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"H NMR of the compound 43
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Current Data Parameters

NAME SRK-PS-01-207-AMIDE-
EXPNO 1
PROCNO 1

F2 - Requisition Parameters
Date_ 20170912
Time 6.59
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 54274
SOLVENT CDC13

NS 16

DS o]

SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 161

DW 60.800 usec
DE 6.50 usec
TE 297.2 K
Dl 1.00000000 sec
TDO 1
======== CHANNEL £

NUC1

Pl 14.75 usec
PL1 -1.00 dB
PL1W 10.56200695 W
SFOl 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300101 MHz
WDW EM

SSB o}

LB 0.30 Hz
GB Q

PC 1.00

7.448
7.445
7.402
7.399
7.396
7.381
7.362
7.260
7.245
7.241
7.236
7.226

1E

Iy

7.223
7.221

"

3.374
3.371
3.364
3.357
3.349
3.342
3.334
3.288
3.281
3.274
3.260
3.127
3.122
3.117
3.113
3.106
3.100
2.997
2.992
2.987
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BC NMR of the compound 43

Current Data Parameters

NAME SRK-PS-01-207-AMIDE-13C
EXFNO 2
PROCNC 1
F2 - RAcquisition Parameters
Date_ 20170912
Time 7.01
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULFROG zgpg 30
TD 65536
SOLVENT CDC13
NS 100
Ds o]
SWH 26041.666 Hz
FIDRES 0.397364 Hz
RO 1.2582912 sec
RG 2050
DW 19.200 usec
DE 6.50 usec
TE 297.5 K
Dl 1.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL fl ========
13¢C
8.50 usec
-2.00 dB
56.53121948 W
100.6238364 MHz
==== CHANNEL {2 ========
CPDPRG[2 waltzlé
nNucz 1H
PCPD2 80.00 usec
PLZ2 -1.00 dB
PL1Z 13.69 dB
PL13 14.50 dB
PL2W 10.56200695 W
PL1ZW 0.35871249 W
PL13W 0.29767781 W
SFOZ 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127560 MHz
WDW EM
S8B 0
LB 1.00 Hz
GB Q
PC 1.40
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"H NMR of the compound 31

Current Data Parameters

NAME SRK-PS5-01-COT-AMD-RED—-1H

EXPNO 1 H
PROCNO 1 O
F2 — Acquisition Parameters

Date_ 20170908 /

Time 5.03

INSTRUM spect

PROBHD 5 mm PABBO BB— N Ph
PULFPROG zg30

™ 54274 H

SOLVENT CcDC13

NS 16

Ds 0 O
SWH 8223.685 Hz

FIDRES 0.151522 Hz 31

j-o] 3.2998593 sec

RG 203

DW 60.800 usec

DE 6.50 usec

TE 298.1 K

D1 1.00000000 sec

TDO 1

NUC1

Pl

PL1

PL1W 10.56200695 W

SFOl 400.1324710 MHz Vs v Ve e Ve Ve
F2 - Processing parameters

SI 32768

SE 400.1300095 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB o]

PC 1.00
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BC NMR of the compound 31

SRK-PS-01-CB-13C-13C

Current Data Parameters

NAME SRK-PS-01-CB-13C-13C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171205
Time 16.39
INSTRUM spect
PROEBHD 5 mm PAEBC BB-
PULPROG zgpg30
TD 655326
SOLVENT CDC13
NS 250
DS 4]
SWH 26041.666 Hz
FIDRES 0.397364 Hz
AQ 1.2582912 sec
RG 2050
DW 19.200 usec
DE 6.50 usec
TE 297.8 K
Dl 1.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f1 =
13C
8.50 usea
-2.00 dB

56.53121948 W
100.6238364 MHz

CPDPRG[2 waltzlé
NUC2 1H
PCPDZ 80.00 usec
PL2 -1.00 dB
PL12 13.62 dB
PL13 14.50 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
PL13W 0.29767781 W
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127554 MHz
WDW EM
38B 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T
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"H NMR of the compound 29

7.457
7.454
7.450
7.437

6.028
6.023
5.821
5.243
5.240
5.200
5.197
5.174
3.088
3.084
3.072
2.686
2.683
2.675
2.672
2.650
2.647
2.635
2.593
2.572
2.556
2.535

Current Data Parameters

NAME SRK-PS—01-COT-DIALLYL-1H
EXPNO 1
PROCNC 1

F2 — Acquisition Parameters

Date_ 20180121
Time 15.06
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 54274
SOLVENT cDCl3

NS 30

Ds 0

SWH 8§223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 228

DWW 60.800 usec
DE 6.50 usec
TE 297.2 K
D1 1.00000000 sec
TDO 1

= == CHANNEL f1 ==

NuC1 18 / f /

Pl 14.75 usec

PLL -1.00 dB Ir Jr /f

PLIW 10.56200695 W

SFO1 400.1324710 MHz

F2 - Processing parameters

SI 32768

SF 400.1300095 MHz

WDW EM

SSB Q

LB 0.30 Hz

GB 0

pC 1.00
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BC NMR of the compound 29

Current Data Parameters

NAME SRK-PS-01-18-ALLYL-13C
EXPNO 1
PROCNOC 1
F2 - Acguisition Parameters ! /
Date_ 20170120 ’
Time 5.16
INSTRUM spect
PROBHD 5 mm PAEBC EB-
PULPROG zgpg30
TD 65536 /
SOLVENT CDC13
NS 100
D3 o]
SWH 26041,666 Hz
FIDRES 0.397364 Hz O
RQ 1.2582912 sec
RG 28.5
DW 19.200 usec /
DE 6.50 usec
TE 297.6 K
D1 1.00000000 sec NPh
D11 0.03000000 sec
TDO 1 /
CHANNEL f1 = 29 O
13¢
8.50 usec
-2.00 dB
56.531219%48 W
100.6238364 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzlé
Nuc2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 14.50 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
PL13W 0.29767781 W
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127527 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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"H NMR of the compound 32

7.451
7.437
7.434
7.424
7.421

Current Data Parameters

NAME SRK-PS-01-CB-DIALLYL-1H

EXPNO 1

PROCNO 1

F2 - Acguisition Parameters O

Date_ 20171219

Time 21.45

INSTRUM spect /

PROEHD 5 mm PABBO BB/

PULPROG zg30

TD 65%36 NPh

SOLVENT CDC13

NS 13

DS 0

SWH 10000.000 Hz

FIDRES 0.152588 Hz 32

AQ 3.2767999 sec

RG 134.65

DW 50.000 usec

DE 6.50 usec

TE 296.2 K

D1 1.00000000 sec

TDO 1

== CHANNEL fl ========

SFrol 500.1330885 MHz

NUCl 1H

Pl 13.35 usec

PLWL 16.00000000 W

F2 - Processing parameters I/ / ] /‘ f j / / / /

ST 65536

SF 500.1300133 MHz

WDW EM

S55B 0

LB 0.30 Hz

GB Q

PC 1.00 J—A

R D B e L IR L IR I

10 9 8 7 6 5 4 3 2 1 0 ppm
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BC NMR of the compound 32
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Current Data Parameters /

NAME SRK-PS-01-CB-DIALLYL-13C

EXPNC 2

PROCHNO 1

FZ - Acquisition Parameters

Date_ 20171219 O

Time 22.09

INSTRUM spect /

PROEHD 5 mm PABBC BB/

PULPROG zgpg30

D 65536 NPh

SOLVENT CDC13

ns 535

DS 0 /

SWH 29761.904 Hz

FIDRES 0.454131 Hz O

AQ 1.1010048 sec 32

RG 197.27

DW 16.800 usec

DE 6.50 usec

TE 296.9 K

D1 1.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL fl ========

SFO1 125.7703637 MHz

NUCL 13C

Pl 8.90 usec

PLW1 103.00000000 W

======== CHANNEL f2 ========

SFO2 500.1320005 MHz

nNucz2 1H

CPDPRG [2 waltzlé

PCPD2 80.00 usec

PLW2 16.00000000 W

PLW12 0.44556001 W

PLW13 0.22411001 W

F2 - Processing parameters

ST 32768

SF 125.7577729 MHz

WDW EM

5SB 0

LB 1.00 Hz

GB Q

PC 1.40
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"H NMR of the compound 40

Current Data Parameters

NAME SRK-PS-01-CHD-DIALLYL-1H
EXPNO 1
PROCNO 1
F2 - RAcquisition Parameters
Date_ 20170306
Time 7.22
INSTRUM spect O
PROBHD 5 mm PABBCO BB-
PULPROG zg 30 /
TD 54274
SOLVENT CDC13
ns s NPh
Ds o]
SWH 8223.685 Hz /
FIDRES 0.151522 Hz O
AQ 3.2998593 sec
RG 32
DW 60.800 usec
DE 6.50 usec 40
TE 296.4 K
Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 -1.00 dB
PL1W 10.56200695 W
SFol 400.1324710 MHz
g1 ¥ g Jr e __/-/ e s/
F2 - Processing parameters
SI 32768
SF 400.1300102 MHz
WDW EM
S8B 0
LB 0.30 Hz
GB o]
PC 1.00
bk - J ) LA L
I T I I I I I I T I I
10 9 8 7 6 5 4 3 2 1 ppm
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BC NMR of the compound 40

Current Data Parameters

NAME SRK-PS—01-CHD-DIALLYL-13C
EXPNO 2
PROCNG 1
F2 - Bcquisition Parameters
Date_| 20170306
Time 7.23
INSTRUM spect
PROEHD 5 mm PAREC BE—
PULPROG zgpg30
D 65536
SOLVENT cDCLl3
NS 1500
DS 0
SWH 26041.666 Hz
FIDRES 0.397364 Hz
O 20 1.2582912 sec
RG 2050
DW 19.200 usec
/ DE. 6.50 usec
TE 296.4 K
D1 1.00000000 sec
NPh D11 0.03000000 sec
TDO 1
/ NUC1 13c
O Pl 8.50 usec
PL1 -2.00 dB
PL1W 56.53121948 W
40 SFO1 100.6238364 MHz
== CHANNEL £2 =
CPDPRG [2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL1Z2 13,69 dB
PL13 14.50 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
PL13W 0.29767781 W
SFO2 400,1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127544 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
pe 1.40

T \ T | T
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"H NMR of the compound 44
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BC NMR of the compound 44

210 200

190

180

170

160

150

140

130

120

NPh

44

110 100 90

80

70

60

50

40

30

20

10

ppm

S11



"H NMR of the compound 49

[N
6EL”
18T
89T~
T0%°
IR
DEF "
(424
189
£€60°
960"
LeT”
0ET”
£eve”
sve’
£9¢”
Foc:
99¢”
o€z
9€¢C”
6ET”
LvC”
I8¢’
£G6C”
9G6¢”
roc”
89¢"
oLz
£Le”
18¢"
P8
(45
9aF”
9
SoF”
LY
SLT”
8T
98T~
Z6T"
10¢C*
ote”
LTZ"
Tee”
Lee:
09¢-
69¢”
PLZ:
8LT”
F8c”
88"
F6c”
86¢C"
s0g”
£8€°
68E "
Feg”
ooF -

/

/7

|/

—

~~rcceceeceeercrhrre Y COwWOVYWOWwWYwO OO owowomnmonmmumwem s N NN NN

0.5 ppm

80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0

8.5

9.0

10.0 9.5

S12



BC NMR of the compound 49
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"H NMR of the compound 30
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Current Data Parameters &l\'\ \/ '\\\/

NAME SRK-PS-01-R47-1H \

EXPNO 1

PRCCNO 1 \

F2 - Acquisition Parameters O

Date_ 20170302

Time 5.14 /

INSTRUM spect

PRCBHD 5 mm PABBO BB-

PULPROG zg30 NPh

TD 54274
SOLVENT CDCL13
NS 20
DS 0
SWH 8223.685 Hz 30 O
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 32
DW 60.800 usec
DE 6.50 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec /
PL1 -1.00 dB
PL1W 10.56200695 W [ /,/ / // / / /
SFo1l 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A L u 3

100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm
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ol oso|e
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BC NMR of the compound 30

300

NPh

Current Data Parameters

NAME 56-SRK-PS-01-40-13C
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters

Date_ 20170206
Time 16.11
INSTRUM spect
PROBHD 5 mm PABBO BB—
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 700

DS Q

SWH 26041.666 Hz
FIDRES 0.3373¢4 Hz
AQ 1.2582912 sec
RG 2050

DW 19.200 usec
DE 6.50 usec
TE 295.1 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

PL1 -2.00 dB
PL1W 56.53121948 W
SFOL 100.6238364 MHz
== = CHANNEL f2 ==
CPDPRG [2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 14.50 dB
PL2ZW 10.56200695 W
PL12W 0.35871249 W
PL13W 0.29767781 W
SFO02 400.1316005 MHz

F2 - Processing parameters

sI 32768

SF 100.6127558 MHz
WDW

$SB 0

LB 1.20 Hz
GB 0

PC

220 200

T
100

80

20 0 ppm
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"H NMR of the compound 34

Current Data Parameters

NAME SRK-PS-01-230-GH-II-1H
EXPNOC 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171012
Time 17.26
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg 30
TD 54274
SOLVENT CDC13
NS 11
Ds Q
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 71.8
DW 60.800 usec
DE 6.50 usec
TE 297.4 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUCl 18
Pl 14.75 usec
PL1 -1.00 dB
PL1W 10.56200695 W
SFO1 400.1324710 MHz ey f / f f
F2 - Processing parameters
SI 32768
SF 400.1300100 MHz
WDW EM
S5B 0
LB 0.30 Hz
GB Q
PC 1.00

. 1, 1[ ,A\_HJUl

100 985 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm
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BC NMR of the compound 34

Current Data Parameters

NAME SREK-PS-01-230-GH-II-13C o ‘ )
EXPNO 2 N |
PROCNO 1 N |
F2 - Acquisition Parameters

Date_ 20171012

Time 17.28

INSTRUM spect

PROBHD 5 mm PABRBO BB-

PULPROG zgpyg30

D 65536

SOLVENT CDC13

NS 31

DS Q

SWH 26041 .666 Hz

FIDRES 0.397364 Hz

AQ 1.2582912 sec

RG 2050

DW 12.200 usec

DE 6.50 usec

TE 297.8 K

D1 1.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL fl ====

NUC1 13¢C

Pl 8.50 usec

PL1 -2.00 dB

PL1W 56.53121948 W

SEQL 100.,6238364 MHz

======== CHANNEL f2 ========

CPDPRG [ 2 waltzlé

NUC2 1H

PCPD2 80.00 usec

PL2 -1.00 dB

PL12 13.69 dB

PL13 14.50 dB

PL2W 10.56200695 W

PL12W 0.35871249 W

PL13W 0.29767781 W

SFO2 400.1316005 MHz

F2 — Processing parameters

51 32768

SE 100.6127604 MHz

WDW EM

SSB Q

LB 1.00 Hz

GB 0

PC 1.40
o i y - - iAoty by "’ o AN M ————y P Mo i1
I T I I I I T I T I I I

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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"H NMR of the compound 33

7.359
7.356
7.348
7.344
7.340
7.329
7.260
7.149
7.146
7.142
7.134
7.132
7.130
6.495
6.488
6,486
6.479
5.963
5.958
5.956
5.954
5.949
2.871
2,865
2.859
2.598
2.594
2.589
2.585
2.569
2.564
2.560
2.555
2.182
2.153
2.086
2,081
2.074
2.069
2,063
2.056
1.541
1.537

1.529
1.525

1.517

1.503

= Vg —

Current Data Parameters

NAME SRK-PS-01-CB-RCM-1H
EXPNO 1
PROCNO 1 O
F2 - Acquisition Parameters /
Date_ 20171223
Time 10.52 NPh
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536 ()
SOLVENT CDC13
NS 30 :3:3
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 177.33
DwW 50.000 usec
DE 6.50 usec
TE 295.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 500,1330885 MHz
Nocl 1H
P1 13.35 usec /
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300133 MHz
WDW EM
S5B 0
LB 0.30 Hz
GB 0
PC 1.00
IR e B B L B B L L ) B L B B B L N N
9 8 7 6 5 4 3 2 1 0 ppm
[=dL=1b=3 o » [+2] ™ (N ™
2= < e Q= (2=
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BC NMR of the compound 33

33

NPh

Current Data Parameters

NAME SREK-PS-01-CB-RCM-13C
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20171223

Time 10.54
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zZgpg30

TD 65536
SOLVENT CDC13

LES 1000

Ds 0

SWH 29761.904 Hz
FIDRES 0.454131 Hz
RQ 1.1010048 sec
RG 197.27

DW 16.800 usec
DE 6.50 usec
TE 295.6 K
D1 1.00000000 sec
D1l 0.03000000 sec
TDO 1

mmmmmmms CHANNEL f1 ssss———

SFOL 125.7703637 MHz
NUC1 13¢C

Pl 8.90 usec
PLW1 103.00000000 W

= CHANNEL fz = =
500.1320005 MHz

nNuocz 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLWZ 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
51 32768
SF 125.7877720 MHz
WDwW EM
SSB 0
LB 1.00 Hz
GEB o]
rc 1.40

200 180
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"H NMR of the compound 41
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NAME SRK-PS-01-53-1H

EXPNO 1

PROCNO 1 O

F2 - Acquisition Parameters /

Date_ 20170308

Time 13.43

INSTRUM spect N P h

PROBHD 5 mm PABBC BB-

PULPROG zg30

TD 54274

SOLVENT CDC13 O
NS 8

DS 0

SWH 8223.685 Hz 41
FIDRES 0.151522 Hz

AQ 3.2998593 sec

RG

DW 60.800 usec

DE 6.50 usec

TE 298.8 K

D1 1.00000000 sec

TDO 1

======== CHANNEL fl ========

NUC1 1H

Pl 14.75 usec

PL1 ~1.00 dB 1 4 7 S S S S
PL1W 10.56200695 W

SFO1 400.1324710 MHz

F2 - Processing parameters

ST 32768

SF 400.1300100 MHz

WDW EM

S3B 0

LB 0.30 Hz

SE 0 1-.00 ot Uut J L_

R L U T T R I I IR IR I IR B I B

95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm
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BC NMR of the compound 41

Current Data Parameters

NAME SRK-PS-01-53-13C

EXPNCO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20170308

Time 13.44

INSTRUM spect

PROBHD 5 mm PABBO BB— O
PULPROG zgpg30

D0 65536

SOLVENT cpels 74
ns 170

DS 0

SWH 26041.666 Hz NPh
FIDRES 0.397364 Hz

aQ 1.2582912 sec

RG 2050

oW 19.200 usec

DE 6.50 usec

TE 299.1 K O
Dl 1.00000000 sec

D11 0.03000000 sec

TDO 1 41
======== CHANNEL fl ========

Nucl 13¢

Pl 8.50 usec

PL1 -2.00 dB

PL1W 56.53121948 W

SFOl 100.6238364 MHz

======== CHANNEL f2 ========

CPDPRG(2 waltzlé

NUCZ 1H

PCPD2 80.00 usec

PL2 -1.00 dB

PL12 13.69 dB

PL13 14.50 dB

PL2W 10.56200695 W

PL12W 0.35871249 W

FL13W 0.29767781 W

SFo2 400.1316005 MHz

F2 - Processing parameters

sI 327¢8

SF 100.6127542 MHz

WDW EM

SsB )]

LB 1.00 Bz

GB 0

EC 1.40

T T T T | | | T T T | | | | T T T | | | T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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"H NMR of the compound 45

O NOT N~ O AN~ AN MO0 NOO AT N o~ N—"0 AN NS OWOoYy™m ™~
ST NN A OO NN O NN TTFTFOO0O0NAANAAAOODONO OO TN T O
T T TN NN A A A A AT AT MM A O OO O WWWOWWW W W S O
e e il e e e e e e e il e e e e L T BT W7o B To BT R BT o T s B o B s o T e B o B B B oo B o T o S D T QN AN QN I oV SN PN BN BN B I

Current Data Parameters M '—\‘W’W%

NAME SRK-PS-1-222-RCM-1H

EXPNC 1

PROCNO 1 O

F2 - Acguisition Parameters

Date_ 20170822

Time 15.33

INSTRUM spect N Ph

PROBHD 5 mm PABBO BB-

PULPROG zg30

D 54274

SOLVENT CDC13 O

NS 30

DS 0

SWH 8223.685 Hz 45

FIDRES 0.151522 Hz

AQ 3.2998593 sec

RG 228

oW 60.800 usec

DE 6.50 usec

TE 297.8 K

Dl 1.00000000 sec

TDO 1

======== CHANNEL fl ========

NUC1 1H

Pl 14.75 usec

PL1 -1.00 dB

PL1W 10.56200695 W

SFO1 400.1324710 MHz — = — _ = — —

F2 - Processing parameters

ST 32768

SF 400.1300099 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00 \“l\w_~*\‘ﬁh—-___kﬂ
. .

95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

= | N|Ww f= - n = [=]
e < @ (@ o L
|- (2] Lc B K] o -
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BC NMR of the compound 45

Current Data Parameters
NAME SRK-PS—-01-222-RCM-13C
EXPNO 3

PROCNO 1 O

F2 — Acquisition Parameters

Date_ 20171215
Time 0.15
INSTRUM spect
PROBHED 5 mm PABBO BB/
PULPROG zgpg30 N Ph
D 65536
SOLVENT cpel3
Ns 24470
Ds 0
SWH 29761.9%04 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
el 16.800 usec 45
DE 6.50 usec
TE 297.3 K
D1 1.00000000 sec
D11 0.03000000 sec
DO 1
CHANNEL fl1 =
125.7703637 MHz
13¢
8.90 usec

103.00000000 W

CHANNEL f2 =
sSFo2 500.1320005 MHZ
Nucz 1H
CPDPRG[2 waltzle
PCPD2 80.00 usec
BLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7577635 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
EBC 1.50

I I I I I I I I I I I I I I I I I I I [ I I I

210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 0 ppm
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"H NMR of the compound 50

NN A0 N0 WY A0NWHEANTOOWMMEMNTOWNDN WM WW N O MW T~ < ©
N1 OO N OO WOWOMOANATYo-LW TN ™M [s)We el¢ e T o U~ (LS e} [e)RTe]
T NN NN NNN NN N A A A A S S S0 S W oD O O 0 O O W ~ ~
Lo e e o o e e o A e Sl Sl el e o ol SN e SR X e e BN AN I To B To WTo NS NN NN NN —

Current Data Parameters

NAME 56-SRK-P5-01-41-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170204

Time 8.13 O
INSTRUM spect

PRCBHD 5 mm PABBO BB-

PULPROG zg30

TD 54274

SOLVENT cDel3 NPh
NS 11

DS 0

SWH 8223.685 Hz O

FIDRES 0.151522 Hz 50

AQ 3.2998593 sec

RG 128

D 60.800 usec

DE 6.50 usec

TE 296.6 K

D1 1.00000000 sec

TDO 1

======== CHANNEL f1 ========

NUC1l 1H

Pl 14.75 usec

PL1 -1.00 dB I J J +f g
PL1W 10.56200695 W

SFO1 400,1324710 MHz

F2 - Processing parameters

ST 32768

Sk 400.1300101 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0
PC 1.00 L m
N | " .

10 9 8 7 6 5 4 3 2 1 ppm
SNR || ™ <> ] NS w0 |0
Nfm QNN - < R S| RS
NN MININ (] ™ - (=20 o (=2 o
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BC NMR of the compound 50

Current Data Parameters

NAME 56-SREK~-P5-01-41-13C
EXPNO s
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170204

Time 8.47
INSTRUM spect
PROBHD S mm PABBC BEB-
PULPROG zgpg30

D 65536
SOLVENT CDC1l3

NS 60

Ds 0

SWH 26041.666 Hz
FIDRES 0.397364 Hz
AQ 1.2582912 sec
RG 1030

DW 19,200 usec
DE 6.50 usec
TE 297.2 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
mmmmmsss CHANNEL f]l ==sssse=
NOUC1 13C

P1 8.50 usec
PL1 -2.00 dB
PL1W 56.53121948 W
SFO1 100.6238364 MHz
--——-—-- CHANNEL 2 --—-——--
CPDPRG[2 waltzlé
NUCz2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 14.50 dB
PL2ZW 10.56200695 W
PL12W 0.35871249 W

PL13W 0.29767781 W
SFOZ 400.1316005 MHz

F2 - Processing parameters

ST 32768

SF 100.6127566 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB Q

PC 1.40

210 200 190 180 170

160

150

140

130

120

NPh

110 100 90

80

70

60

50

40

30

20

10 ppm
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Energies and cartesian coordinates of optimized geometries of 30, 33, 41 and 45.

Compound 30

Zero-point correction= 0.417491 (Hartree/Particle)

Thermal correction to Energy= 0.438881

Thermal correction to Enthalpy= 0.439825

Thermal correction to Gibbs Free Energy= 0.367218

Sum of electronic and zero-point Energies= -1132.698142
Sum of electronic and thermal Energies= -1132.676752
Sum of electronic and thermal Enthalpies= -1132.675808
Sum of electronic and thermal Free Energies= -1132.748415
01

O 1.35978200 0.11559000 2.28264600

N 1.68144200 0.05645500 -0.00000200

C -0.72205400 2.05411500 1.40341600

H -1.79056200 2.29966000 1.36148000

H -0.44164000 2.00226700 2.45900700

C 0.05742400 3.11446800 0.66649100

H 0.59830400 3.86665500 1.23269400

C -1.03632800 -1.74630100 0.66809400

H -0.76089800 -2.60152000 1.27665400

C -3.87326800 -1.09001100 1.40494400

H -3.69712900 -2.14796900 1.21229900

C 0.93932100 0.25260600 1.16054500

C -0.48144200 0.66683900 0.77416300

C -2.89807600 -0.12532200 0.78574200

H -3.18537200 0.87477400 1.12656600

C 5.38081800 0.21411500 0.00003200

H 6.16844400 0.96031100 0.00004500

C 3.04922700 -0.35193400 0.00000600

C -1.45684400 -0.43189600 1.28719600

H -1.42817300 -0.45748700 2.37981600
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4.04875800
3.77103200
3.35764100
2.54996100
5.70134100
6.74135800
4.69174800
4.94322100
-4.89170400
-5.56112500
-5.09443400
1.35978000
-0.72205800
-1.79056600
-0.44164700
0.05742200
0.59830100
-1.03632800
-0.76089800
-3.87326800
-3.69712500
0.93932200
-0.48144300
-2.89807600
-3.18537200
-1.45684400
-1.42817200
-4.89171000
-5.56113100
-5.09444400

0.61396100
1.66303400
-1.70767400
-2.43287800
-1.14131200
-1.45114200
-2.10079300
-3.15617600
-0.72629800
-1.45669500
0.32032600
0.11548500
2.05405200
2.29959800
2.00215700
3.11443800
3.86659900
-1.74633200
-2.60157900
-1.09007600
-2.14802600
0.25255700
0.66680500
-0.12535800
0.87472200
-0.43195500
-0.45759600
-0.72639700
-1.45681400
0.32021800

0.00002200
0.00002800
-0.00000100
-0.00001400
0.00002400
0.00003100
0.00000800
0.00000200
2.17682600
2.61859000
2.38992000
-2.28265300
-1.40350700
-1.36157800
-2.45909700
-0.66663100
-1.23287000
-0.66801400
-1.27653500
-1.40489400
-1.21220700
-1.16055800
-0.77419300
-0.78573600
-1.12660700
-1.28717600
-2.37979500
-2.17678500
-2.61851500
-2.38992000
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Compound 33

Zero-point correction=

Thermal correction to Energy=

Thermal correction to Enthalpy=

Thermal correction to Gibbs Free Energy=
Sum of electronic and zero-point Energies=
Sum of electronic and thermal Energies=
Sum of electronic and thermal Enthalpies=

Sum of electronic and thermal Free Energies=

01

T O & T oo I o@D o000 ao@m o T 02z 0

0.92214300
1.28899000
-1.23887900
-2.31992000
-0.96130800
-0.52164900
-0.02356000
-1.33785300
-1.00477900
0.51723000
-0.91852700
-3.26604400
-3.67755000
4.88796400
5.55736800
2.67622000
-1.84367300
-1.81094500
3.53687100
3.14349900
3.15740400
2.47652900

-0.43829300
0.07142500
1.55693700
1.74291300
1.27413000
2.80428400
3.42778300
-1.96713300
-2.92201700
-0.05260100
0.37046600
-0.47888400
0.29763400
0.25271800
0.88995000
-0.25020600
-0.86719300
-1.15264600
0.57315800
1.44404200
-1.38281300
-2.00470700

0.386314 (Hartree/Particle)

0.405013
0.405957

2.25398600
0.02695100
1.81588400
1.81120900
2.83494300
1.36415300
2.10023500
0.20441400
0.59820800
1.18361800
0.88340700
0.65849800
1.30776700
-0.83836100
-1.40679400
-0.04404000
1.11285100
2.16829900
-0.76841600
-1.27771600
0.61088000
1.17843400

0.339905
-1055.377781
-1055.359082
-1055.358138
-1055.424190

528



C 5.38065200 -0.87247200 -0.18334200

H 6.43686100 -1.11526900 -0.23673800

C 4.51294100 -1.68485000 0.54111300

H 4.88972500 -2.56321100 1.05491800

O 0.96271900 0.69653300 -2.17648800

C -1.23899900 2.21950300 -0.90441800

H -2.32064300 2.37643400 -0.81127100

H -0.96535000 2.43781500 -1.94031500

C -0.52289100 3.12088400 0.06947400

H -0.02678400 4.01446400 -0.29701700

C -1.32268300 -1.65264400 -1.09370500

H -0.97565100 -2.32242200 -1.87365400

C 0.53540900 0.51645600 -1.06169200

C -0.90991600 0.73888000 -0.62095200

C -3.25221900 -0.12004000 -0.85543400

H -3.66348600 0.86378000 -1.09335300

C -1.81847100 -0.25774700 -1.40864500

H -1.76358200 -0.02997900 -2.47716600

C -4.24092600 -1.27965900 -1.13649500

H -5.20265100 -0.95574300 -1.53941600

H -3.83951200 -2.06633100 -1.77999000

C -4.26131400 -1.63176300 0.37232500

H -3.87972800 -2.62736400 0.61211000

H -5.23424000 -1.50684600 0.85195300
Compound 41

Zero-point correction= 0.351290 (Hartree/Particle)

Thermal correction to Energy= 0.368620

Thermal correction to Enthalpy= 0.369565

Thermal correction to Gibbs Free Energy= 0.306299

Sum of electronic and zero-point Energies= -978.050691

Sum of electronic and thermal Energies= -978.033360

Sum of electronic and thermal Enthalpies= -978.032416




Sum of electronic and thermal Free Energies=

01

O oo @D o@D T oo - o@D o@D o@D o 00 o000 @Do@m T a2z 0

0.54866800
0.91362700
-1.85351900
-2.95068100
-1.54735100
-1.33835600
-0.96791300
0.12911700
-1.34131900
4.47937300
5.07407300
2.33334100
-2.09570000
-2.08025300
3.09590900
2.60425300
2.94233300
2.33325900
5.09894600
6.17925600
4.32753900
4.80333300
0.57443000
-1.89165500
-2.98723700
-1.62348800
-1.35947600
-1.00619400
0.14126300
-1.33496400
-2.03602100

-0.83877300
0.07305500
0.90968800
0.92330900
0.52782200
2.30556000
2.88871400

-0.34102100

-0.06789300
0.85830700
1.66187600

-0.04861800

-1.43060800

-1.84643200
0.98771400
1.87318300

-1.20473200

-1.99571200

-0.28892700

-0.38282600

-1.31564800

-2.21270000
1.00919700
1.94912400
1.92076800
2.35376600
2.80103200
3.80514300
0.58435500
0.51534600

-0.48564000

2.13287500
0.03777000
1.88454700
1.87086600
2.86245800
1.64012500
2.47770000
1.11590000
0.80682000
-0.59698100
-1.01887800
-0.00955100
0.80503400
1.81583800
-0.54558900
-0.92879400
0.47610700
0.89579300
-0.10925000
-0.14836700
0.42785400
0.81025900
-2.05110800
-0.72180200
-0.66694400
-1.70154800
0.40291700
0.18887500
-1.00704200
-0.62502600
-1.59187800

-978.095681
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H -1.96625200 -0.10030300 -2.61245700
C -3.54121500 -1.20749100 0.30075800
H -4.07320300 -0.51639400 0.96055600
H -4.07633200 -2.15899600 0.34966100
C -3.50650900 -0.67111000 -1.15090000
H -4.05846900 0.26863700 -1.23763800
H -3.98222500 -1.37755800 -1.83557800
C -1.36776200 -1.83411800 -1.43827800
H -0.90944600 -2.34093500 -2.28106000
C -1.40781600 -2.32862000 -0.19851000
H -0.98635200 -3.28633700 0.08919300
Compound 45
Zero-point correction= 0.363179 (Hartree/Particle)
Thermal correction to Energy= 0.379863
Thermal correction to Enthalpy= 0.380807
Thermal correction to Gibbs Free Energy= 0.318929

-1054.131824
-1054.115140
-1054.114196

Sum of electronic and zero-point Energies=
Sum of electronic and thermal Energies=

Sum of electronic and thermal Enthalpies=

Sum of electronic and thermal Free Energies= -1054.176074
01

O 0.87098200 0.22488200 2.28371600
N 1.16928500 0.08514900 -0.00001300
C -1.35320600 2.02977100 1.39595900
H -2.44461200 2.15463300 1.34040900
H -1.08164600 2.00337300 2.45485700
C -0.67059200 3.15628700 0.66684500
H -0.19166900 3.94840700 1.23463700
C -1.73764800 -1.86634200 0.78425700
H -1.04225500 -2.54441500 1.28113400
C 0.43441800 0.31373000 1.16294100
C -0.99901600 0.66394800 0.77403100
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-3.36334400
-4.15016200
4.86073200
5.61627300
2.55334300
-1.91587300
-1.89931300
3.51324800
3.19302900
2.91898700
2.14526400
5.23741500
6.28943700
4.26824300
4.56276800
0.87115500
-1.35307600
-2.44448200
-1.08139800
-0.67050900
-0.19151800
-1.73771800
-1.04237600
0.43431500
-0.99901900
-3.36339400
-4.15024200
-1.91596000
-1.89945300
-3.28860100
-3.84758800
-3.28852800
-3.84746100

-0.48247000
0.08889300
0.39608700
1.17483500
-0.26537700
-0.43082600
-0.42776500
0.74062400
1.77759300
-1.60658300
-2.36800500
-0.94474300
-1.21101000
-1.94462600
-2.98882800
0.22582400
2.02993900
2.15485900
2.00364400
3.15635500
3.94853400
-1.86622600
-2.54423300
0.31346300
0.66402000
-0.48231900
0.08914400
-0.43063300
-0.42743000
-2.04207400
-2.69618800
-2.04221900
-2.69645200

0.78429600
1.27852300
0.00010800
0.00021400
-0.00002100
1.32007300
241491800
0.00010100
0.00019400
-0.00013800
-0.00024300
-0.00000600
0.00000300
-0.00012800
-0.00021900
-2.28371700
-1.39581000
-1.34038000
-2.45468000
-0.66649600
-1.23414800
-0.78453600
-1.28157300
-1.16295400
-0.77398700
-0.78422000
-1.27828300
-1.32011900
-2.41496600
-0.77374000
-1.44112800
0.77354100
1.44085900
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