 1.40

Fl - Processing parameters
ST 2048

MC2 TPPI

SF 700.0000000 MHz
WDW QSINE
SSB 2

LB 0 Hz

GB 0
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Figure 71. Viability of human prostate PNT2 cells treated with the investigated compounds for 48
h. No significant cytotoxicity was observed for the concentrations of the drugs up to 100 uM.
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Table S1 Selected crystal data and refinement parameters for structure 1.

Formula weight
Temperature (K)
Radiationtype
Space group
Unit cell

dimensions (A)

V(A% /Z
Dea(g/cm?)

K, mm-!

F(000)

Crystal size (mm)
Orange (°)

Range of i, k and |

Reflections

measured/ unique / with I>20(I)

GooF
Final R indices [I>2sigma(I)]

R indices (all data)
AQminy AQmax (e/A3)

395.45

298(2)

Mo Ka

P21212:
a="7.5507(3),
b =12.1354(6),
c=21.985(1)
2014.5(2), 4
1.304

0.091

840

0.45 x 0.41 x 0.28
1.853 - 32.041

-11<=h<=7, -16<=k<=18, -32<=1<=32

35597/6978/6055
Rint = 0.0205

1.030

R1=0.0406, wR2 =0.1116
R1=0.0484, wR2=0.1179
-0.207, 0.208
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Table 52 Selected bond lengths (d, A) in the structures 1.

O(1)—C(4) 1.224(2)
0(2)—C(9) 1.231(2)
0O(3)—C(6) 1.415(2)
O(4)—C(5) 1.402(2)
O(4)—C(22) 1.417(2)
N(1)—C(4) 1.344(2)
N(1)—C(3) 1.437(2)
N(1)—C(10) 1.464(2)
N(2)—C(9) 1.335(2)
N(@2)—C(5) 1.456(2)
N(@2)—C(8) 1.476(2)
N(3)—C(18) 1.373(2)
N(3)—C(19) 1.379(2)
C(1)—C(2) 1.504(3)
C(1)—C(19) 1.515(2)
C(1)—C(20) 1.534(3)
C(1)—C(21) 1.555(3)
C(2)—C(3) 1.323(3)
C(4)—C(5) 1.525(2)
C(5)—C(6) 1.531(2)
C(6)—C(7) 1.529(3)
C(7)—C(8) 1.535(3)
C(9)—C(10) 1.518(2)
C(10)—C(11) 1.539(2)
C(11)—C(12) 1.491(2)
C(12)—C(19) 1.373(2)
C(12)—C(13) 1.429(3)
C(13)—C(14) 1.405(3)
C(13)—C(18) 1.406(3)
C(14)—C(15) 1.382(5)
C(15)—C(16) 1.387(6)
C(16)—C(17) 1.369(5)
C(17)—C(18) 1.391(3)




Table S3 Hydrogen bonds for structure 1.

D—H..A dD—H) dH..A)  dD..A)  <(DHA)
N@G@)—H@BA)-O(1)  0.94(3) 2.01(3) 2.909(2) 159(2)
O(3)—H(3)~O0@2)i  0.87(3) 1.97(3) 2.825(2) 170(3)

Symmetry transformations used to generate equivalent atoms:
(ii)—x,y—1/2,—z+1/2;(iii) x-1/2,~y+3/2,~z
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