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Supplementary Information (SI)

Lab # 115

NAME sep23-14
EXPNO i
PROCNO 1
Date_ 20140923

Time 12.27
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG zg30

TD 32768
SOLVENT DMSO

NS 32

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.,0447731 sec
RG 256

DW 62.400 usec
DE 6.50 usec
TE 300.0 K

D1 2.00000000 sec
TDO 1
======== CHANNEL f1l ========
NUC1 1H

P 10.80 usec
PL1 3.00 dB
SFO1 400.0332002 MHz
SI 16384

SF 400.0300041 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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NAFEES IQBAL/DR,ABDUL HAMEED/

NF-C2-F/BB L AVANCE 400
<+ NOO NN LY ® COaoOoONTWY 10 LAB NO 117
M ANNOY~WN -~ A NN~ OO W~ | e
e i . D AN~ NO®©® o
A~ O 0O N W . s & a kW .
SEFHOMOM AN NN A N O OO GOy @ n
a0 T 8 O o n<OMmOmnm NAME jan08-15
///Y / EXPNO 6
PROCNO 1
Date 20150108
Time 11.46
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 18432
DS 2
SWH 24154.590 Hz
FIDRES 0.737140 Hz
AQ 0.6783476 sec
RG 32768
DW 20.700 usec
DE 6.50 usec
TE 300.0 K
D1 1.50000000 sec
D11 0.03000000 sec
TDO 18
=====——— CHANNEL fl ========
NUC1 13C
Pl 8.10 usec
PL1 7.00 dB
SFO1 100.6243395 MHz
I : ======== CHANNEL f2 ========
I | | | CPDPRG2 waltzlé
| | NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
| PL12 20.00 dB
PL13 22.00 dB
SFO2 400.1324008 MHz
SI 16384
SF 100.6128207 MHz
WDW EM
! SSB 0
F ; LB 1.50 Hz
= ’ : i el ey e v & . . s GB 0
PC 1.00
T T T T ’ T y T T ; T T T v T T 2 T
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NAFEES IQBAL/DR,ABDUL
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LAB NO 117
NAME jan08-15
EXPNO i
PROCNO a;
Date_ 20150108
Time 23.17
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG dept135
TD 32768
SOLVENT DMSO
NS 8192
DS 2
SWH 19157.088
FIDRES 0.584628
AQ 0.8552948
RG 32768
DW 26.100
DE 6.50
TE 300.0
CNST2 145.0000000
D1 1.50000000
D2 0.00344828
D12 0.00002000
TDO 8
======== CHANNEL fl ====
NUC1 T
Pl 8.10
P2 16.20
PL1 7.00
SFO1 100.6220254
======== CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
P3 9.80
P4 19.60
PCPD2 80.00
PL2 0.00
PL12 20.00
SFO2 400.1320007
SI 32768
SF 100.6128207
WDW EM
SSB 0
LB 14150
GB 0
PE 1.40

Hz



Supplementary Information (SI)

Intensity, counts

" +TOF MS: 4.117 to 5.350 min from SA-C2-F 18-9-15.wiff
a=3.59688708219428890e-004, t0=-1.55861611949294460e+001 R;
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Elemental composition calculator
Target m/z: +158.0956 amu
Tolerance: +10.0000 ppm
Result type: Elemental
Max num of results: 10
Min DBE: -0.5000 Max DBE: +100.0000
Electron state: OddAndEven
Num of charges: 0
Add water: N/A
Add proton: N/A
File Name: SA-C2-F 18-9-15.wiff
Elements Min Number Max Number:
1 c 0 18
2 F 0 il
3 H 0 30
i N 0 2
Formula Calculated m/z (amu) mDa Error PPM Error DBE
1 C11 H12 N 158.0969 -1.3744 -8.6940 6.5
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1-pentylquinolin-1-tum fluoride

AVANCE AV-400 MHz

NN Rt

NAME
EXFNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

oW

sep23-14
6
1
20140923
12:19
spect
5 mm SEI 1H-13
zg30
32768
DMSO
32
o]
8012.820 Hz
0.244532 Hz
2.0447731 sec
266
62.400 usec
6.50 usec
300.0 K
2.00000000 sec

CHANNEL fl ========

400.0332002 MHz
16384
400.0300041 MHz
EM
0
0.30 Hz
0
1.00
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NAFEES/DR.A.HAMEED/NF-C5-F
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AVANCE 400
LAB NO 117
NAME febl5-15
EXPNO 1
PROCNO 1
Date_ 20150215
Time 855
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG Zgpg
TD 32768
SOLVENT DMSO
NS 12288
DS 2
SWH 24154.5%0
FIDRES 0.737140
AQ 0.6783476
RG 32768
DW 20.700
DE 6.50
TE 300.0
D1 1.50000000
D11 0.03000000
TDO 12
======== CHANNEL fl ====
NUC1 13¢
Pl 8.10
PL1 7.00
SFO1 100.6243395
======== CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00
PL2 0.00
PL12 20.00
PL13 22.00
SFO2 400.1324008
SI 16384
SF 100.6128207
WDW EM
SSB 0
LB 1 .50
GB 0
PC 1.00
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NAFEES/DR.A.HAMEED/NF-C5-F
DEPT-135/

AVANCE 400
S mUes 2o © cCOoOOC NW - WO LABR NO 117
o m OO~ 43 BE= M~0 N O [00]
. . P R — - O~ o 0
N~ DO N . R s s -
< < MmoMomMma o ~ oo oI~ o o
— L B B B O o B o | T} MO NN N = NAME febl5-15
_ _ EXPNO 2
PROCNO 1
Date_ 20150215
Time 16.37
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG dept135
TD 32768
SOLVENT DMSO
NS 6144
DS 2
SWH 19157.088
FIDRES 0.584628
AQ 0.8552948
RG 32768
DW 26.100
DE 6.50
TE 300.0
CNST2 145.0000000
D1 1.50000000
D2 0.00344828
D12 0.00002000
TDO 6
1 " 1Ll N . CHANNEL fl ========
NUC1 13C
Pl 8.10
P2 16.20
PL1 7.00
SFO1 100.6220254
======== CHANNEL {2 ========
CPDPRG2 waltz1lé
NUC2 1H
P3 9.80
P4 19.60
PCPD2 80.00
PL2 0.00
PL12 20.00
SFO2 400.1320007
ST 32768
SF 100.6128207
WDW EM
SSB 0
B MAARSRSac) hosassases sanasssses ssasassss nastastsns) M) RARAAEAASY LAARAARARY AARARAREAY ARSAAARAY MARAARARAS AR MALAAARAL) RARAALA) RAARRARARS T B 1.50
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870 KF Titrino plus 15183 5.870.0023
2015-05-26 11:48:31 870 KF
User name ) IAC

RESULT REPORT

Method KFT Ipol
Determination time 2015-05-26 11:46:34
Duration of determination 39.2 8
Sample number 8
ID1 NF-C5
Sample size 6.0211 g
EP1 0.5670 mL
Regular stop

Water 12.32 %
CALCULATIONS

Method KFT Ipol

Determination time 2015-05-26 11:46:34
Water=EP1*TITER*FCT/ (C00*DIV)

EP1 5.670000314712524E-01
TITER 4.586400000000000E+00
FCT 1.000000000000000E-01
Co0 2.110000000000000E-02
DIV 1.000000000000000E+00

4)

1-pentylquinolin-1-ium fluoride
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/I. é%\ /_\ /Z f§ Lab # 115
NAME dec05-14
EXPNO 5
1% PROCNO 1
Date 20141205
n Time 10.45
o INSTRUM spect
PROBHD 5 mm SEI 1H-13
= PULPROG £g30
— ) 32768
G SOLVENT DMSO
| NS 128
DS 0
S m STH 8012.820
2 = FIDRES 0.244532
ol= AQ 2.0447731
+N 1 RG 181
— DW 62.400
) DE 6.50
TE 300.0
m pL 1.50000000
0 TDO 1
o
5 —ee===—= CHANNEL fl1 ========
~’ (o NUCl 1H
o p— Pl 10.80
- PL1 3.00
o SFOL 400.0332002
ST 16384
— SF 400.0300041
> WDW EM
~ 3SB 0
(@F LB 0.30
GB 0
1
—
ollo| [<(<no|e] 0 — o [
(@] ()] olo|lo|o|H o — =l o
Ao == A ™ ™ =
e - e e . — e e _
11 10 9 8 7 b 2 1 ppm
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NAFEES/DR.HAMEED/NF.C7.F

=8 OO OO WD AVANCE 400
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B R R [ M R e e I OSTOMNMOTMM NN N A NAME dec27-14
EXPNO il
PROCNO il
Date_ 20141227
Time 10.26
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 18432
DS 2
SWH 24154.590 Hz
FIDRES 0.737140 Hz
AQ 0.6783476 sec
RG 32768
DW 20.700 usec
DE 6.50 usec
TE 300.0 K
D1 1.50000000 sec
D11 0.03000000 sec
TDO 18
======== (CHANNEL fl ========
NUC1 13¢
Pl 8.10 usec
PL1 7.00 dB
SFO1 100.6243395 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 20.00 dB
PL13 22.00 dB
SFO2 400.1324008 MHz
sSI 16384
SF 100.6128207 MHz
wWDW EM
SSB 0
_ ; LB 1:50 Hz
el LI GB 0
PC 1.00
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NAFEES/DR.HAMEED/NF.C7.F

DEPT 135
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AVANCE 400

LAB NO 117
NAME dec27-14
EXPNO 2
PROCNO Ik
Date_ 20141227
Time 21.58
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG dept135
TD 32768
SOLVENT DMSO
NS 9216
Ds 2
SWH 19157.088 Hz
FIDRES 0.584628 Hz
AQ 0.8552948 sec
RG 32768
DW 26.100 usec
DE 6.50 usec
TE 300.0 K
CNST2 145.0000000
D1 1.50000000 sec
D2 0.00344828 sec
Dl2 0.00002000 sec
TDO 9
======== CHANNEL fl ========
NUC1 13¢
Bl 8.10 usec
P2 16.20 usec
PL1 7.00 dB
SFO1 100.6220254 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
P3 9.80 usec
P4 19.60 usec
PCPD2 80.00 usec
PL2 0.00 dB
PL12 20.00 dB
SF02 400.1320007 MHz
51 32768
SF 100.6128207 MH=z
WDW EM
SSB 0
LB 1.50 Hz
GB 0
PC 1.40
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|

Intensity, counts

+TOF MS: 1.200 to 2.134 min from SA-C7-F 18-9-15.wiff
a=3.59688708219428890e-004, t0=-1.55861611949294460e+001

228.2
3800-
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3000
2800 -
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1800
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600 130.1
400 -

200 244.2
M

0 ] ST Er__ ;

340.7
455.3

?. o

~ Max. 3838.6 counts

100 120 140 160 180 200 220 240 260 280 300

320 340 360 380 400 420 440 460 480 500
m/z, amu
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7
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Elemental o.o_%aao: calculator

Target m/z: +228.1752 amu

Tolerance: +10.0000 ppm

Result type: Elemental

Max num of results: 10

Min DBE: -0.5000 Max DBE: +100.0000

Electron state: OddAndEven

Num of charges: 0

Add water: N/A
Add proton: N/A
File Name: SA-CT-F 18-9-15.wiff
Elements Min Number Max Number:
1 G 0 18
2 F 0 1
3 H 0 30
4 N 0 2
Formula Calculated m/z (amu) mDa Error PPM Error DBE
C16 H22 N 228.11752 -0.0248 -0.1090 6.5

27



Supplementary Information (SI)

&
7

Z
Z.
/

7.929
7.908
_—17.4086
T~—7.386

e

wammma /R HAMEED/NF. . T20L/DMSO

~
S

O~

N’

=} =)
=1 =
o

~

—2.490

s

T R e R i ] RS R 4 R

9 8 7 6

RVANCE AV-400 MHz
Lab # 115

NAME jan22-15
EXPNO 1
PROCNO if
Date 20150122
Time 9.57
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG zg30
TD 32768
SOLVENT DMSO
N8 128
D8 0
SWH 8012.820
FIDRES 0.244532
AQ 2,0447731
RG 228.1
DW 62.400
DE 6.50
TE 300.0
D1 2,00000000
TDO 1
m======= CHANNEL fl ====
NuCl 1H
Pl 10.80
PL1 3.00
SFO1 400.0332002
SI 16384
SF 400.0300041
WDW EM
88B Q
LB 0.30
GB 0
PC 1.00
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N\ \/ Lab # 115
NAME sep21-15
EXPNO 9
PROCNO 1
Date_ 20150921
Time 13.31
INSTRUM spect
SUGHRA/DR.HAMEED/AH.09 SROER DI s e
1H PULPROG zg30
TD 65536
SOLVENT DMSO
NS 64
DS 0
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 128
DW 62.400 usec
DE 6.50 usec
N TE 300.0 K
- _— D1 2.00000000 sec
/ = DO 1
/ \ 7 ======== CHANNEL fl ========
A NUC1 1H
Bl 10.80 usec
PL1 3.00 dB
SFol 400.0332002 MHz
SI 32768
SF 400.0300041 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

I

02/
3.12 =

st

10 9 8 7 6 5 4 3 2 1 ppm

29



Supplementary Information (SI)

G'L 9'L L' 8°L 6°L

Vi

widd

-
o
OL

-
o
E

5

J‘

HT

60 "HY/AIIWYH "¥d/YIHONS

s

—:
———,

il

S

—7

859

827
808

494

.474
—7.

455

<399
—=T

380

30



Supplementary Information (SI)

&
2

Z
Z
/

SUGHRA/DR.HAMEED/AH. 08

1H

~
&

O~

N’

Cl

__-8.047
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__-7.682
=~~7.661

2.494
2.490
2.487

S

AVANCE AV-400 Miz

Lab # 115
NAME sep21l-15
EXPNO 10
PROCNO 1l
Date_ 20150921
Time 13.49
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 64
DS 0
SWH 8012.820
FIDRES 0.122266
AQ 4.0894966
RG 128
DW 62.400
DE 6.50
TE 300.0
Dl 2.00000000
TDO ak
======== CHANNEL fl ====
NUC1 1H
Pl 10.80
PL1 3.00
SFO1 400.0332002
SI 32768
SF 400.0300041
wDwW EM
SSB 0
LB 0.30
GB 0
PC 1.00

T
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AVANCE AV-400 MHz

Lab # 115

NAME oct01-15
EXPNO 2
PROCNO 1
Date_ 20151001

Time 192!
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG 2930

TD 65536
SOLVENT DMSO

NS 128

DS 0

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4,0894966 sec
RG 812.7

DW 62.400 usec
DE 6.50 usec
TE 300.0 K
D1l 2.00000000 sec
TDO 1
======== CHANNEL fl ==s======
NUC1 1H

Pl 10.80 usec
PL1 3.00 dB
SFO1 400.0332002 MHz
SI 32768

SF 400.0300041 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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_ < Lab # 115
NAME sep23-15
EXPNO 4
PROCNO 1
Date_ 20150923
Time 12515
INSTRUM spect
PROBHD S mm SEI 1H-13
PULPROG 2930
TD 65536
SOLVENT DMSO
NS 32
DS 0
SWH 8012.820
FIDRES 0.122266
AQ 4.0894966
RG 322.5
DW 62.400
DE 6.50
TE 300.0
D1 2.00000000
TDO 1
======== CHANNEL fl ====
NUCl 1H
Pl 10.80
PL1 3.00
SFO1 400.0332002
ST 32768
SF 400.0300041
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00

o (=23
e o
7 o

T L e e e T ] T T

96 980 85 80 75

I Uit [ iy
7.0 66 60 55 50 45 40 35 20 26 ppm
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SATMA / DR.A.HAMEED / SA-06

1H

5997

T6.989

_~7.350
<~7.321
_—7.019

(15)

OMe

AVANCE AV - 11l
300 MHz, LAB # 116
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SRR -
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NAME

EXPNO

PROCNO

Date_

Time

INSTRUM
ROBHD

DPULPROG

TD

SOLVENT

NS

DS

SWH

FIDRES

AQ

RG

e

DE

mayl9-15
1

AR

1
20150518
23 .20
Spect
5 mm BBO BB-1H
2930
32768
DMSO
54
<]
6188.119 Hz
0.18884% H:
2.62477044 sec
203
80.800 usec
£.50 ussc
300.0 ¥
2.00000000 sec

0.00 4B
13.1622B485 W
300.13185%34 MHz

32768
300.1300042 Mz
EM
0
1.00 Hz
0
1.00
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—9.708
7.449

L J (2
Mcu ~NNO (T o]
= SRR
L Dir=irivixicic

NHMOMOO M o <
W WnMmo W (o) —
[ e L SO o\ = r~
O (N80 ) (&N —

| RETAR Ty S PR S A TR [ e e
7 6 5

S
o
©w -
oo —

AVAVCE -II
AV-400 MHz (A)
LAB # 109

Current Data Parameters

NAME junl2-15
EXPNO 1
PROCNO 1,

F2 - Acquisition Parameters
Date 20150612

Time 15.22
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT DMSO

NS 16

DS 0

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 98558

DW 60.800 usec
DE 6.50 usec
TE 302.1 K

D1 2.00000000 sec
TDO 1
======== CHANNEL fl ==s======
NUC1 1H

Pl 9.70 usec
PLW1 17.00000000 W
SFO1 400.2332018 MHz
F2 - Processing parameters
SI 16384

SF 400.2300095 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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BR AVAVCE -llI
AV-400 MHz (A)
LAB # 109
— o O A< 40O < W)W
O =ioi= O~ <O <O s st NI~ MNAO D
. . . e . . el . e I . . . . . O N <P~ O [~ )
© mmip SImBaaOOanAagns R R e
Lo o B | Lo 1 e B I O o O O B B s B B I DWW ST <T OO M M%mmﬁwcmﬁmmmwmwmwmwm
N7 TN NN |
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150613
Time 14.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 20480
DS 4
SWH 24038.461
FIDRES 0.733596
AQ 0.6816244
RG 196.51
DW 20.800
DE 6.50
TE 302.9
D1 1.50000000
D11 0.03000000
TDO 20
======== CHANNEL fl ====
NUC1 13C
Pl 10.20
PLW1 70.00000000
SFO1 100.6494874
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NuUC2 1H
PCPD2 90.00
PLW2 17.00000000
PLW12 0.19746999
PLW13 0.15995000
SFO2 400.2316009
F2 - Processing parameters
SI 32768
SF 100.6379667
WDW EM
‘ SSB 0
i LB 1.00
GB 0
: _ _ _ T _ _ ; _ L _ — BC 1.40
180 160 140 120 100 80 60 40 ppm
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S. Tazeen / Dr. A. Hameed / TZ-DIL-IL
DEPT 135 AVAVCE -l
AV-400 MHz (A)
LAB # 109
O W M < 3 WO
— [~ <t O o <t o< =p o M oY WO WO ) oo
P T T o~ ™~ Oy .~ &) —
=g fntailabe Hoe Mmoo o o
Rtk 38 PEER § G-t Tome
/\ /_/4 ,\\ /\ / < _ EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date 20150614
Time 3.44
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG deptl135
TD 32768
SOLVENT DMSO
NS 10240
DS 8
SWH 18115.941 Hz
FIDRES 0.552855 Hz
AQ 0.9044468 sec
RG 19651
DW 27.600 usec
DE 6.50 usec
TE 302.2 K
CNST2 145.0000000
D1 1.50000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
| p TDO 10
. 1_ . ¥

======== CHANNEL fl ========
NUC1 13¢C
Pl 10.20 usec
P2 20.40 usec
PLW1 70.00000000 W
SFO1 100.6469714 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUCc2 1H
P3 9.70 usec
P4 19.40 usec
PCPD2 90.00 usec
PLW2 17.00000000 W
PLW12 0.19746999 W
SFO2 400.2312800 MHz
F2 - Processing parameters
SI 16384
SF 100.6379667 MHz
WDW EM
SSB 0

170 160 150 140 130 120 110 100 30 80 70 60 ) 40 ppmec 1.40
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S. Tazeen / Dr. A. Hameed / TZ-DIL-IL

COgY AVAVCE -lil
AV-400 MHz (A)
LAB # 109
;, w.k. ,._,L m Mﬁmmm:ﬁ Data mmnmawwamm
1L J A junl2-
o M «F —u_u EXPNO : 2
oS PROCNO 1
— 2 F2 - Acquisition Parameters
[ Date 20150612
=2 Time 15.22
e, r INSTRUM spect
F PROBHD 5 mm PABBO BB/
[ PULEROG cosygpgf
ﬁul “w TD 1024
\W.M t SOLVENT DMSO
— o | NS 16
w I DS 2
— 8 4 SWH 4807.692 Hz
# FIDRES 4.695012 Hz
5 AQ 0.1065460 sec
r RG 196.51
r bW 104.000 usec
% F DE 6.50 usec
] F TE 302.1 K
F mlv Do 0.00000300 sec
] o D1 1.50000000 sec
B D13 0.00000400 sec
,w + D16 0.00020000 sec
F INO 0.00020800 sec
F 6 ======== CHANNEL f] ========
F Nucl 1H
F PO 9.70 usec
[ Pl 9.70 usec
i [ PLW1 17.00000000 W
C ﬂ SFO1 400.2324014 MHz
M + ====== GRADIENT CEANNEL =====
GPNAM1 SMSQ10.100
L GPZ1 10.00 %
I m P16 1000.00 usec
[ F1 - Acquisitign parameters
L D 256
SFO1 400.2324 MHz
r FIDRES 18.780046 Hz
— 9 SW 12.012 ppm
I FnMODE QF
L F2 - Processing parameters
— $ ¢ 51 1024
o \—o BF 400.2300095 MHz
5 E WDW QSINE
88B 0
LB 0 Hz
GB 0
C 1.00
; 11 o
Fl - Processing parameters
f 128
8 QF
r 400.2300095 MHz
r States-TPPL
BB e I e e e B e e T 0
0 Hz

11 10 9 8 7 6 5 4 3 2 ppm
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AVAVCE -lll
AV-400 MHz (A)
LAB # 109

Current Data Parameters

NAME junl2-15%
EXPNO q
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150612

Time 23.02
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG hsgcetgpsi

D 1024
SOLVENT DMSO

NE 3z

D3 i6

St 4807.692 Hz
FIDRES 4.€95012 Hz
AQ 0.1065460 sec
RG 196.51

e 104,000 usec
DE 6.50 usec
TE 301.2 K
CNST2 145.0000000

Do 0.00000300 sec
D1 2.00000000 sec
D4 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D24 0.00110000 sec
INO 0.00002€15 sec
ZGOPTNS

assamszs CHANNEL £l =ssssa=s=
NUCL 1H

PL 9.70 usec
P2 19.40 usec
P28 1.00 usec
PLH1 17.00000000 W
srol 400.2324014 Miiz
smamseus CHANNEL f£2 ss=ss===
CPDPRGZ garp

Nucz 13¢

P3 10.20 usec
B4 20.40 usec
PCPDZ 80.00 usec
PLW2 70.00000000 W
PLW12 1.137899%9 W
SFO2 100.6474746 MHz
===s== GRADIENT CHAMMEL =====
GENAML SMSQ10.100
GENAMZ SMSQ10.100

6ezl 80.00 =
Gpz2 20.10 &
P1i€ 1000.00 usec
F1 - Acquisition parameters
O 256

SFOL 100.6475 MHz
FLDRES 74.697769 Hz
sW 189.996 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
SI 1024

SF 400.2300095 MHz
WDW SINE

SsB z

LB 0 Hz

GB o

eC 1.00

£l - Processing parameters
sI 1024

MC2 echo-antieche

SF 100.6379667 MHz
WOW

SSB z

LB 0 Hz

GB 0
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HMBC
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) " ® é 3
i S = @. " .
s ® L) L] =

T
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AVAVCE -lil
AV-400 MHz (A)
LAB # 109

Current Data Parameters

NAME junl2-15
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150613
Time 3.55
INSTRUM spect

PROBHD. & mm PABBO BB/
PULPROG  hmbcgplondgf

TD 2048
SOLVENT DMS0

NS 64

Ds 16

SWH 4807,€92 Hz
FIDRES 2.347506 Hz
AQ 0.2130420 sec
RG 196.51

DW 104.000 usec
DE 6.50 usec
TE 302.0 K
CNST2 145.0000000
CNST13 10, 0000000

Do 0.00000300 sec
D1 2.00000000 sec
D2 0.00344828 sec
D& 0.05000000 sec
Dlé 0.00020000 sec
INe 0.00002115 sec
sommmmms CHANNEL 1 ====wmes
NUC1 1H

Pl 9.70 usec
P2 19.40 usec
PLW1 17.00000000 W
SFO1 400.2324014 MHz
==w==m== CHANNEL £2 r=c=——=
RUC2Z 13¢

P3 10.20 usec
PLW2 70.00000000 W
SFO2 100.6424874 MHz
====== GRADIENT CHANNEL =====
GPNAM1 SMSQ10.100
GPNAM2 5M5Q10.100
GPNAM3 SMSQ10.100

GPZ1 50.00 =
GP2Z * 30.00 %
GPZ3 40.10 %
Plé 1000.00 usec
Fl - Acguisiticn parameters
0 256

SFOl 100.6495 MHz
FIDRES 92.391670 Hz
sW 234.996 ppm
FnMODE QF

F2 - Processing parameters
SI 2048

SE 400.2300095 MHz
wWoW SINE

SSB o

LB 0 Hz

GB o

PC 1.00

Fl - Processing parameters
SI 1024

Mc2 QF

SF 100.5379667 MHz
Wor States
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