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General Remarks

IR spectra were recorded on a Perkin—Elmer Spectrum One FTIR spectrometer. 'H and 3C
NMR spectra were recorded on a Bruker (500 MHz, 400 MHz and 300 MHz) spectrometer
using TMS as internal reference. Chemical shifts for IH NMR spectra are reported (in parts
per million) relative to internal tetramethylsilane (Me4Si 6= 0.0 ppm) with CDClj; as solvents.
3C NMR spectra were recorded at 125 MHz and 100 MHz. Chemical shifts for *C NMR
spectra are reported (in parts per million) relative to internal tetramethylsilane (Me4Si 6 = 0.0
ppm) with CDCl; as solvent. 'H NMR data are reported in the order of chemical shift,
multiplicity (s = singlet, d = doublet, t = triplet, dd = doublet of doublet, and m = multiplet),
number of protons, and coupling constant in hertz (Hz). Mass spectra were obtained from
Waters ZQ 4000 mass spectrometer by the ESI method, while the elemental analyses of the
complexes were performed on a Perkin—Elmer-2400 CHN/S analyzer. TLC plates were

visualized by exposing in iodine chamber, UV-lamp or spraying with KMnO, and heating.
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INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
D 262144
SOLVENT CDC13
NS 848
DS 0
SWH 40760.871 Hz
FIDRES 0.155490 Hz
AQ 3.2156830 sec
RG 256
DW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
dlil 0.03000000 sec
DELTA 0.89999998 sec
TDO i
CHANNEL f1l mmmm==
13cC
8.50 usec
-2.00 dB

CHANNEL f£2
waltzleé
1H
BO.00 usec
14.00 dB
18.00 dB
-1.00 dB
400.1320007 MHz

F2 - Processing parameters
ST 131072
SF 100.6127690 MH=z
L dind Wow M

SSB Ry
3 e, LB 0.30 Hz

T T T T T T el T T GB o

160 140 120 100 80 60 40 20 0 ppm F< 1.40

Fig: 'H &'3C NMR of Dodecylbenzoate, 2

S4



1H EN1, CDC13, 28/05/15, SAIF, NEHU
e w0 © © 0~ OO O o~
— 0 O O < AN N — O)Y O) WO = <
[celie e} — — — o O W IO N
—~ — O = < < ™M R B B e e B e e B}
NAME 1H EN1
EXPNO 1
PROCNO 1
Date 20150528
Time 10.23
O INSTRUM spect
PROBHD 5 mm BBO BB-1H
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13C EN1,CDC13, 28/05/15, SAIF, NEHU
— = O O WO s AN
o O O v = AN O M N O O OHOYO = S LD <TI0 O LD
= N o O NN O D O WO T O - ON OO W WWOo I oY O
.. R . N Orr- O MO W I  WOWANNIMME OO WO oo
o o N N —H N M . . . . . . . . . . . . . . . . .
O O o oM oo AN — O s 10O cd 4 O O) Oy Oy O WO N N s O
NAME 13C EN1
EXPNO 1
PROCNO 1
Date_ 20150528
Time 11.309
INSTRUM spect
PROBHD 5 mm BBO BB-1H
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66560
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DS (o]
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FIDRES 0.612393 Hz
o 0.8165193 sec
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DE 6.00 usec
TE 300.0 K
D1 4.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f1
13C
7.00 usec
0.00 dB
100.6208180 MH=z
= CHANNEL f2
CPDPRG2 waltzl6
Nucz2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 16.00 dB
PL13 20.00 dB
SFO2 400.1320007 MHz
ST 32768
SF 100.6127690 MHz
WDW EM
SSB (o]
LB 0.30 Hz
GB (o]
J PC 1.40
T T T T T T T T T T
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Fig: 'H &"3C NMR of Octyl 4-methoxybenzoate . 5
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N o oy odie, DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
CHANNETL
1H
14.00 usec

-1.00 dB
400.1316005

F2 - Processing parameters
SI 16384
SF 400.1300321 MHz
- WDW E|
SSB [¢]
LB 1.00 Hz
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NS 836
DS 0
SWH 40760.871 Hz
FIDRES 0.155490 Hz
AQ 3.2156830 sec
RG 256
DW 12.267 usec
DE 6.00 usec
TE 00.0 K
D1 1.00000000 sec
dll 0.03000000 sec
DELTA 0.89999998 sec
TDO 1
PL1 -2.00 dB
SFO1 100.6208180 MHz
— = CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL12 14.00 dB
PL13 18.00 dB
PL2 -1.00 dB
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F2 - Processing parameters
SI 131072
SF 100.6128710 MHz
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B [+]
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Fig: 'H &'3C NMR of Dodecyl 4-methoxybenzoate, 6
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EXPNO 1
PROCNO 1
Date_ 20150818
Time 13.07
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
D 66560
SOLVENT cpc13
NS 445
Ds o]
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ 0.8165193 sec
RG 406
DW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 3.00000000 sec
D11 0.03000000 sec
CHANNEL £2
waltzl6
1H
80.00 usec
-1.00 dB
16.00 dB
20.00 dB
400.1320007 MHz
32768
100.6127690 MHz
EM
o}
0.30 Hz
0
J 1.40
T T T T T T T T T T T
180 160 140 120 100 80 60 40 20 0 ppm

Fig: 'H &'3C NMR ofOctadecyl4-methylbenzoate. 7
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EXPNO 10
PROCHN 1
Date_ 20150408
Timo 17.10
INST

AUM ‘spec
FROBHD 5 mm!g:cp THM3
PULPROG 230

D 65536
SOLVENT cooia
NS 64

SWH 7500.000 Hz
8] FIDRES  0,114441 Hz
P
n-CgH ow 66,667 usec
o e DE £.50 usoc
TE 300 K
o1 1.00000000 sec
TDO 1
DZN s=s=ss=s CHAMNEL 1 ==
. NUC1 H
Octyd 4-ritrobenzoate, § B 11,60 usec
PLIW

15.020871871 W
SFOM 300.1324010 MHz
5l A2TER
SF :II:IM:IWUE"M MHz

WDW
S5S8 L]
LB 0,30 Hz
GB Q
PC 1.00
| ;I
t ||
S
10 9 8 7 6 5 a 3 2 1 0 ppm
88 2 8 g 5 8 8
oo =] — =1 - o o
3 & 2a&c 22388 ERCIRRRCTIS Exbo "
g B8 €88 ERRSS EEE R E T R 5?.,';5",%5?;«
= | al me 18.

<
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PROBHD 5 mm QNP 1H13
PULPROG “:?pg:lﬂ

TO &
SOLVENT cociy
NS 1024

PLIW 5513059616 W

SFO1 T5. 4752853 MHz
s======== CHANNEL 12 szzz====
CPDPRG2 waltz16
HUC2 1H
PCPD2 80,00 usec
PLZ -1.00 4B
PL12 17.00 dB
PL13 21.00 dB
PLZW 1502081871 W
PLIZW [ R 253 W
PLI3W 009477496 W
SFO2 3001312005 MHz
sl 32768
SF TE AET7344 MHz
[ | Wiow EM

SSE 0

| LE 2.00 Hz

| GB

| PC 1.40
|
L MR m l
7 | k T i i BT =g W o T E T | ¥ T T RebddoCT
180 160 140 120 100 80 60 40 20 0 ppm

Fig: 'H &'*C NMR of Octyl 4-nitrobenzoate, 8
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4-Tolyl 4-nitrobenzoate, @

Current Data Parameters
NAME Apr21-2014

EX 1

PROCNO 1

F2 - Acquisition Parameters
Date_ 20140420

Time 22.56
INSTRUM

spact
PROBHD 5 mm PABBO BB-
PULPROG Q30

TD 32768

SOLVENT CDCl3

NS 322

330.578 Hz

10
0.315264 Hz
1.5860212 sec
203

Ds
SWH
FIDRES
AQ

] 10.65 usac

PL1 0.00 dB

PL1W 23.53637505 W
SFO1 500.1330885 MHz

F2 - Processing parameters

Sl 32768

SF 500.1300000 MHz
oW EM

=
3 BRSBEERE a2 8
D SESusSog Han -~
= sEluaean EkE &
VL)
\ \
| \ |/
| {
1
|
1
|
1
|
1 Gl !
L] -
T T T T T T T T T T T
200 180 160 140 120 100 80 &0 40 20 0 ppm

Fig: 'H &'3C NMR of4-Tolyl 4-nitrobenzoate, 9
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LE 0.30 Hz
GB o
PC 1.00
Current Data Parameters
HAME Apr21-2014
EXPNO
B 1
F2 - Acquisition Parameiars
Date 20140420
Time~ 23.42

INSTRUM spect
PROBHD 5 mm g;E!EO EB-
¥ULPROG z

SOLVENT CDCIZ

N5 1024

DS 4
SWH 29761.904 Hz
FIDRES 0.00326
AQ 505524 sec
RG 03
ow 16.800 usec
OE 50
TE 8.9 K
01 200000000 sec
D11 0.03000000 sec
T 1
—=———= CHANNEL {1l ———
HUC1 1
m 780 usec
L1 0.00 dB
PLIW T0.B35109Ta5 W
FO1 125.7703643 MHz
CHANMEL f2
CPDPRG2 wahlz1E
NUC2 1
PCPD 80.00 usec
PL2 0.00 dB
pL12 17.51 dB
PL13 18.00 dB
PL2W 53637505 W
PLI2W 0.41757080 W
PL1IW AT 02643 W
FO! E500.1320005 MHz

F2 - Processin: ame ers

SF 1257577800 MHz
WOwW EM

S5B [1]
LB 1.00 Hz
GB ]
PC 1.40



a Parameters
Z——1715

1

1

ition Parameters

20110916
15.39
spect
BB-1H

zg
32768
CDC13

8

BBO

(1]
12019.230
0.366798
1.3631988

Hz
sec
usec
usec

300.0

1.00000000 sec
1

usec
dB
MHz
sing parameters
16384
400.1300308 MHz
EM

a

1.00 Hz

0
1.00

BRUKER
=5

Data Parameters
13¢c z-115

uisition Parameters
20110928
13.56
spect
5 mm BBO BB-1H
zgpg
262144
CDC13
848
0
40760.871 Hz
0.155490 Hz
3.2156830 sec
256
12.267 use
6.00 use
300.0 K
1.00000000 sec

0.03000000 sec
0.89999998
i K

sec

13C
8.50 use

CHANNEL f1

-2.00 dB
100.6208180 MHz

CHANNEL f2 =======

.00
400.1320007 MHz

cessing parameters
131072
100.6127690 MHz
EM
0
0.30 Hz
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EXPNC
PROCNC
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Date
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INSTRUM
PROBHD 5
PULPROG
TD
{} SOLVENT
NS
DS
.M n-Cy=H SWH
-
2 0 1207125 FIDRES
AQ
RG
DwW
DE
TE
= D1
Dodecyl 3-nitrobenzoate, 10 G50
F2 - Proces
SI
SF
WDW
< SSB
LB
l U GB
= 9 PC
=3 — ~ = o o o v}
= ™~ o~ (=3} =3 L= (=] )
™ | o~ — i o (=] o~
—
~ W o oo
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Current
NAME
EXPNO
PROCNG
F2 - Acg
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS
DS
SWH
FIDRES
AQ
RG
DW
DE
TE
Dl
dil
DELTA
TDO
CPDPRG2
NUC2
PCPD2
PL12
PL13
PL2
SFO2
F2 - Pro
SI
SF
WD
SSB
LB
| G = TR =T T e e G

Fig: 'H &'3C NMR ofDodecyl 3-nitrobenzoate, 10
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NAME BE29.B3
§ EXPNO L]
o PROCNG 1
' Date onsodoa
Tirme 1434
INSTAUM spect
PROBHD 5 me QNP 1HA3
PULPROG 2930
O
SOLVENT COCI3
NS (7]
os )
SWH TEO0.000 Hz
FIDRES 0114841 Hx
AQ 43651168 snc
AG F= ]
0 ow BE.6ET usoe
DE 650 usnc
TE 300 K
o1 100000000 sec
0 oo 1
snnamnan CHANNEL 11 seemee
F 1H
(] 1150 usec
FL1 =1.00 dB
PLIW 1502081671 W
Pheneth 4-flurobenzoate, 11 Fpl
¥ 001 3000TT Mz
wow EM
55R ]
LB 0.30 Hz
GE o
P 1.00
|
|
|
Lk S N S N ) RN |
e ama s e e e o LS —
11 10 9 8 7 [ 5 4 3 2 1 0 ppm
L
5 8528 8 2 A
[=N =1L = - - o=
BER SBECRRERER sgRs e o e e
3 ] g = ] 3 52 o
T8  S@SEEsssce ERRE d 8 PROCNOD e
! N A A A Time 14.36
r - Lt L
N h\ibwf/’ ; \Qv&/ Eﬁﬁﬁg S rm JiHﬂS
PULPROG
O 655
SOLVENT cocis
NS 1024
DS &
SWH 18939395 Hz
FIDRES 0.288952
A S
ARG 14
oW 2EA0D uSec
DE 650 usac
TE 300 K
o1 2,00000000 sec
D11 6.03000000 sec
s======= CHANMEL 11 ssss===:
NUCH 13C
P11 8.70 usec
PL1 =300 dB
PLIW 5513059616 W
754752853 MHz
sesmszss CHANNEL 12 s======
CPDPRG2 wablz16
MHUCZ 1
PCPD2 50.00 usoc
PL2 —1.00 dB
PL12 17.00 3B
PL13 1.00 dB
PLZW 1502081871 W
PLI2W OL.F3B06393 W
PLIIW 0094774956 W
SFOZ  300.1312005 MHz
Sl 12768
SF T5.A6TTIIE MHz
WDW EM
558
LB 2.00 Hz
GB [
| PC 140
i | i i ok

180 160

T T e T T T o= T
140 120 100 80 &0 40 20 0

Fig: 'H &'3C NMR of Phenethyl 4-flurobenzoate, 11
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NAME 1H EN-7
EXPNO 2
PROCNO 1
Date_ 20150818
Time 13.21

o ~N1-CyaHaz

F z
ec

sec

sec

Octadecyl 4-flurobenzoate, 12

ec
ec

PL9 55.00 dB
SFO1 400.1305043 MH=z
SI 16384
SF 400.1300027 MHz
WDW EM
SSB ]
LB 1.00 H=z
GB 0
PC 1.00

=] ~ o wf lofo
=] 5] — | [efe-|le
— — ot o ol [—lolles
T T T T T T T | T T T
9 8 T 6 5 4 3 2 ppm
o) MO e oy
o) = oo =0l = e T o ] W oY oY MmO W O m
oy~ = cor-~ nm T NO O MO WMoy 0N O =
FE mor- ™ AW WNMN WO S
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NAME 13C EN-7
EXPNO 1
PROCNO 1
Date_ 20150818
Time 14.06
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
[D 66560
SOLVENT cpCcl3
NS 697
DS 0
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ 0.8165193 sec
RG 287
oW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 3.00000000 sec
D11 0.03000000 sec
TDO i
CHANNEL £1
0.00 dB
100.6208180 MHz
= CHANNEL f2
CPDPRG2Z2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.00 dB
PL12 16.00 dB
PL13 20.00 dB
SFO2 400.1320007 MH=z
51 32768
SF 100,6127690 MHz
WDW EM
S5B 0
LE 0.30 Hz
GB 0
PC 1.40
Il
T T T T T T T T T
160 140 120 100 80 60 40 20 0o ppm

Fig: 'H &'3C NMR ofOctadecyl 4- flurobenzoate, 12
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CHANNEL £1

1H

11.5¢
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Fig: 'H &'3C NMR ofPhenethyl4-chlorobenzoate, 14
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Fig: 'H &'3C NMR ofPhenethylpropionate, 16

S14

400.

100.68127




o~
O~ st M OV O OO M S oY SN W0 O
— o © OV O WD) DO SN M O oY O
=== L i B e e R Bl R el o R B il
= =f ™ R R R <::—1t:::><:::—-j:,
NAME 1H ENZ2
EXPNO 1
PROCNO 1
Date_ 20150528
Time 13.11
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg
TD 32768
SOLVENT €bcl3
NS 16
G DS 6]
SWH 20000.000 H=z
FIDRES 0.610352 Hz
AQ 0.8192500 sec
.-H‘GE,HIT RG 28.5
O DwW 25.000 usec
DE 6.00 usec
TE 300.0 K
D1l 1.00000000 sec
TDO 1
Oectyd 2-ettylhexanoate, 17 CHANNEL L1
11.50
=-1.00
400.1310341 MH=z
16384
400.1300269 MH=z
EM
o]}
1.00 Hz
[¢]
1.00
= o o o
= - — (¥
— = o ]
T T T T T T T T
7 6 5 a4 3 1 0 ppm
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NAME 13C EN2
EXPNO 1
PROCNO 1
Date_ 20150528
Time 14.28
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
TD 66560
SOLVENT cpcl3
NS 940
DS 0
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ 0.8165193 sec
RG 25
DW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 4.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f1
7.00 usec
0.00 dB
100.6208180 MHz
CHANNEL f2 =
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 16.00 dB
PL13 20.00 dB
SFO2 400.1320007 MHz
SI 32768
SF 100.6127690 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.40
Mk
T T T T T T T T T T
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Fig: 'H &"3C NMR of Octyl 2-ethylhexanoate, 17
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Current Data Parameters

Fig: 'H &"3C NMR of Dodecyl 2-ethylhexanoate, 18
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NAME ZU-87
EXENO i
PROCNO 1
{:) F2 - Acquisition Parameters
Date_ 20110421
Time 13.21
= INSTRUM spect
o C1zHzs B 5 an se0 Ho5E
PULPROG zgq
D 32768
SOLVENT CDC13
Ns 8
DS a
SWH 12019.230 Hz
FIDRES 0.366798 Hz
aQ 1.3631988 sec
Dodec 2-ethyihexanoate, 18 A =
DW 41.600 usec
DE 6.00 usec
TE 300.0 K
Dl 1.00000000 sec
D0 1
= CHANNEL fl ========
NUC1 1H
P 14.00 usec
PL1 -1.00 dB
SFO1 400.1316005 MHz
F2 - Processing parameters
S1 16384
SF 400.1300287 MHz
R WOW El
.0 ppm SSB 0
SR LB 1.00 Hz
S GB 0
2 PC 1.00
=3 i o ™
=1 o i o
ot =) | -
o
T T T T T T T T T T T T
10 9 8 7 8 5 4 3 2 1 0 ppm
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Current Data Parameters
NAME 13C z2U-87
EXPNO 1
PROCNO &
F2 - Acquisition Parameters
Date 20110421
ime™ 13.24
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2gpg
TD 262144
SOLVENT cpcl3
NS 38
DS 0
SWH 40760.871 Hz
FIDRES 0.155490 Hz
AQ 3.2156830 sec
RG 256
DW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
dll 0.03000000 sec
DELTA 0.89999998 sec
TDO 3
==mm=m== CHANNEL fl == =
NUCL 13c
Pl 8.50 usec
PL1 -2.00 dB
SFO1 100.6208180 MHz
CHANNEL f2 ========
waltzl6
1H
80.00 usec
14.00 dB
18.00 dB
-1.00 dB
SF02 400.1320007 MHz
F2 - Processing parameters
SI 131072
SF 100.6127630 MHz
wWowW EM
SSB o
LB 0.30 Hz
T T T T T T T T T =l gg 2 48
180 160 140 120 100 80 60 40 20 0 ppm
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Sec-butyl-2-ethylhex anoate, 19
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NAME 1H EN-6
EXPNO 1
PROCNOC 1
Date_ 20150818
Time 15.23
INSTRUM spect
PROBHD S5 mm BBO BB—-1H
PULPROG zg
TD 32768
SOLVENT CcpCcl3
NS a8
DS s}
SWH 20000.000 H=z
FIDRES 0.610352 Hz
Q 0.8192500 sec
RG 40.3
DW 25.000 usec
DE 6.00 usec
TE 30 K
D1 1.00000000 sec
TDO al
== CHANNEL fl ========
1H
11.50 usec
—1.00 d4dB
400.1305080 MH=z
16384
400.1299977 MH=z
EM
(0]
1.00 Hz
0
1.00

= o o~
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7 6 5 4 3 2 1 0 pPpmM
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NAME 13C EN-6
EXPNO 1
PROCNO 1
Date_ 20150818
Time 16.24
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
D 66560
SOLVENT CcDC13
NS 940
Ds 0
SWH 40760.871
FIDRES 0.612393
A 0.8165193
RG 287
Dw 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 3.00000000 sec
D1l 0.03000000 sec
TDO 1
== CHANNEL f1

== CHANNEL
CPDFRGZ

T T
180 160

T
140

T
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T
100
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20
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Fig: 'H &'3C NMR of Sec-butyl-2-ethylhexanoate, 19
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(1R 25, 3R)-2-isopropyl-5-metlrdcycl ohes Wl 2-ethylhexanoate, 20
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NAME 18 EN14
EXPNO 1
PROCNO 1
Date_ 20150924
Time 12.35
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg
TD 32768
SOLVENT cpcl3
= NS 16
o DS 0
= SWH 20000.000 Hz
|:| FIDRES 0.610352 Hz
AQ 0.8192500 sec
RG
T D
DE
TE
Dl
TDO

SI 16384
SF 400.1299992 MHz
WDW EM
SSB Q0
LB 1.00 Hz
GB 0
PC 1.00
. A .
=] || fee] (o3| X=}
{=] o[ [l ||
—t l=] B o] wn 0 [ =1
- o~
T T T T T T T T T T I
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o o
| s T NN ANNTCT A NOMT O OOUUNIETENOO WL NOM
o NN WO T ONTFOH-OIMNO
- = MO WM OAMTMOAAADV N ANU~AOMIW N XU WO W
~r- O MmMMoOEr oo O TFTTANANA—AAIWNWW TN
Ry TSI o oo BRUKER
NAME 13C EN14
EXPNO 1
PROCNO 1
Date_ 20150924
Tin 13.07
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
TD 66560
SOLVENT CDC13
NS 470
DS 0
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ
RG
DW
DE
TE
D1 C
D11 0.03000000 sec
TDO 1
CHANNEL f1
NUC1 13C
P1 7.00
PL1 0.00
SFO1 00.6208180
CHANNEL f£2
CPDPRG2 waltzlé
Nuc2 1H
PCPD2 80.00 usec
PL2 -1.00 4B
PL12 16.00 4B
PL13 20.00 dB
SFO2 400.1320007 MHz
SI 32768
SF 100.6127690 MHz
WDwW M
SSB o]
LB 0.30 Hz
GB 0
PC 1.40
:
T T T T T T T T T T
180 160 140 120 100 80 60 40 20 0 ppm

Fig: 'H &'3C NMR of (1R,2S,5R)-2-isopropyl-5-methylcyclohexyl 2-ethylhexanoate, 20
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NAME 1H EN-4
EXPNO 2
PROCNO 1
Date_ 20150818
Time 14.50
D INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zZgoppr
”-{:uﬁf4n5 TD 32768
|:|"' s SOLVENT cDC13
NS 8
DS 2
SWH 20000.000 Hz
FIDRES 0.610352 Hz
AQ 0.8192500 sec
RG 25.4
Dodecyl 4-metinlbenzoate, 21 Dw 25.000 usec
= 3 DE 6.00 usec
TE 300.0 K
D1 5.00000000 sec
D12 0.00002000 sec
TDO L
= CHANNEL £l ==== =
1H
11.50 usec
-1.00 dB
55.00 dB
400.1305080 MHz
16384
400.1300381 MHz
EM
0
1.00 Hz
0
1.00
(= — w - — o el
[=) - o [=+) ™ o) e
- - - - | e —
T T T T T T T T
8 7 6 5 4 3 2 1 0 ppm
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NAME 13C EN-4
EXPNO 1
PROCNO 3
Date_ 20150818
Time 15.16
INSTRUM spect
PROBHD 5 mm BBO BBE-1H
PULPROG zgpg
D 66560
SOLVENT CcDC13
NS 453
DS 0
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ 0.8165193 sec
RG 87
DW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 3.00000000 sec
D11 0.03000000 sec
DO i1
CHANNEL f£1
3C
7.00
0.00
100.6208180 MHz
77777777 CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 16.00 dB
PL13 20.00 dB
SFO2 400.1320007 MHz
SI 32768
SF 100.6127690 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB ]
PC 1.40
N .
T T T T T T T T T T T
180 160 140 120 100 80 60 40 20 0 ppm

Fig: 'H &'3C NMR of Dodecyl 4-methylbenzoate, 21
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Phenethyl 4-metlnlbenz cate, 22
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NAME 1H EN-10
EXPNO 1
PROCNO 1
Date_ 20150818
Time 11.53
INSTRUM spect
PROBHD S5 mm BBO BB-1H
PULPROG zg

TD 32768
SOLVENT CcDhC13

NS 16

DS 4]

SWH 20000.000 Hz
FIDRES 0.610352 Hz
AQ 0.8192500 sec
RG 114

DW 25.000 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec

SI 16384
SF 400.1300086 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00

(=) WF’) o ) o
= o ) < ]
= - - = o
T T T T T T T T T T
9 8 T 6 5 4 3 2 o ppm
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| S ~ | wavs 13¢ BN-10
EXPNO 1
PROCNO 1
Date_ 20150818
Time 12.06
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
66560
SOLVENT CDCLl3
NS 677
Ds 4]
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ 0.8165193 sec
RG 406
DW 12.267 usec
DE 6.00 usec
TE 0. K
D1 3.00000000 sec
D11 0.03000000 sec
TDO 1
————— CHANNEL f] ========
NUC1 3¢
Pl 7.00 usec
PL1 .00 dB
SFO1 100.6208180 MHz
= = CHANNEL £2
CPDPRG2 waltzlé
nNucz 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 16.00 dB
PL13 20.00 dB
SFO2 400.1320007 MHz
SI 32768
SF 100.6127690 MHz
WDW EM
55B 0
LB 0.30 H=z
’ GB 4]
PC 1.40
- i "
T T T T T T T I T T
180 160 140 120 100 80 60 40 20 0 ppm

Fig: 'H &'3C NMR ofPhenethyl 4-methylbenzoate, 22
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NAME 1H EN3
EXPNO 1
0 PROCNO 1
Date, 20150528
Time 11.47
”"EI:H]T TNSTRUM spect
0 e S PROBHD 5 mm BBO BB-1H
PULPROG zg
TD 32768
SOLVENT CcDC13
H|::| NS 16
DS 0
SWH 20000.000 Hz
FIDRES 0.610352 Hz
Octyd 4-tndroxybenz oate, 26 aQ 0.8192500 sec
e = T RG 28.5
DW 25.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO i
CHANNEL £1 ==
1H
1.50 usec
-=1.00 dB
400.1310341 MH=z
16384
400.1300338 MHz
EM
0
1.00 Hz
0
L— 1.00
o of o o - ﬁoﬁ
~ | |= = = o
o (=] o — o o
T I I T | T T T T
8 7 6 5 4 3 1 0 ppm
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NAME 13C EN3
EXPNO 1
PROCNO 1
Date 20150528
Time 13.04
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg
66560
SOLVENT €pC13
NS 940
DS 0
SWH 40760.871 Hz
FIDRES 0.612393 Hz
AQ 0.8165193 sec
RG 256
DW 12.267 usec
DE 6.00 usec
TE 300.0 K
D1 4.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL £] ===m=====
13c
7.00 usec
0.00 dB
100.6208180 MHz
- CHANNEL £2 =
CPDPRG waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -1,00 dB
PL12 16.00 dB
PL13 20.00 dB
SFO2 400.1320007 MH=z
sI 32768
SF 100.6127690 MHz
WDW EM
3SB
LB 0.30 Hz
GB
pC 1.40
I T T T T T T T T
180 160 140 120 100 80 40 20 0 ppm

Fig: 'H &'3C NMR ofOctyl 4-hydroxybenzoate, 26
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Current Data Parameters

D MAME Dec26-2014
EXPNO 9
PROCNO 1
2 h'jl::':Hzllﬁ'DH F2 - Acquisition Parameters
| ; Date_ = 20141225
- Time 23.32
i INSTRUM s
gﬂ?g&lga 5 mm PABBO BB-
§-Hydroxheibenzoate, 36 T e
SOLVENT CDCls
NS 32
Dbs 2
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5860212 sec
80.6
DW 48.400 usec
DE 6.50 usec
TE 29T AK
4] 1.00000000 sec
TDo 1
======== CHANMEL f1 ======
NUC1 1H
P1 10.65 usec
PL1 0.00 dB
PL1W 2353637505 W
SFO1 500.1330885 MHz
F2 - Processing parameters
| 32768
SF 500.1300070 MHz
WDW EM
S5B 0
- Ml L8 0.30 e
PC 1.00
T T T T T T T T T T T T T T T T
15 14 13 12 i1 10 9 ] 7 [ 5 4 3 2 1 PRM
L ) g
o3 o EEENEE
-lal— -l |- = 1E B = A =
Current Data Parametors
NAME Dec26-2014
i8 RBEF HFﬂPNUCNOO 1(.:
= &~ in ch 288 2535
3 : - Do P
8 HEAE NES3d EE P it - (T S
\/ | N e
Y | WA l/ PROBHD 5 mm PABBO BB-
i il ! PULPROG " _zgpg30
! SOLVENT CDCI3
NS 024
Ds
SW 751004 Hz
FIDRES  (0.008261 Hz
A@ 0.5505524 sec
AG 203
ow 16.800 usec
DE 6.50 usec
TE 208.6 K
D1 2 00000000 sec
: D11 0.03000000 sec
1o =—===== CHANNEL {1 ======
i NUCT 13C
| P 7.80 usec
, : PL1 0.00
PLIW  70.83510745 W
SFo1 125. 7703643 MHz
R [ N J—
CPDPRG2 waltzr16
NUC2 1H
2 B0.00 usec
PLZ 0.00 dB
, | PL12 17.51 dB
PL13 13.00 dB
PL2W  23.53637505 W
PL12W 041757080 W
PL13W 37,
SFO2  500.1320005 MHz
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 o  ppm

Fig: 'H &"3C NMR of6-Hydroxylhexylbenzoate, 36
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§-Hydroxylhe: W 4-nitrobenzoate, 37

Current Data Parameters
MNAM|

Dec26-2014
EXPN 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141226
Time o2
INSTRUM E
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 32768
SOLVENT CDCI3
NS 32

2

SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5860212 sec
RG 71.8
DwW 48.400 usec
DE 6.50 usec
TE 297.4 K
D1 1.00000000 sec
TDo 1
======== CHANNEL {1 =======
NUC1 1H
P1 10.65 usec
PL1 0.00 d

5 B
PL1W 23.53637505 W
SFO1 500.1330885 MHz

F2 - Processing parameters

Sl 327668

SF 500.1299959 MHz
DW EM

W
L -
_.J._ . S | PO | P LS . GB .D
PC 1.00
T T T T T T T T T T T T T T T T
15 14 13 12 11 w0 9 B 7 6 5 4 2 1 0 ppm
iy L
i T
= =l = b
Current Data Parameters
NAME Dec26-2014
EXPNO 12
PROCNO 1
& o wm o F2 - Acquisition Parameters
kR R B AkRE3a REzy Date 20141226
= = B M "‘.“!e_'“'-_‘lﬁ"’ o loy b < Time 051
€ 2 ®ay ErhkEgE HEaNW INSTRUM E
| | .'I \II | guﬂ?ggé?cEmm JBSEUO BB-
| Zapg.
‘ Vol \ / D 32788
f 1 SOLVENT CDCI3
| NS 1024
1 Ds 4
SWH 20761.004 Hz
FIDRES 0.908261 Hz
AQ 05505524 sec
|
1 |
|
1 SFOn 125.7703643 MHz
s=—=c=== CHANNEL £2 ======
CPDPRGZ walizi6
NUucz2 1H
PCPD2 80.00 usec
PL2 0.00dB
I | PL12 17.51 dB
13 18.00
1 PL2W 2353637505 W
PL12W 0.41757989 W
PL13W 0.37.
| SF02 500. 1320005 MHz
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Fig: 'H &'3C NMR of6-Hydroxylhexyl 4-nitrobenzoate, 37
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§-Hydroxylher propionate, 38
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Current Data Parameters
NAME Dec26-2014

EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141226
Time
INSTRUM EY
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 32768
SOLVENT CDCI3
DS H
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5860212 sec

57
DW 48.400 usec
DE 6.50 usec
TE 296.9 K
D1 1.00000000 sec
TDo 1
s======= CHANNEL {1 ss======
NUCH1 1H
P1 10.65 usec

PL1 0.00 dB

PLIW 23.53637505 W

SFO1 500.1330885 MHz

F2 - Processing parameters
32768

SF 500.1299912 MHz
EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00
Currant Data Parameters
NAME Dec26-2014
EXPNO 4
PROCNO 1
F2- A isition Parameters
Date S 0141226
Time 1.53
INSTRUM L
PULPI?ODGS mm PABBO BB—
Zgpg:
o M?ﬁgp
SOLVENT CDCI3
NS 1024
os 4
SWH 20761.904 Hz
FIDRES 0.908261
A 05505524 sec
RG 203
ow 16.800 usec
DE 6.50 usec
TE 208.6 K
o 00000000 sec
D11 0.03000000 sec
T
======= CHANNEL {1 ======
NUC? 13C
P 7.80 usec
PL1 0.00 dB
PL1W 7083510745 W
SFi 125, MHzZ
CPDPRG2 waliz16
NUC2 1H
PCPDZ2 B0.00 usec
PL2 0.00 dB
PL12 17.57 dB
PL13 18.00 dB
PL2W 23.53637505 W
PL12W 41757080 W

Fig: 'H &'*C NMR of6-Hydroxylhexylpropionate, 38
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7.796
7.7717
7.509
7.492
7.475
7.432
7.413
7.395
7.350
7.341
7.309
7.300
7.290
7.256
6.545

T

4.638

BRUKER
L. 25

NAME 1H AN1
EXPNO 1
PROCNO 1
] Date_ 20150611
Time 10.47
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg
N D 32768
1 SOLVENT cDCl3
NS 16
| | Ds Q
SWH 20000.000 Hz
FIDRES 0.610352 Hz
AQ 0.8192500 sec
- RG 101
MN-benzvibenzamide, 40 pwW 25.000 usec
= 3 DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
******** CHANNEL fl ========
NUC1 1H
Pl 11.50 usec
PL1 -1.00 dB
SFO1 400.1306386 MH=z
SI 16384
SF 400.1300061 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00

—167.411

138.176
134.348
131.564
129.757

R NP

Fgs|
N~

0 ppm

—
o
—

(=)
o~

128.595
127.915
127.619
126375
124,824
77.367
77.050
76.731
44.125

N

NAME

EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD 5
PULPROG

TD

SOLVENT
NS

T
180

T
160

T T T T T T T T
140 120 100 80 60 40 20 0 ppm

Fig: 'H &'3C NMR ofN-benzylbenzamide, 40
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CHANNEL f1

CHANNEL f2

13C AN1
1

1
20150611
11.44
spect
mm BBO BB-1H
Zgpg
66560
CDC13
a72
0
40760.871 Hz
0.612393 Hz
0.8165193 sec
25

6
12.267 usec
300.0 K

3.00000000 sec
0.03000000 sec
1

usec
dB
100.6208180 MHz

0.00

waltzlé
1H

20.00 dB
400.1320007 MHz
32768
100.6127690 MH=z
EM
Q
0.30 Hz

Q
1.40
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Date_ 20150611
Time 13.2
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PL12 16.00 dB
PL13 20.00 dB
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SF 100.6127690 MH=z
WDW EM
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LB 0.30 Hz
GB 3}
PC 1.40
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Fig: 'H &'3C NMR ofN-cyclohexylbenzamide, 41

S26



MW VWSV AN A AN AN M
CHOOWITMOHWLTNNOWN AL AN
OO CTWWYWOWOY LWLt ) A
L e e o o o e o e A e i

|
|

NAME 1H ANZ
EXPNO 1
PROCNOC L
Date_ 20150611
Time 11.47
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg
D TD 32768
SOLVENT CDC13
NS 16
Ds )
SWH 20000.000 Hz
M FIDRES 0.610352 Hz
| AQ 0.8192500 sec
Npherrdbenzamide, 42

NUC1
Pl £
PL1 -1.00 dB
SFO1 400.1306386 MHz
SI 1638
SF 400.1300038 MHz
WDW EM
SSB [}
LB 1.00 Hz
GB )
PC 1.00
A
=3 @
=1 -
— @
-
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 0 ppm
W0 W o OWO N OO ©
O N0 O OV [~ WO WO WSO M w o
ANOAN 1O ®@WRDWWHNMM™M ~ g
S T LR R Cimr R o D te 8 6 R b e p e o
o0 WO N 0000 O R
S22 032322083833338 EER BRUKER
NAME 13C ANZ2
EXPNO 1
PROCNO 1
Date_ 20150611
Time 12.35
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Fig: 'H &'3C NMR ofN-phenylbenzamide, 42
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PROCNO 1

F2 - Acquisition Parameters
Da: 0141110

| Time_ 10.09
| INSTRUM 5
PROBHD 5mm PABBO BB-
PHLP G zg3l
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.-""-11“'“ | RG 203
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| . B ok
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I PL1 0.00 dB
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L |
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Fig: 'H &'3C NMR ofN-cyclohexyl 4-nitrobenzamide, 46
528



