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'H NMR of the compound 3

SRK-PS—-01-404-Nallyl-1H
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Current Data Parameters

NAME SRK-PS-01-404-Nallyl-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180310

Time 11.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 54274
SOLVENT CDC13

NS 16

DS Q

SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 32

DW 60.800 usec
DE 6.50 usec
TE 297.2 K
D1 1.00000000 sec
TDO Ak
======== CHANNEL fl ==

NUC1 1H

Pl 14.75 usec

PL1 -1.00 dB

PL1W 10.56200695 W

SFO1 400.1324710 MHz j/ /

F2 - Processing parameters [ / J/( f ]
ST 32768

SF 400.1300099 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00 “ﬂ
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13C NMR of the compound 3

SRK-PS—-01-404-Nallyl-13C
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Current Data Parameters

NAME SRK-PS-01-404-Nallyl—-13C

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20180310

Time 11.25

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgpg30

TD 65536

SOLVENT CDC13

NS 80

DS 0

SWH 26041.666 Hz

FIDRES 0.397364 Hz

AQ 1.2582912 sec

RG 2050

DW 19.200 usec

DE 6.50 usec

TE 297.4 K 3

D1 1.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL f1l ========

NUC1 13C

Pl 8.50 usec

PL1 -2.00 dB

PL1W 56.53121948 W

SFO1 100.6238364 MHz

CPDPRG [2

NUC2

PCPD2 80.00 u

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 100.6127622 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
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DEPT NMR of the compound 3

SRK-PS-01-404-Nallyl-DEPT

p ﬁ g g O OO — Current Data Parameters
PR 6 L~ AN NAME SRK-PS—-01-404-Nallyl-DEP1]
) ) — VY 00— O EXPNO 3
— — v <t <t <t N PROCNO 1
\ | / | F2 - Acquisition Parameters
Date_ 20180310
Time 11.27
INSTRUM spect
PROBHD 5 mm PABBO BB—
PULPROG deptl135
D 65536
SOLVENT CDC13
NS 45
Ds ]
SWH 24038.461 Hz
FIDRES 0.366798 Hz
poto} 1.3631488 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
TE 297.8 K
CNST2 145.0000000
D1 1.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 1
CHANNEL f1 ==
13¢
8.50 usec
17.00 usec
-2.00 dB
56.53121948 W
100.6228298 MHz
CPDPRG [2 waltzlé
NUC2 1H
P3 14.75 usec
P4 29.50 usec
PCPD2 80.00 usec
ia o " " ¥ ¥ . PL2 -1.00 dB
PL12 13.69 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127622 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 1.40
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'H NMR of the compound 6

SRK-PS-01-412-BUTYRYL-1H
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Current Data Parameters

NAME SRK-PS-01-412-BUTYRYL-1H

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20180319

Time 22.40

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zg30

TD 65536

SOLVENT CDC13

NS 14

DS 0

SWH 10000.000 Hz (3

FIDRES 0.152588 Hz

AQ 3.2767999 sec

RG 61.42 /

DW 50.000 usec

DE 6.50 usec

TE 296.1 K

D1 1.00000000 sec

TDO 1

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

SFOl1 500.1330885 MHz (

NUC1 1H f / /j

Pl 13.35 usec /— /f J

PLW1 16.00000000 W

F2 - Processing parameters

SI 65536

SF 500.1300141 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00 Al
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13C NMR of the compound 6

SRK-PS-01-412-BUTYRYL-13C

8 g\ 2 2 :r' 2 g 8 R 15 2 g g 82 Current Data Parameters
% % : : ~ 1~ 3 - 3 PORbpAA S NAME SRK-PS-01-412-BUTYRYL-13C
— — — o~~~ v < <t &6 & oy EXPNO 2
N | VN 1
F2 - Acquisition Parameters
Date_ 20180319
Time 22.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 40
DS o]
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
DW 16.800 usec
DE 6.50 usec
6 TE 296.5 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFOl1 125.7703637 MHz
NUC1 13C
Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NuUC2 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 125.7577763 MHz
WDW EM
SSB o]
LB 1.00 Hz
GB 0
PC 1.40
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DEPT NMR of the compound 6

SRK-PS-01-412-BUTYRYL-DEPT

Current Data Parameters

— \O [52]

o - - SH 5833 R NAME SRK-P$-01-412-BUTYRYL-DEPT

Qo — ~ 0 N oA EXPNO 3

— — v <t <t oo PROCNO 1

| I \/ \\ // | F2 - Acquisition Parameters
Date_ 20180319
Time 22.43
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG deptspl3s
TD 65536
SOLVENT CDC13
NS 25
Ds 0
SWH 20161.291 Hz
FIDRES 0.307637 Hz
AQ 1.6252928 sec
RG 197.27
DW 24.800 usec
DE 6.50 usec
TE 296.7 K
CNST2 145.0000000
D1 1.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 1

CHANNEL f1 ==
125.7678486 MHz

13C
Pl 8.90 usec
P13 2000.00 usec

PLWO 0w

PLW1 103.00000000 W
SPNAM[5] Crpé60comp.4
SPOALS 0.500
SPOFFS5 0 Hz

SPW5 12.46500015 W

= CHANNEL f2 ==

SFO2 500.1315995 MHz
NUC2 1H
CPDPRG[2 waltzlé

P3 13.35 usec
P4 26.70 usec
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W

F2 - Processing parameters

SI 32768

SF 125.7577762 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

T T I T T ! T T T I T T T 1
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'H NMR of the compound 7
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Current Data Parameters

NAME SRK-PS-01-422-PENTENYL-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180328
Time 5.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 10
DS 0 7
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 114
DW 60.800 usec \\
DE 6.50 usec
TE 298.9 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 -1.00 dB
PL1W 10.56200695 W o ] [/ /j/ /
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I
N R T S ) 7 T TS T W T (R T R e T RS A [ - IO T R PR ) TR e T AT I [ TR T IR R MR T P O
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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13C NMR of the compound 7

SRK-PS-01-422-PENTENYL-13C
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Current Data Parameters
NAME SRK-PS-01-422-PENTENYL-13C
EXPNO 2
PROCNO 1
F2 - RAcquisition Parameters
Date_ 20180328
Time 5.48
INSTRUM spect
PROBHD 5 mm PABBO BB—
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 20
DS 0
SWH 26041.666 Hz
FIDRES 0.397364 Hz 7
AQ 1.2582912 sec
RG 2050
DW 19.200 usec
DE 6.50 usec
TE 298.9 K
D1 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 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

SE 100.6127553 MHz
WDW EM

SSB ]

LB 1.00 Hz
GB )

.40

| T T T T | T T T T T T T | T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



DEPT NMR of the compound 7

SRK-PS—-01-422-PENTENYL-DEPT

g l:r 2 30% O N oD O Current Data Parameters
ol [\ W m A~ =& A <]‘ < EQI‘P’IEO SRK-PS-01 4223PENTENYL DEPT
o« o o — OO A~ OOy
— = - — iy, <t <t on ol PROCNO 1
\’/ | v \\// / / F2 - Acquisition Parameters
Date_ 20180328
Time 5.52
INSTRUM spect
PROBHD 5 mm PABBO BB—
PULPROG deptl135
H ™D 65536
~ O SOLVENT CcDC13
~ NS 50
Ds 0
/ SWH 24038.461 Hz
N FIDRES 0.366798 Hz
- AQ 1.3631488 sec
N RG 2050
DW 20.800 usec
H DE 6.50 usec
TE 299.2 K
CNST2 145.0000000
7 Dl 1.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 1
= CHANNEL fl =
13c
8.50 usec
17.00 usec
-2.00 dB

56.53121948 W
100.6228298 MHz

= CHANNEL f2 =
CPDPRG([2 waltzlé

NUC2 1"

P3 14.75 usec
P4 29.50 usec
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL2W 10.56200695 W
PL12W 0.35871249 w
SF02 400.1316005 MHz

F2 - Processing parameters

SI 32768

SF 100.6127559 MHz
WDW EM

SSB 0

LB 3.00 Hz
GB 0

PC 1.40

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm



'H NMR of the compound 8

SRK-PS-01-510-HEX-1H

r6.244
r6.236
F6.230
F6.222
-6.081
1.626
1.602
1.576
1.518
1.511
1.500
1.444
1.426
1.407
1.389
1.233

Current Data Parameters

NAME SRK-PS-01-510-HEX-1H

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20180601

Time 11.01

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 54274

SOLVENT CDC13

NS 12

DS 0

SWH 8223.685 Hz

FIDRES 0.151522 Hz 8
AQ 3.2998593 sec

RG 71.8

DW 60.800 usec

DE 6.50 usec

TE 298.0 K

D1 1.00000000 sec

TDO 1 //
======== CHANNEL fl ========

NUC1 1H

Pl 14.75 usec /
PL1 -1.00 dB

PL1W 10.56200695 W fiF _f/ [ _/][
SFO1 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

| T T T T T T | T T T T | T | T | T T T T
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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13C NMR of the compound 8

SRK-PS-01-510-HEX-13C

Current Data Parameters o[\o % @ 2 8 O~ <t 0 v e O <M 0
NAME SRK-PS-01-510-HEX-13C & 6 6 v} v ¥ e %o SQuan n
3 g R 3 mEC $8 939385
PROCNO 1
F2 - Acquisition Parameters \/ / | W/ \/ \\// / |
Date_ 20180601
Time 11.04
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 50
DS 0
SWH 26041.666 Hz
FIDRES 0.397364 Hz
AQ 1.2582912 sec S
RG 2050
DW 19.200 usec H
DE 6.50 usec
TE 298.4 K
D1 1.00000000 sec 8
D11 0.03000000 sec
TDO 1
== CHANNEL f1l =
13¢C
8.50 usec
-2.00 dB
56.53121948 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
ST 32768
SF 100.6127587 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
! » '. . o ,;‘l‘“n A s " " . " ’ SRS " " ! | ol - " e

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 O ppm



DEPT NMR of the compound 8

SRK-PS-01-510-HEX-DEPT

iR 5335339483
999 = RRITFTISRE
N N NI/
8
y " L N " Ak " " I
I T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

Current Data Parameters

NAME SRK-PS-01-510-HEX-DEPT
EXPNO 2
PROCNO 1

F2 - Acqguisition Parameters
Date_ 20180601

Time 11.02
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG dept135

TD 65536
SOLVENT CDC13

NS 50

DS 0

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 2050

DW 20.800 usec
DE 6.50 usec
TE 298.2 K
CNST2 145.0000000

D1 1.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C

Pl 8.50 usec
P2 17.00 usec
PL1 -2.00 dB
PL1W 56.53121948 W
SFoOl 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzlé
NUC2 1H

P3 14.75 usec
P4 29.50 usec
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768

SF 100.6127596 MHz
WDW EM

SSB

LB 3.00 Hz
GB

PC 1.40
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'H NMR of the compound 4

SRK-PS-01-414-GH-I-1H
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Current Data Parameters

NAME SRK-PS-01-414-GH-I-1H

EXPNO 1

PROCNO 1 //

F2 - Acquisition Parameters Z

Date_ 20180319 - }i
Time 23.15 < = ()
INSTRUM spect N
PROBHD 5 mm PABBO BB/

PULPROG zg30

TD 65536

SOLVENT CDC13 P
NS 15 N -

DS 0 = =
SWH 10000.000 Hz < H
FIDRES 0.152588 Hz

AQ 3.2767999 sec

RG 53.37 \
DW 50.000 usec ‘1
DE 6.50 usec

TE 296.0 K

D1 1.00000000 sec

TDO 1

======== CHANNEL f]l ========

SFO1 500.1330885 MHz

NUC1 1H

Pl 13.35 usec

PLW1 16.00000000 W j[ /f / [ / —/
F2 - Processing parameters

SI 65536

SF 500.1300135 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

N FRALEE LS IESRAR S TR IR GE L ] L R L] AR R T ISR R LI ] I T i (L IR PRI ST LS

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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13C NMR of the compound 4

SRK-PS—-01-414-GH-I-13C
gg, @ g g % g : ; Lo INIa] \(\01 (o} E S Current Data Parameters
% I8 S LRl ~ = @ S S o : S~  NAME SRK-P5-01-414-GH-I-13C
— — — — B~~~ O O <t < <™ EXPNO 2
VoY N NS 1
F2 - Acquisition Parameters
Date_ 20180319
Time 23.16
INSTRUM spect
- PROBHD 5 mm PABBO BB/
- H PULPROG zgpg30
< - O TD 65536
: SOLVENT CDC13
NS 45
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
.—N AQ 1.1010048 sec
o - RG 197.27
~ - DW 16.800 usec
\\ H DE 6.50 usec
TE 296.4 K
\ D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
4 ======== CHANNEL fl ========
SFOl 125.7703637 MHz
NUC1 13¢C
Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7577760 MHz
WDW EM
SSB o]
LB 1.00 Hz
GB 0
PC 1.40
AN I A AV AR WA A o e e
T T T T T T T T T T T T T T T T T T T T T T T
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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DEPT NMR of the compound 4

SRK-PS-01-414-GH-I-DEPT

o <t [} o <t o~

— o~ 6w < N~ N
< o o« — o O @O~
— — — — O O <t < <™

u\‘\

T
o

7"

» IV
74

” L il "

T ! T T T ! T T T ! I T T

T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Current Data Parameters

NAME SRK-PS-01-414-GH-I-DEP1I
EXPNO 3
PROCNO 1

F2 - Acguisition Parameters
Date_ 20180319

Time 23.19
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG deptspl3s

TD 65536
SOLVENT CDC13

NS 30

DS 0

SWH 20161.291 Hz
FIDRES 0.307637 Hz
AQ 1.6252928 sec
RG 197.27

DW 24.800 usec
DE 6.50 usec
TE 296.6 K
CNST2 145.0000000

D1 1.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
SFol 125.7678486 MHz
NUC1l 13¢C

Pl 8.90 usec
P13 2000.00 usec
PLWO 0w

PLW1 103.00000000 W
SPNAM[S5] Crpé0comp. 4
SPOARLS 0.500

SPOFFS5 0 Hz

SPWS 12.46500015 W
======== CHANNEL f2 ========
SFO2 500.1315995 MHz
NUC2 180
CPDPRG[2 waltzlé

P3 13.35 usec
P4 26.70 usec
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W

F2 - Processing parameters
SI 32768

SF 125.7577762 MHz
WDW EM

SSB o]

LB 1.00 Hz
GB o]

PC 1.40



'H NMR of the compound 9

SRK-PS-01-415-BUTYRYL-G-II-1H

Current Data Parameters

NAME
EXPNO
PROCNO

SRK-PS-01-415-BUTYRYL-G-II-1H

1
1

F2 - Acquisition Parameters

Date_ 20180323

Time 5.15

INSTRUM spect

PROBHD 5 mm PABBO BB- Pq

PULPROG zg30 -

TD 54274 N it

SOLVENT CDC13 ~ +4

NS 30 T

DS 0 \\\\

SWH 8223.685 Hz

FIDRES 0.151522 Hz

AQ 3.2998593 sec 9

RG 203

DW 60.800 usec

DE 6.50 usec

TE 297.8 K

D1 1.00000000 sec

TDO 1

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

NUC1 1H

Pl 14.75 usec j / /

PL1 -1.00 dB

PL1W 10.56200695 W

SFOl1 400.1324710 MHz

F2 - Processing parameters

ST 32768

SF 400.1300101 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00 L_7

T I I T T I T I I I I I I I I I I I ! I I
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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13C NMR of the compound 9

SRK-PS-01-415-BUTYRYL-G-II-13C
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Current Data Parameters \ / ‘ \ \/ \V \ / \\/ / / /

NAME SRK-PS-01-415-BUTYRYL-G-II-13C

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20180326

Time 4.11

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgpg30

TD 65536 -

SOLVENT CDC13 - H

NS 2782 - - O

Ds 0 - -

SWH 26041.666 Hz =

FIDRES 0.397364 Hz

AQ 1.2582912 sec

RG 2050

DW 19.200 usec

DE 6.50 usec N

TE 296.8 K

D1 1.00000000 sec

D11 0.03000000 sec

TDO 1

7"

© I

Pl 8.50 usec
PL1 -2.00 dB
PL1W 56.53121948 W
SFO1 100.6238364 MHz

== CHANNEL f2 ==
CPDPRG[2 waltzlé
NUCz 1H
PCPD2 80.00 usec
PL2 -1.00 aB
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 100.6127543 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm



'H NMR of the compound 10

SRK-PS—-01-PENTENYL-RCM—-1H

NWOWMOWWOWAMMEMOSEMANNW T OW0WMO OMO - A AN AOMOSOM
A A AN FANOOD TN NN A A A A0 T T ITONAOO TN D
WO O0O00000000000O0 AN NN WD MMM N

Current Data Parameters

NAME SRK-PS-01-PENTENYL-RCM-1H
EXPNO 1
PROCNO 1 /
F2 - Acquisition Parameters ’/
Date_ 20180403 - H
Time 6.13 < = O
INSTRUM spect -
PROBHD 5 mm PABBC BB-
PULPROG zg30 [
TD 54274
SOLVENT CDC13 ._N
NS 11 N -
DS 0 ~
SWH 8223.685 Hz N H
FIDRES 0.151522 Hz \\
AQ 3.2998593 sec
RG 181
DW 60.800 usec 10
DE 6.50 usec
TE 295.6 K
D1 1.00000000 sec \
TDO 1
======== CHANNEL fl ========
NUC1 1H
P 14.75 usec
PL1 -1.00 dB /
PL1W 10.56200695 W ¥ g /f 4 / P
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A Jk i

U TR AT T [ ) 2 2R | [ R O VT T N B (52 FE BE 5) RECT A [ O e ) (RS A (I R E N (T B S T [ O S [ o [ S e O [ L [ L T T B

100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

= [ [sed (el g =1k oll©]| [©]|®
= o o ] Nl == 212] =]
o © o | Ny v =l



'H NMR of the compound 11

SRK-PS—-512-HEX-G1-1H

Current Data Parameters

~
=t
(=)
<

3.904
3.495
3. 357
3.342
3.328
3314
3.298
2.984
2.970
2.954
2.940
2.925
2.912

ol
(=)
o
o~

Ny

2. 752
2.737
2.723
2.316
2.301
2.288
2273
2.258
2.090
2.076
2.061
2.048
1.857
1.830
1.587
1.582

(=]
I
Pt
o

4.935
3911

el
wy
(=)
<

" 2a

NAME SRK-PS-512-HEX-G1-1H
EXPNO 1
PROCNO 1 /
-
F2 - Acquisition Parameters - H O
Date_ 20180805 - =
Time 23.42 -
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536 - N
SOLVENT CDC13 N -
NS 16 N o
DS 0 < H
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 61.42
DW 50.000 usec 11
DE 6.50 usec
TE 296.4 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ======== /
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300135 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
| M M J‘ A A JUUKJL N
. e ZEL e e SR RS S R S 7 R R R R R S AT N R R R R R RERF RN TR R RN R AR LN R LT W0 TR S S ST (T T A
95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

(=3 < Q (w0 ©|[= ol (][] (v~
S o7 ] =S el = (N] (N
[y ©o o L b o N || N |y NN
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13C NMR of the compound 11

SRK-PS-512-HEX-G1-13C

v oo — v 00 <t
(=] O N < O — 0O o <t =t © O WV = < —
2 - g ® v < = & = 9 ©e AN

Current Data Parameters O <t 0 o — =~ >~ ™~ 0 [Sal=A] NO O~ O

NAME SRK-PS-512-HEX-G1-13C 7 T 77 I o n FTEFFOO AN

3 N/ NI ENAY

PROCNO 1

F2 - Acquisition Parameters

Date_ 20180805

Time 23.48

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgpg30

TD 65536

SOLVENT CDC13

NS 80

DS o]

SWH 29761.904 Hz

FIDRES 0.454131 Hz -

AQ 1.1010048 sec - -

RG 197.27 N L

DW 16.800 usec N H

DE 6.50 usec \

TE 296.8 K

D1 2.00000000 sec

D11 0.03000000 sec 11

TDO 1

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

SFOl 125.7703637 MHz

NUC1 13C

Pl 8.90 usec /

PLW1 103.00000000 W

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

SFO2 500.1320005 MHz

NuUC2 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 125.7577752 MHz

WDW EM

SSB o]

LB 1.00 Hz

GB 0

PC 1.40

T T T T T T T I T T T T T T T T T T | I I T
210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 ppm

20



DEPT NMR of the compound 11

SRK-PS-512-HEX-G1-DEPT

% 3 ; :rl' 8 3 o o Nt O oo Current Data Parameters

— & 06 v < — 0 o N G < NAME SRK-PS-512-HEX-G1-DEPT

I88 e g8 358 8% BP0 2
PROCNO 1

\ ‘/ \// | | \ ’ x | \/ F2 - Acquisition Parameters
Date_ 20180805
Time 23.43
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG deptspl35
TD 65536
SOLVENT CDC13
NS 80
DS 0
SWH 20161.291 Hz
FIDRES 0.307637 Hz
AQ 1.6252928 sec
RG 197.27
DW 24.800 usec
DE 6.50 usec
TE 296.4 K
CNST2 145.0000000
D1 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
SFol 125.7678486 MHz
NUC1 13C
Pl 8.90 usec
P13 2000.00 usec
PLWO ow
PLW1 103.00000000 W
SPNAM[S] Crpé0commp. 4
SPOALS 0.500

A SPOFFS5 0 Hz

SPW5 12.46500015 W
======== CHANNEL f2 ========
SFO2 500.1315995 MHz
NUC2 180
CPDPRG [2 waltzlé
P3 13.35 usec
P4 26.70 usec
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
F2 - Processing parameters
sSI 32768
SF 125.7577765 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

o L e
150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



Energies and cartesian coordinates of optimized geometries of 4, 9, 10, and 11.

Compound 4

Zero-point correction= 0.275534 (Hartree/Particle)

Thermal correction to Energy= 0.290404

Thermal correction to Enthalpy= 0.291348

Thermal correction to Gibbs Free Energy= 0.231841

Sum of electronic and zero-point Energies= -634.972971

Sum of electronic and thermal Energies= -634.958101

Sum of electronic and thermal Enthalpies= -634.957157

Sum of electronic and thermal Free Energies= -635.016664

01

C -0.40479700 0.19193600 -0.65983200
C 0.57836300 -1.01809200 -0.76550400
C 1.70903900 -0.78539200 0.25143600
C 1.07931100 0.22385300 1.24759400
C 0.14862100 1.13343000 0.42565700
H -0.69925200 0.70344300 -1.58154800
H 0.91292500 -1.32117800 -1.75865600
H 1.94074600 -1.72358700 0.76835600
H 0.47330600 -0.33625000 1.96845800
H 1.83110200 0.77154200 1.82022100
H -0.69210500 1.48364800 1.04301800
C -0.57913000 -1.84546300 -0.17961800
0 -0.72935200 -2.97646100 0.21039200
N -1.41122900 -0.75707900 -0.17373000
C -2.67831700 -0.53589400 0.48438600
H -3.09559700 -1.53086600 0.67556300
H -2.53545900 -0.04141700 1.45655400
C -3.59152300 0.28947300 -0.37724400
H -3.83644500 -0.13238100 -1.35058100
C -4.06329700 1.47819500 -0.01729300
H -3.81648800 1.91145200 0.94906700
H -4_.71578900 2.05514400 -0.66367400
C 4_.17658300 -0.77402400 -0.15863200
H 5.06103700 -0.38900700 -0.65510800
H 4.32332400 -1.57789500 0.55831000
C 2.96512600 -0.28845200 -0.41249600
H 2.84748200 0.51490400 -1.13832600
C 1.98856200 2.84897500 0.02731100
H 2.70678300 2.35607400 0.67550600
H 2.31442000 3.76561100 -0.45303800
C 0.76978800 2.36343000 -0.18668600
H 0.10346600 2.91015700 -0.85562200
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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=

Compound 9

0.304496 (Hartree/Particle)

Sum of electronic and thermal Free Energies=

o
=

ITITOITOITITITOITOIITOITIOIIOIIOZ00IIIIIIITOOOOO

|
ONFPNPFPOOFRPNOO

OFRP WWNWWAOUTHM

| L A A O N |
OO BA_NWW

0.320725
0.321669
0.258756
-674.238695
-674.222466
-674.221522
-674.284434
-10282300 0.33213400 -0
.95072700 -0.97316700 -0
.13336000 -0.85584800 0
.64955800 0.22155400 1
. 78846800 1.21871800 0
.15613200 0.86238200 -1
.21914400 -1.30894700 -1
.28437300 -1.80978000 0
.01395400 -0.26441100 2
.47366600 0.69384100 1
.01485200 1.65763300 1
.27471400 -1.67540300 -0
.54159000 -2.79189500 0
.98100800 -0.50316800 -0
.25985800 -0.18403000 0
.64670900 -1.11414000 0
-12968500 0.52985900 1
.57547000 -1.09293900 -0
.47282500 -0.80276800 -0
.67168800 -1.89771800 0
.40797600  -0.49574600 -0
.34035400 0.30546800 -1
. 78979800 2.71550800 -0
.48032100 2.14071600 0
-19300500 3.58998400 -0
.51377900 2.37322700 -0
.88232400 2.99467000 -0
.24544800 0.38375400 -0
.41627800 -0.36327400 -1
. 78443200 1.25841200 -0
.54334100 0.78037700 0
-48600600 1.56839200 0
. 71962600 0.22534600 -0
.81307400 -0.56402300 -0
.62825500 0.54013200 0

.59317100
.71826300
.25636500
.26311200
.46443400
-51590000
.72114900
. 77406400
-01098500
.80254900
.11177100
.10858500
.26078300
.06708600
-51562800
-94252900
.34194800
.23968300
. 77587700
.48474800
-45797900
.19264100
.03359900
.57601300
.53342100
.18146500
.81826300
.51288200
.29454100
-99177600
.12812400
.87970500
.14382200
.88498200
.35828900
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Compound 10

Zero-point correction= 0.352954 (Hartree/Particle)

Thermal correction to Energy= 0.369851

Thermal correction to Enthalpy= 0.370795

Thermal correction to Gibbs Free Energy= 0.305462

Sum of electronic and zero-point Energies= -709.188587
Sum of electronic and thermal Energies= -709.171690
Sum of electronic and thermal Enthalpies= -709.170746

Sum of electronic and thermal Free Energies= -709.236079

01

OOOWRLNFRORFRNNEFRO

5
5
5
3
3.85315200
1
1
2
1
2

ITOIOIITOIITOITOIITOITOIIOIIOZ00IIITIIIIITOOOOOO

-54981800 0.41160500 -0.
.44188600 -0.79066600 -0.
.70666800 -0.77665100 0.
-30091200 0.12601800 1.
.28990700 1.16942100 0.
.15159700 1.03750200 -1.
.63379600 -0.92896500 -1.
.92029700  -1.78155300 0.
.81260500 -0.48517100 2.
-15970100 0.58732400 1.
-59519300 1.43924100 1.
.30501700 -1.65831500 -0.
.10080500 -2.83028400 -0.
-0.41704100 -0.57590600 0.
-1.71383100 -0.46431900 0.
-1.96175600 -1.45070800 1.
-1.64479300 0.20082400 1.
.03175900 -0.96941500 -0.
.86878100 -0.56596400 -1.
.14572600 -1.96264900 -O0.
.91757600 -0.27583100 -0.

0.71424500 -0.

-89286500 3.08756600 -0.
.32889300 2.72521200 -1.
-41953900 4.01400700 -O.
.96221400 2.45615700 0
.56143200 2.90694600 1.
-2.79911600 0.02698600 -0.
-2.85662200 -0.64866900 -0.
-2.52261600 1.00440400 -O.
-4.16975500 0.11899900 0.
-4.46611700 -0.86078700 0.
-4.09212600 0.77016300 1
-5.23430300 0.65822500 -0.
-5.06241300 1.65051900 -O.
-6.33512700 0.01683600 -0.
-7.05621100 0.46229600 -1.
-6.55415500 -0.97430400 -O.

27797600
70182100
17905800
37293100
82971900
06438100
75768900
52756000
12497400
84792300
62277700
16110600
06195700
20495000
82563300
20056500
68368500
72893600
27126400
32731700
56771300
99005100
75813600
59868500
90532500

.40221300

17958500
13183800
98051400
52310300
54872400
91413200

-41918500

36729200
75878700
72020500
38273000
35906500
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Zero-point correction=

Compound 11
0.383191 (Hartree/Particle)

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

C 0
C 1
C 3
C 2
C 1
H 0
H 2
H 3
H 2
H 3
H 0
C 0
0 0
N 0
C -1
H -1
H -1
C S
H 6
H S
C 4
H 4
C 2
H 1
H 2
C 2
H 2
C -2
H -2
H -2
C -3
H -3
H -3
C -4
H -4
H -4
C -6
H -6
C -7
H -6
H -8

-98869700
.98542600
.21477700
.70061800
.63037300
-56869200
.22336400
-49356100
.23640000
.50481600
-89070000
-90124300
. 78375100
.08693700
.23815000
-40686300
.26292600
.57714900
.39828700
. 75393800
-40790100
.28139700
-13560000
.62984600
-59330500
.21479300
. 75073700
.32888200
.28671900
.12527200
. 72405700
.92448800
.76121100
.82724200
. 78129900
.64876900
.20303800
.50197400
.04893200
.80143200
.02031600

0.401406
0.402350
0.333514
-748.196674
-748.178460
-748.177515
-748.246351
0.37476900 -0.
-0.75338700 -0.
-0.64313700 0.
0.22386200 1
1.18641500 0.
0.96887600 -1.
-0.87362400 -1
-1.62904200 0
-0.42422400 2
0.74975300 1
1.40042600 1
-1.70792100 -0
-2.89277700 -0
-0.68597900 0
-0.67673200 0
-1.66693100 1
0.02431900 1
-0.65437600 -0
-0.18660400 -1
-1.63645500 -0
-0.04921000 -0
0.93359600 -0
3.14736200 -0
2.74326200 -1
4.11211400 -0
2.52190200 0
3.01699600 1
-0.32901400 -0
-1.04557800 -1
0.65061000 -0
-0.33178500 0
-1.31192400 0
0.37970200 1
0.01300200 -0
-0.69375400 -1
1.00015700 -1
-0.03521400 -0
-0.98589400 0
0.97932600 -0
1.94798700 -0
0.87511900 0

30179800
69503900
22822900

.40672500

82880800
10150900

. 74375600
-58489900
-14291000
-90938300
-59781900
.19380500
-10529300
-15058200
.72062400
.12810700
.55160400
.60068600
-11490900
.19439100
.47780100
-90309200
. 74073600
-59911300
.87156400
.42220300
.21858600
.29219600
-10907900
.72137000
.33274000
.76289300
.15554800
.67500600
-50254400
-09390500
.06845400
-34902900
.00859300
-41054600
.44197400
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