Supporting Information for Modeling, Synthesis and Biological Evaluation of
Potential Retinoid-X-Receptor (RXR) Selective Agonists: Analogs of 4-[1-(3,5,5,8,8-
Pentamethyl-5,6,7,8-tetrahydro-2-naphthyl)ethynyl]benzoic Acid (Bexarotene) and
6-(Ethyl(4-isobutoxy-3-isopropylphenyl)amino)nicotinic Acid (NEt-41B):

'H- and *C-NMR for all reported compounds

Representative HPLC Method for compound 33

HPLC Traces for compounds 25-36, 37a and 37b
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%/JVX \k_\%ﬂ“& NAME CHV-195
EXPNO 1

%
%

PROCNO 1
Date_ 20141227
Time 15.46
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
= RG 4
_~ DW 60.800 usec
. = DE 6.50 usec
/H\/O\/.\ TE 298.2 K
D1 1.00000000 sec
39 TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.00 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300096 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

S B N T I B e T i B e B L T ] e T B | i TR F e B A TR
80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

2553 Sl




CWv-185

39

—156.30

——136.98

__—126.46

T—125.93

—120.23

——110.93

__—28.51
——26.90
——22.62
— 19,42

Co><)

BRUKER

G

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
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2

1
20141227
15.53
spect

5 mm PABBO BB-

zgig30
65536
CDC13

51

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

298.2
2.00000000
0.03000000

8.50

-2.10
60.25227829
100.6228298

0.26783961
400.1316005
32768
100.6127722
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0
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CWV-197 bottom spot g
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//._\X * < /%ﬁ\ ZXN\_ NAME CWv-197
EXPNO 7
PROCNO 1
Date 20150108
Time 9.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CbC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
ZON RG 4
DW 60.800 usec
DE 6.50 usec
@) TE 298.2 K
D1 1.00000000 sec
TDO 1
40
======== CHANNEL fl =s=======
NUC1 1H
Pl 14.00 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1l 400.1324710 MHz
ST 32768
SF 400.1300099 MH=z
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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CWV-197 bottom spot
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EXPNO 8
PROCNO 1
Date 20150108
Time 9.54
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 63
DS 4
NO SWH 24038.461 Hz
S 2 FIDRES 0.366798 Hz
_ AQ 1.3631988 sec
- RG 2050
~"0 DW 20.800 usec
_ DE 6.50 usec
40 TE 298.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
P1 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 w
SFol 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 w
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127722 MHz
WDW EM
SSB 0
LB 1.00 Hz
|8 ol sl 4 A __ an (| | ey i s g dy i A e ) 4 | : _._._ ol sty 4 GB 0
__ i " g f t I ..4 L aal I | | sl ERITE NG RTTR PC 1.40
i : P ] !
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CWv-199

1

1

20150112
15.06
spect

5 mm PABBO BB-
zg30
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2

8223.685
0.125483
3.9846387
4
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6.50

298.2
1.00000000

0.50
12.76071072
400.1324710
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EXPNO 2
PROCNO 1
Date 20150112
Time 15.22
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2gig30
TD 65536
SOLVENT CcDC13
NS 160
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
_ 2Q 1.3631988 sec
NH, RG 2050
=
_ Wm Nowmmw usec
B usec
e TE 298.2 K
* D1 2.00000000 sec
D11 0.03000000 sec
42 TDO 1
======== CHANNEL MH —=====a
NUC1 13¢C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127729 MHz
WDW EM
SSB 0
1B 1.00 Hz
GB 0
PC 1.40
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CWv-219

1

1
20150331
12.26
spect

5 mm PABBO BB-
zg30
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CDC13

16

2
8223.685
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4
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32768
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spect
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CDC13

1024

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

298.5
2.00000000
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-2.10
60.29227829
100.6228298

17.28
21.67079544
0.26783961
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32768
100.6127729
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spect
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NAME CWv-201
EXPNO 2
PROCNO 1

Date 20150116

Time 17.07
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30

TD 65536
SOLVENT CDC13

NS 208

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
A0 1.3631988 sec
RG 2050

DW 20.800 usec
DE 6.50 usec
TE 298.2 K

Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL HH EE T T 7
NUC1 13C

Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL {2 ========
CPDPRG2 waltzl16

NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SF02 400.1316005 MHz
SI 32768

SF 100.6127736 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

BC 1.40
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PCPD2
PL2
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CHANNEL f£2
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spect
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1

1
20150325
17.50
spect

5 mm PABBO BB-
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65536
CDC13

16

2
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4
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EXPNO 2
PROCNO 1
Date_ 20150325
Time 18.20
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 365
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
TE 298.5 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

OOMOIw ======== CHANNEL fl ========

NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127722 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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PROCNO 1

Date_ 20150706
Time 9.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
H Znuw RG 4
N DW 60.800 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
J\/o CO,CHs D0 1
======== CHANNEL fl ========
52 NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
| | 51 Y S W | PR
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EXPNO 2
PROCNO il
Date 20150706
Time 9.32
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 158
DS 4
SWH 24038.461 Hz
FIDRES 0.3667398 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
TE 298.5 K
D1 2.00000000 sec
D1l 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13cC
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
=s====== CHANNEL f2 ========
CPDPRG2 waltzlé6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127736 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
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EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
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SOLVENT
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CHANNEL f1

CWv-221

1

1

20150420
13.00
spect

5 mm PABBO BB-
zg30

65536
CDC13

16

2

8223.685
0.125483
3.9846387
4

60.800
6.50

298.0
1.00000000

1H

14.50

0.50
12.76071072
400.1324710
32768
400.1300096
EM

0
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0
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EXPNO 2
PROCNO 1
Date_ 20150420
Time 13.16
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 464
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
ﬁ\\ DW 20.800 usec
DE 6.50 usec
NNy TE 298.5 K
_ D1 2.00000000 sec
— D11 0.03000000 sec
/j/o CO,CHg D0 1
53 ======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.28227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
ST 32768
SF 100.6127714 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
et 1.40
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7.260
7.031
7.024
7.009
7.002
6.988
6.981
©6.864
6.843
4.056
4..038
4.020
4.003
3.861
3.762
3.746
3.401
3.384
3.366
3.349
3.332
3.314
3.297
2.196
2.179
2.163
2.146
2.130
2.113
2.097
2.080
2.064
1.259
1.238
1.221
1.070
1.053
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PROCNO 1
Date 20150413
Time 12.17
INSTRUM spect
PROBHD 5 mm PABBO BR-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
ﬂ\\ AQ 3.9846387 sec
RG 4
ZJ\Z/. DW 60.800 usec
| 14 DE 6.50 usec
N TE 298.2 K
/jlo /\/OOmOIm D1 1.00000000 sec
TDO il
54
======== CHANNEL f]l ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300096 MHz
WDW EM
SSB 0
1B 0.30 Hz
GB 0
PC 1.00
1 k JuL
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EXPNO 2
PROCNO 1
Date_ 20150413
Time 12.37
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 284
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
T AQ 1.3631988 sec
RG 2050
N Zf, DW 20.800 usec
/ﬂ\ DE 6.50 usec
N _= TE 298.6 K
o) CO,CH4 D1 2.00000000 sec
D11 0.03000000 sec
54 TDO 1
======== CHANNEL [l ========
NUC1l 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
ST 32768
SF 100.6127714 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

' [ . I . I ' T I : I T f ' I ' I '

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



1
Date_ 20150420
Time 11.56
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec

z _n Hm Nwm.wm

UH H.oooooooommn

HUO 1
CO.CH

//A\\)/ﬁu mm e uununnunomwzzmwmwuuunuunu

rfvNmW%;xHHwMhMKwmwmM“mwwwmmmmwmwmwmmmmwuw\L r/numwwymw“mmmwmmmmmmW“W\Lammmwmm“w\Lmmwmwmmwmmmw“w\L e, ca-229
g

NUC1 1H

Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768

SF 400.1300096 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

k :_ P /- SF

i | P T [ I i [ I T =R

8. 7. 7.0 65 6.0 55 5. 45 40 35 3. 25 20 15 1. 0.5 ppm

- g8 H [



CWv-229

Co><)

AN O N TN TTNDOW —AH NN
AHYWOHAO ON—=HOOON AN~ O N O O~ ™ I~ oV N O [}
rrddes ermacd deam=S  A88S " & 28R & BRUKER
(o lRVe e Ty To Ty MMM NN O oc o0 o~~~ 0 — O -~ NO ~N
A A A L B B B B B | A A A OO -~~~ n T NANNAH —~ %
NCW ANV Y W N LT A -
EXPNO 2
PROCNO 1
Date 20150420
Time 12.14
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 376
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
d ™ 25575 &
N F D1 2.00000000 sec
D11l 0.03000000 sec
TDO 1
J\/O CO,CHgz ======== CHANNEL fl ========
55 NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127714 MHz
WDW EM
SSB 0
LB 1.00\Hz
GB 0
c 1.40
I | ] ! I v ] T T T T I I T
200 180 160 140 120 100 80 60 40 20 0 ppm



7.822
7.817
7.805
7.799

SOLVENT
NS

DS

SWH

FIDRES
Pt B

L 2
DE
CO,CH,g 5

56

A % |

15

1T T T IR R i T Sl I o] R 1 L

8.5 mo .\m 7.0 6.5 6.0 mm mo hm 40 3.5 3.0 25 20 15 1.0 0.5 ppm

@ m@% @w@ @ gl

CWv-227
1

gl

20150420

12.27

spect

5 mm PABBO BB-
zg30

65536

CDC13

16

2

8223.685
0.125483
3.9846387
4

60.800
6.50

298.0
1.00000000

CHANNEL f1 ====

1H

14.50

0.50
12.76071072
400.1324710
32768
400.1300096
EM

0

0.30

0

1.00

Hz



cwv-227

—167.33

126.01
125.93
112.03
111.84
77.32
77.00

76,68
74.45

Co<)

BRUKER

(O

———154.74
——152.29
__—138.84
——137.98
——131.09
——117.34
——51.42
——46.79
_—28.51
——27.04
——22.54
——19.41
—12.33

~
<

/f\\)/O

56

NAME CWV-227
EXPNO 2
PROCNO 1
Date__ 20150420

Time 12.45
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30

TD 65536
SOLVENT CDC13

NS 267

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050

DW 20.800 usec
DE 6.50 usec
TE 298.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C

Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO02 400.1316005 MHz
SI 32768

SF 100.6127722 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

160



Co<)

BRUKER

O

Z//K&k /%/\X //X \1\\ NAME CWv-235
EXPNO il
PROCNO 1
Date 20150706
Time 15.52
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
NH SWH 8223.685 Hz
H 2 FIDRES 0.125483 Hz
N AQ 3.9846387 sec
X RG 4
_ L DW 60.800 usec
DE 6.50 usec
/_\/O CO,CHs TE 298.2 K
D1 1.00000000 sec
57 TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I
D R D D i D D L D D D T T
8. 7.5 7.0 6. 6. 55 5. 45 4.0 35 3. 25 20 15 1.0 0.5
1) |
1 I
* QR « Sl N A o
|~ ~i=| o = A o - wwn



B A“”l.””““‘ﬂ““”llluv
me8s 2 BRUKER
~r~- O < 0
[l S ~

—167.26
——152.45
139.36
138.37
134.71
134.28
122.95
121.67
119.68
118.86
118.26
114.15
111.93

CO,CHs

—60.37
——51.68

I I

— S
180 160 140 120

Wi/ T LoD

NAME CWV-235
EXPNO 2
PROCNO 1
Date_ 20150706
Time 15.59
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 118
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 2050
DW 20.800
DE 6.50
TE 298.5
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 8.50
PL1 -2.10
PL1W 60.29227829
SFO1 100.6228298
======== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
PCPD2 90.00
PL2 -1.80
PL12 17.28
PL2W 21.67079544
PL12W 0.26783961
SFO2 400.1316005
SI 32768
SF 100.6127729
WDW EM
SSB 0
LB 1.00
GB 0
BC 1.40

MHz

Hz
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Co><)

PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

DS

i i AR B B

9.5- 9.0 85 mc 7.5 ﬂo mm mo 55 5.0 hm 4.0 wm 3.0 25 2.0 ._m ‘_o ppm
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g
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<
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©
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CWv-237
1

il
20150805
16.05
spect

5 mm PABBO BB-

zg30
65536
CDC13

16

2
8223.685
0.125483
3.9846387
4

60.800
6.50
298.1
1.00000000
1

0.50
12.76071072
400.1324710

32768
400.1300096
EM

0

0.30

0

1.00

-~ o~
oz B RUKER
N — O
—

Hz



CWI-237

Co><)

<
DR I S N Nk 7383 2 3083 BRUKER
O ) T OO NNNENNN A A ~—~o s N W~ N
— — L I B B B B B B B I | o~ r~nr~r [7s] NN N %
L ANV \72 \ 1 e
EXPNO 2
PROCNO 1
Date_ 20150805
Time 16.20
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2gig30
TD 65536
SOLVENT CDC13
NS 63
DS 4
SWH 24038.461 Hz
FIDRES 0.3667398 Hz
N=N AQ 1.3631988 sec
_ / RG 2050
N DW 20.800 usec
.DE 6.50 usec
TE 298.4 K
/j/o CO,CHs D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
58 ======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
Er S Omyzzmﬁ WM =—=======
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
Sh 32768
SF 100.6127744 MHz
WDW EM
SSB 0
LB 1.00 Hz
(T H 11 ull _.... 1 ¥ | ; i .._ Y nETp " i " " A ; ! e s . .ﬂm. 4]
i ; ! Vo R Lh g i L. Laay L A TR ey e ; R BC 1.40
| | | I | | I - 1 T " | |
200 180 160 140 120 100 80 60 40 20 0 ppm
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NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

Co><)

RUKER

(>

CWv-253
1

1

20150930
10.46
spect

5 mm PABBO BB-
zg30

65536
CDC13

16

2

8223.685
0.125483
3.9846387
4

60.800
6.50

298.1
1.00000000

0.50
12.76071072
400.1324710

32768
400.1300099
EM

0

0.30

0

1.00

Hz



CWV-253

— N>~ OO~ O Wm
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NAME CWV-253
EXPNO 2
PROCNO il
Date_ 20150930
Time 10.57
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CcDC13
NS 377
DS 4
SWH 24038.461 Hz
ﬂ\\ FIDRES 0.366798 Hz
AQ 1.3631988 sec
N._ N RG 2050
_ = DW 20.800 usec
= DE 6.50 usec
/j/o COLH TE 298.4 K
D1 2.00000000 sec
25 D11 0.03000000 sec
TDO iy
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO02 400.1316005 MHz
sI 32768
SE 100.6127722 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

_ T y & T T : _ _ _ i _ i
200 180 160 140 120 100 80 60 40 20 0 ppm



BRUKER

™~ O~ O NMS— N - A AT OO ANDOCAHMOAAOLOAAMOOMMSO S W

[ee] OMNMMe— OO0~ O ANDTOOOUOMANASOT MO YOI~ O A“lIM”VAM“!!IhV

oo} NO OO OO 6w nu nu nu nu w/ wz Aa QJ QJAJ aq ?an 1¢ 1¢ 1¢ ﬂ¢ 1¢.|*nu nu nu QHQL

@ S~~~ 0 WY 444433333333322222222211 NAME CWV~-259

e Vg V= H

PROCNO 1
Date_ 20150930
Time 11.15
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec

DE 6.50 usec
TE 298.0 K

N N D1 1.00000000 sec
J&\

. Z;a“vff ======== CHANNEL fl ========
J\/O OOMI NUC1 1H
Pl 14.50 usec
28 PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300096 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00




CWv-259

/_\/o

.67

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

—— 6

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2

] I H I
180 160 140 120

CWV-258

2

1

20150930
11.36
spect

5 mm PABBO BB-
zgig30
65536
CDC13

467

4
24038.4¢61
0.366798
1.3631988
2050
20.800
6.50

298.4
2.00000000
0.03000000

-2.10
60.29227829
100.6228298

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127722
EM

0

1.00

0

1.40

BRUKER

Hz
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Y2 eRnnERYgRaTsoygensegsaynss BRUKER
NN~V VOOV OVWPOOVWOVOVVWVWOVUVWOVVOWWO OO ANANANANANNA A A A A A CHV=265
- — — 1
1
Date_ 20150930
Time 12.28
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
ﬂ\\ A0 3.9846387 sec
RG 4
N F DW 60.800 usec
DE 6.50 usec
TE 298.1 K
~"o COzH D1 1.00000000 sec
4 29 TDO il
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300099 MHz
WDW EM
SSB 0
B 0.30 Hz
GB 0
BC 1.00
A ; h .Fﬁ




——169.76
——165.89
~——163.33
155.21
154.87
154.75
——137.02
——133.78
126.02
125.92
77.32
77.00
76.68
74.48
—47.06
—27.07
——22.,51
——19.39
—12.28

_—108.17
pd

“?:: .
<
_—28.49

——139.11

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
ST

SF
WDW

I ! 1 ! I ; | | 1 " [ : I : I =

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

CWV-265

2

1

20150930
12.37
spect

5 mm PABBO BB-
zgig30
65536
CDC13

207

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

298.4
2.00000000
0.03000000

8.50

-2.10
60.29227829
100.6228298

CHANNEL f2 ====

waltzl6

1H

90.00

-1.80

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127722
EM

0

1.00

0

1.40

BRUKER

@S D

Hz



CWv-263 g

NAME CWV-263

EXPNO 1

PROCNO 1

Date_ 20150930

Time 11.54

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536

SOLVENT CDC13

NS 16

DS 2

SWH 8223.685

FIDRES 0.125483

RO 3.9846387

d RG 4
N DW 60.800
DE 6.50

;HHHHHM// TE 297.9

. D1 1.00000000

./4\&!0 COzH TDO 1
30 ======== CHANNEL f1 ====
NUC1 1H

Pl 14.50

PL1 0.50

PL1W 12.76071072

SFO1 400.1324710

ST 32768

SF 400.1300099

WDW EM

SSB 0

LB 0.30

GB 0

PC 1.00

__ LD L
TTETT laecey TR FREE JEL B ki e Eari  EAALA] R i [P Ry g  paldEhAN [P FRARAL DAlahIEL Ay
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 o 1 -2 ppm

BRUKER

Hz



CWV-263 g
3 28 9822 "2 Nowmw o p—
& o e 4 E Ee 8% @ BERT & BRUKER
- [TolTe] (e TN o0 TN 0.0 NN &} ~ -0 O (oo el ol =)} ~N
— —~ - o e N S~ - NANNA — %
MY N\ IERTAT e
EXPNO 3
PROCNO 1
Date_ 20150930
Time 12.13
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536 |
SOLVENT CDC13
NS 155
DS 4
SWH 24038.461 Hz
K FIDRES 0.366798 Hz
AQ 1.3631988 sec
N RG 2050
~ DW 20.800 usec
r/!\\}/ _ _ DE 6.50 usec
TE 298.2 K
0 COzH D1 2.00000000 sec
30 D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
ST 32768
SF 100.6127729 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
! BC 1.40
! _ : I I : T _ _ i T T T _ g
200 180 160 140 120 100 80 60 40 20 ppm



OISO NAOOANOANE A OO DOVOFTOMNMOWODAIEANONTMOOMMES~NOM™M -m-“-n-_-L-Iﬂ“-mm—mﬂ“
VOO ASTNNONANONODOONDOANONNHANRNTNONLTNONOTAN O
AN NNANTETTONDOIITITITNOOODONLIITITITITNNNNA A AN AHlL.M”U!A““IlI“V
8888888777777777777733333333322220_222211 NAME CUV=267
PROCNO 1
Date_ 20150930
Time 12.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
Ne— FIDRES 0.125483 Hz
_ / a0 3.9846387 sec
. N RG 4
DW 60.800 usec
\\SWMHHHH%\ DE 6.50 usec
: - TE 298.1 K
/_\'/O OOmI D1 1.00000000 sec
TDO 1
3 ======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300096 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00




5 & 55833335339 noeo o oo
- o N NG T O MGS PR S um::mz
o~ un T MO NNNANNN A A ~r~w 9 WO
L AN V/ \[ e
EXPNO 2
PROCNO 1
Date 20150930
Time 12.55
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 148
DS 4
ZIIZ SWH 24038.461 Hz
/R FIDRES 0.366798 Hz
N AQ 1.3631988 sec
~ RG 2050
._ P DW 20.800 usec
DE 6.50 usec
/_\/O COzH . TE 298.4 K
D1 2.00000000 sec
D11 0.03000000 sec
31 TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783%61 W
SFO2 400.1316005 MHz
ST 32768
SF 100.6127729 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40

i J I I I I : I : I ; I R | - |

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



CWv-247 g
N O (N ~ ~ — W0
el o~ N
T 0w SO N BRUKER
>~ ™ o AN PVC
/\ \ _ _ /\ NAME CWV-247
EXPNO 1
PROCNO 1
Date_ 20150723
Time 12.22
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
60 ======== CHANNEL fl ========
NUC1 1H
P1 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300096 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
) L R ;.&.,(
| I I ] T T T T ] I D e
75 7.0 60 55 50 45 40 35 30 25 20 15 1.0 ppm
el o o 7]
o, ) =] »
oo ) ¥ =



CWV-249 f7-11 g

o o< [e0] 19 () < O
3 2T 2 S 8 33 BRUKER
< AN — O o < (o)} ™M
K R K T (>
/\ \ _ _ /\ NAME CWV-249
EXPNO 1
PROCNO 1
Date_ 20150730
Time 10.31
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
SOLVENT cDcl3
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
O AQ 3.9846387 sec
RG 4
x N DW 60.800 usec
_ _L/ DE Nmm.wmw usec
TE .2 K
& N~ OOmOIw D1 1.00000000 sec
TDO 1
65 ======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L 1 N .
| (R T EAERE Yo e Sy | B L T Lo B 0D T TR (ST S T AL Rt
10 9 8 7 6 5 4 3 2 1 ppm

03 =
102\
1.0~
3.67
00
1.99
36
18



CWv-249 £7-11

193.28

——166.02
——163.53
—158.51
——156.67

——148.65

——138.91
——133.:59

126.11

=

126.06

(<)

T~124.12
77.32
<77.oo
76.68
——56.51
——52.97
31.34
31.11
—21.37

_—42.80
T~—142.22

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH

65

FIDRES
AQ
RG
DW
DE
TE

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
SI
SF
WDW
SSB
1B

i g ol _ GB

¥ - - £l - __. L Iun

160 140

I ’ T i i T T T T T - i o

120 100 80 60 40 20 0 ppm

CWv-249

2

1

20150730
10.40
spect

5 mm PABBO BB-
zgig30
65536
CDC13

110

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

298.4
2.00000000
0.03000000

-2.10
60.29227829
100.6228298

BRUKER

(O

CHANNEL f2 ========

waltzlé

1H

90.00

-1.80

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127729
EM

0

1.00

0

1.40

Hz



CWVI-027 f4 g
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NAME CWVI-027
N e Y H
PROCNO il
Date_ 20160520
Time 12.05
INSTRUM spect
PROBHD 5 mm PABBO BBR-
PULPROG 2g30
TD 65536
SOLVENT CDC13
NS 16
DS 2
9] SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
11 " .
: usec
= = OOmOIw DE 6.50 usec
/ TE 673.2 K
D1 1.00000000 sec
66 TDO 1
o ======== CHANNEL f] ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

DR T

LT L (B IAEEREIR IEONELI Y IS i Rl TREE S R BRSSO o | i il b T | | A |
85 80 75 7.0 65 6.0 55 50 4.5 4. 35 3.0 25 20 15 1.0 0.5 ppm
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CWvVI-027 f4

198.18

—166.34
——154.57
——148.42
141.87
136.35
136.28

Co<)

77.32
77.00
76.68

—56.53
——52.43
31439
31.27
—20.38

__—42.69
~~142.26

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD

CO,CHj
66

SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
SI

S
WDW
SSB
LB

GB

BC

I ' I " T N I

200 180 160 140

| ) | ) | i I T I o | |

120 100 80 60 40 20 0 ppm

CHANNEL £f2

CWVI-027
2

1
20160520
12.15
spect

5 mm PABBO BB-

zgig30
65536
CDC13

141

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000

8.50

-2.10
60.29227829
100.6228298

waltzlé

1H

30.00

-1.80

17.28
21.67079544
0.267839%061
400.1316005
32768
100.6127751
EM

0

1.00

0

1.40

BRUKER

L)

Hz
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/\ < /\ /\ NAME CWVI-031
vV YV V i
PROCNO 1
Date_ 20160718
Time 12.25
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 294.9 K
CO2CHy D1 1.00000000 sec
67 TDO 1
* ======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
i =i R N DR T T M Tl ) Bl
9 8 7 6 4 2 1 0 ppm
© ~ (e o ) ~ 0|~ o
- o) |w» o o o ~i© ©
o | [+ - o © - ~
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CWVI-031
2 H25B388YE%3
8 B25233XY888Y
ER\WRANNN7g
=
ZC0,CH,
67

77.32
77.00
76.68

=

——56.87
—52.03

<
<

42.39
42.30

31.58
31.54

—20.23

Co<)

BRUKER

(oS d

NAME CWVI-031
EXPNO 2
PROCNO 1
Date 20160718
Time 12.40
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 209
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 2050
DW 20.800
DE 6.50
TE 295.1
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 8.50
PL1 -2.10
PL1W 60.29227829
SFO1 100.6228298
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00
PL2 -1.80
PL12 17.28
PL2W 21.67079544
PL12W 0.26783961
SFO2 400.1316005
SI 32768
SF 100.6127736
WDW EM
SSB 0
LB 1.00
GB 0
BPC 1.40

200 180

I L I

160 140 120

1

80

Hz



CWVI-035
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Z
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2

Co><)

BRUKER

L)

_-2.001
~1.944
__-1.342
~1.321

\ 7

26

CO,H

S 1

NAME CWVI-035

EXPNO 1

PROCNO 1

Date 20160729

Time 12.24

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536

SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz

FIDRES 0.125483 Hz

AQ 3.9846387 sec

RG 4

DW 60.800 usec

DE 6.50 usec

TE 295.7 K

D1 1.00000000 sec

TDO 1

======== CHANNEL fl1 ========

NUC1 1H

Pl 14.50 usec

PL1 0.50 dB

PL1W 12.76071072 W

SFO1 400.1324710 MHz

SI 32768

SF 400.1300104 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
L:L beoee—s

T S L L L (R IR L B

8. 80 75 7.0 65 6.0

-—

AOAH WA
4R

9~ -~ -

N B

55 6.0 45 4.0

3

T

S N B
2.5

20 15 1.0 ppm
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CWVI-035

Co><)

BRUKER

(>

——171.89
77.32
77.00
76.69

——56.89
42.42
42,33
31.61
3%555

~—20.25

/

_/'

_/_
'&‘ .
T~117.22
<
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NAME CWVI-035
EXPNO 2
PROCNO 1
Date_ 20160729
Time 13.04
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 731
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
= DE 6.50 usec
_ - TE 296.0 K
D1 2.00000000 sec
COzH D1l 0.03000000 sec
TDO 1
26
======== CHANNEL f1]l ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127714 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
S T L -4l

180 160

140

1

80

60 40 20 0 ppm
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NV YA, i
EXPNO 1
PROCNO 1
Date_ 20150902
Time 11.41
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
N DW 60.800 usec
_ S _;(MWHJ DE mmwwm usec
TE .3 K
N NA CO,CHs D1 1.00000000 sec
TDO 1
68 ======== CHANNEL fl1 ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
. A N L,,
A e _ _ ARE e —— e [ e A s
10 8 7 8 5 4 3 2 1 ppm

0.91
1.02
0.98
.00
13
3.04
2.01
12.05



CWv-251 g
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LAY AV N2 B e
EXPNO 2
PROCNO 1
Date_ 20150902
Time 11.50
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 139
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
N RG 2050
~ DW 20.800 usec
L P DE 6.50 usec
TE 300.0 K
CO,CHs D1 2.00000000 sec
D11 0.03000000 sec
68 TDO 1
======== CHANNEL f1l ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829% W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67078544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127714 MHz
WDW EM
SSB 0
LB 1.00 Hz
: o _ _ , | : GB 0
o _ OO W " " ki L ol BdibamhAL J ol . s 1.40

T j T I | I ’ I j [ ' [ ' I ’ I

1 | '
200 180 160 140 120 100 80 60 40 20 0 ppm



CWvVI-007

9.319

32

Co<)

1.309
1.305

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES

——2.030
—1.913

a s

2.20

0.94
0.90

1.00/

T T T T

4

2.82
2.00
12.15

CWVI-007
1

il
20160328
10.49
spect

5 mm PABBO BB-

zg30
65536
CDC13

16

2
8223.685
0.125483
3.9846387
4

60.800
6.50
673.2
1.00000000

0.50
12.76071072
400.1324710

32768
400.1300101
EM

0

0.30

0

1.00

BRUKER

CoPSd



CWVI-007

__—169.04
——168.04

——158.84

Co<)

77.32
77.00
76.68
42.42
42.32
31.56

——56.81
31.49
—20.34

__—~127.50
—< )
T~120.76
-<

-<

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH

32

NP coLm

FIDRES
AQ
RG
DW
DE

L

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
ST
SF
WDW
SSB
LB

; GB
I

) o " pC

200

[ T I

160 140

I ! I ) T " I T I ) I ’ I

120 100 80 60 40 20 0 ppm

CHANNEL f£2

CWVI-007
2

1
20160328
11.08
spect

5 mm PABBO BB-

zgig30
65536
CDC13

3620

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000

-2.10
60.29227829
100.6228298

waltzlé

1H

90.00

-1.80

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127729
EM

0

1.00

0

1.40

BRUKER

S

MHz

Hz



9.089
9.082
9.073
9.072
3.924
2.167
1.911
1.904
1.507
1.499
1.491
1.323
1.298

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

2 :
DE
= CO,CH3 TE

69 TDO

—7.060

—7.260
T~6.928

<
é
\

Z=

cuv-271

1

1
20151009
10.50
spect

5 mm PABBO BB-
zg30
65536
CDC13

16

2
8223.685
0.125483
3.9846387
4

60.800
6.50

298.1
1.00000000

1H

14.50

0.50
12.76071072
400.1324710
32768
400.1300099
EM

0

0.30

0

1.00

BRUKER

(<O



Cwv-271

77.32
77.00
76.68
42,32
42.29
32.00
31.59
31.52

Co<)

BRUKER

Coe)

——176.88
——164.67
——157.81
=~123.85
——119.97
——56.96

——52.34

<<
<

—23.89
——21.82

__—124.54
T™~19.84

_—149.84
—~—148.59
__—138.29
~~—137.37

<

NAME cCwv-271
EXPNO 2
PROCNO 1

Date 20151009

Time 11.00
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30

TD 65536
SOLVENT CDC13

NS 282

CS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050

DW 20.800 usec
DE 6.50 usec
TE 298.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C

Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL £f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 90.00 usec
PL2 ~1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SF02 400.1316005 MHz
SI 32768

SF 100.6127714 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

C 1.40

200



CWVI-003 g
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EXPNO 1
PROCNO 1
Date 20160328
Time 10.43
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
SOLVENT cDCl3
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9846387
N RG 4
X DW 60.800
L;{Mu/, DE 6.50
= TE 673.2
CO.H D1 1.00000000
33 TDO 1
======== CHANNEL fl ====
NUC1 1H
Pl 14.50
PL1 0.50
PL1W 12.76071072
SFOL 400.1324710
ST 32768
SF 400.1300101
WDW EM
SSB 0
1B 0.30
GB 0
PC 1.00
- | WL "
......... e e R S— e
9 8 7 6 5 4 2 1 ppm
1
~ [=])-0] ORI~ IOo|;
~ = 3.1.1....4”



CWVI-003 8
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EXPNO 2
PROCNO 1
Date 20160330
Time 14.39
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 19951
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
TE 673.2 K
D1 2.00000000 sec
D11 0.03000000 sec
N TDO 1
-
s======= CHANNEL fl ========
N~ CO.H NUC1 13C
2 Pl 8.50 usec
33 PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SF02 400.1316005 MHz
ST 32768
SE 100.6127690 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
| i P 5 | . { ) _ __ wil 1 PC 1.40

e e
200 180 160 140 120 100 80 60 40 20 0 ppm
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NAME CWIII-121
%\k_ 7 4 EXPNO 1
PROCNO 1
Date 20100609
Time 11.35
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
A0 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 291.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 1H
71 Pl 10.00 usec
PL1 -1.80 dB
PL1W 21.67079544 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
i Ll

.:____;.:;;..1.:_.:;1._._

8. 7.5 .0 bS5 6.0 55 50 45
"

ol

zz*

T -T T

JUEER S | [EESIL]

40 3.5 3. 25 20 15 1. 0.5 ppm

4.00
12.41



CWIIT-121

45
50

77.31
77.00

__—126.
—~—125
=
™31

——144.74
76.68

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

71

DW

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2

ST

SF

160 140 120 100 80 60 40 20 0 ppm

CWIII-121
2

1

20100609
11.43
spect

5 mm PABBO BB-
zgig30
65536
CDC13

41

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

291.4
2.00000000
0.03000000

-1.50
52.51238251
100.6228298

w \O
—

(o5

CHANNEL f2 ========

waltzl6

1H

90.00

-1.80

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127766
EM

0

1.00

0

1.40

MHz

Hz
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_ /Z\X_\_ * /\ NAME CWv-297
EXPNO 1
PROCNO 1
Date 20151224
Time 15.10
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
(@] SOLVENT CDC13
NS 16
N DS 2
_ SWH 8223.685 Hz
Z/M/ FIDRES 0.125483 Hz
OOmOIw AQ 3.9846387 sec
RG 4
DW 60.800 usec
73 DE 6.50 usec
TE 298.2 K
= D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300086 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
_ _vf | A
....... - R E T e A B
10 8 7 4 1 ppm
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CWv-297

190.36

——165.38
T 163.52

——158.34
—152.11

——145.52
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Lol el Mmoo m

—-52.98
34.83
34.74

200

160

140

I
120

T
100

<)

RUKER

()

NAME CWV-297
EXPNO 2
PROCNO 1
Date 20151224
Time 15.15
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
™D 65536
SOLVENT CDC13
NS 64
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 2050
DW 20.800
DE 6.50
TE 298.2
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 8.50
PL1 -2.10
PL1W 60.29227829
SFO1 100.6228298
======== CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00
PL2 -1.80
PL12 17.28
PL2W 21.67078544
PL12W 0.26783%61
SFO2 400.1316005
SI 32768
SF 100.6127736
WDW EM
SSB 0
LB 1.00
CB 0
PC 1.40

MHz

Hz
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EXPNO 1
PROCNO 1
Date 20160728
Time 14.54
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 673.2 K
D1 1.00000000 sec
74 TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
| r_ L
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CWVI-017

195.91

—166.41

C><)

77.32
77.00
76.68

——52.42
34,79
34.73
34,72
34.40
31.73
31.60

$

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH

\_/

74

FIDRES

OmUMﬁ¥¢m D1

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
ST
SF
WDW
SSB
LB

ik & o . : GB

G o S oC

|
200 180

I : I ' I I ' I ’ I ) I ' I

| i :
160 140 120 100 80 60 40 20 0 ppm

CWVI-017

2

1

20160728
15.00
spect

5 mm PABBO BB-
zgig30
65536
CDC13

157

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000

-2.10
60.29227829
100.6228298

CHANNEL f2 ====

waltzlé

1H

90.00

-1.80

17.28
21.67079544
0.26783%61
400.1316005
32768
100.6127722
EM

0

1.00

0

1.40
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7.557
7.553
7.529
7.525
7.509
7.504
7.424
7.404
7.260

3.974
—1.720

__-1.316
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75
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CO,CH3
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3 BRUKER
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\ NAME CWVI-015
EXPNO 1
PROCNO il
Date 20160728
Time 14.27
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 673.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

Y T ™

o T ST
85 80 75 7.0 65 6.0 5

1.01
1.01
3.09
0.98

I | 1 il i

_

<
S S
<

LR A N R '
S5 50 45 40 35 3.0 25 20 1.5

__ ._
1.0 0.5 ppm

12.15
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—52.63
34.77
34.74
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NAME CWVI-015
EXPNO 2
PROCNO 1
Date 20160728
Time 14.46
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 360
@) DS 4

SWH 24038.461 Hz

N sk FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050

= 2 OOmOIm DW 20.800 usec
DE 6.50 usec

75 TE 673.2 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== (CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
ST 32768
SF 100.6127729 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40

I ) I i ) I ) I ) I ' I ' I ’ I ’ I )

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



CWVI-02

7.440

SN TR Tl i D
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(
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dX\\L X\ ‘ _ /\ NAME CHVI-021
EXPNO il
PROCNO i
Date_ 20160728
Time 15.29
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 295.5 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
trg—i 1 | ;ﬁ ..hﬁ;



CWvVI-021 g
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& swmepipidculis 738 8 8833R BRUKER
pte] T ITONNNNNN A o~ 0 N o~
— et Sl o S - k- ol B gl ~ 0~ n Mmomme %
NV AN \% I\74 -
EXPNO 2
PROCNO 1
Date_ 20160728
Time 15.33
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 145
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
CO,CHs TE 295.7 K
D1 2.00000000 sec
76 D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127744 MHz
WDW EM
SSB 0
LB 1.00 Hz
i L it 4 {ifl iy " \ bt N cJ, AL GB 0
..._. | ,._ . i A .. - _. p " s .. 4 \ _ ! _... . S Mﬁ H.&O

I j I b I ! I
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CWVI-025

8.116
8.111
8.099
8.094
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7.501
7.49¢6
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7.260
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7.253
7.104
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7.083
7.078
5.571
5.569
5.519
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__~10.337
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NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWH

—1.709

_-1.315
~~1.258

(0
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\ 7

CO,H

FIDRES
AQ
RG
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@
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CWVI-025
il

1
20160729
13.33
spect

5 mm PABBO BB-

zg30
65536
CDC13

16

2
8223.685
0.125483
3.9846387
4

60.800
6.50
295.8
1.00000000

0.50
12.76071072
400.1324710

32768
400.1300104
EM

0

0.30

0

1.00
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CWVI-025 g
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EXPNO 2
PROCNC 1
Date_ 20160729
Time 13.38
INSTRUM . spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 173
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 2050
= = DW 20.800
4- pr _ g DE 6.50
TE 296.0
COzH D1 2.00000000
D11 0.03000000
27 TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 8.50
PL1 -2.10
PL1W 60.29227829
SFO1 100.6228298
======== CHANNEL f2 ====
CPDPRG2 waltz16
NUCc2 1H
PCPD2 90.00
PL2 ~1.80
PL12 17.28
PL2W 21.67079544
PL12W 0.26783961
SEFO02 400.1316005
SI 32768
SF 100.6127729
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
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7 %/§¥ ; /\ NAME CWV-301
EXPNO 2
PROCNO 1
Date_ 20151224
Time 16.17
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
DW 60.800 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f] ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300096 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

A L F

R Ramaa _ e [ RERR R L R =
10 8 7 6 5 4 2 ppm
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CWv-301 g
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LAY TN I\ 24 - o
EXPNO 3
PROCNO 1
Date 20151224
Time 16.22
INSTRUM spect
PROBHD 5 mm PARBO BRB-
PULPROG 2gig30
D 65536
SOLVENT cDCl3
NS 112
DS P
SWH 24038.461
FIDRES 0.366798
A0 1.3631988
N RG 2050
| DW 20.800
N DE 6.50
TE 298.3
CO,CHy D1 2.00000000
D11 0.03000000
1 TDO 1
————=——— CHANNEL f1 ==—=
NUC1 13¢
1 8.50
PL1 —2.10
PLIW 60.29227829
SFO1 100.6228298
======== CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00
PL2 Z1.80
PL12 17.28
PL2W 21.67079544
PL12W 0.26783961
SFO2 400.1316005
ST 32768
SF 100.6127729
WDW EM
SSB 0
LB 1.00
_ _ GB 0
e = j i : BC 1.40
I I I | I T | T T |
200 180 160 140 120 100 80 60 40 20



CWVI-009 from EtOAc g
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A %/§\ _ < NAME CWVI-009
EXPNO 2
PROCNO 1
Date 20160331
Time 9.32
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
N FIDRES 0.125483 Hz
= [ & AQ 3.9846387 sec
> N > RG 4
OOmI DW 60.800 usec
DE 6.50 usec
34 TE 673.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BC 1.00
N A it i@ i ! ;P :¥

96 =
1.02

105~
1.06

1.04 =
1.10
4.03
12.41



CWVI=-009 from EtOAc g

77.32
77.00
76.68
34.29
34.19
31.84
31.79

——169.46

—158.71
35.06
35.00
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NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
ST

SF
WDW
SSB
LB

GB

L _ T | A | FER—rY L _._* PC
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CWVI-008
3

i
20160401
16.13
spect

5 mm PABBO BB-
zgig30
65536
CDC13
32372

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000

-2.10
60.29227829
100.6228298

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127722
EM

0

1.00

0

1.40
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NAME CWVI-011
‘ %.4.&. %//R\ EXPNO il
PROCNO 1
Date_ 20160317
Time 11.11
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
Zf DW 60.800 usec
_;(\HH/ DE 6.50 usec
TE 673.2 K
N~ OOMOIu D1 1.00000000 sec
TDO il
78
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
o B
_________ T T R e EREEE s e B
9 8 7 6 5 4 3 1 ppm
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—177.08

——164.60

—157.73

78

77.31
77.00
76.68

S
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36.59

35.14
35.09
34.25
34.05
33.04
31.87
24,65
20.27
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%
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NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
ST

SiE]
WDW
SSB

GB
PC

T
200

|
180

|
160

I 1

140 120

CWVI-011
2

1
20160317
12.08
spect

5 mm PABBO BB-
zgig30
65536
CDC13
1024

4

24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000

8.50

-2.10
60.29227829
100.6228298

CHANNEL £2 ====

waltzl6

1H

90.00

~1.80

17.28
21.67079544
0.267838961
400.1316005
32768
100.6127736
EM

0

1.00

0

1.40
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_%./\ X %f /.X\ NAME CWVI-013
EXPNO 1

<
o o
— (48]
)} r~

PROCNO 1
Date 20160323
Time 17.00
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT cDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
x Zf RG 4
| _/p/ DW 60.800 usec
DE 6.50 usec
=z N&F COH TE 673.2 K
D1 1.00000000 sec
35 TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1l 400.1324710 MHz
ST 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
\ _; . | .




CWVI-013 g
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EXPNO 5
PROCNO 1
Date 20160329
Time 10.19
INSTRUM spect
PROBHD 5 mm PABRBO BB-
PULPROG 2gig30
D 65536
SOLVENT CDC13
NS 29547
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
DE 6.50 usec
N TE 673.2 K
| 14 D1 2.00000000 sec
D11 0.03000000 sec
Z/\/OOMI D0 1
35 ======== CHANNEL f1 —===—===
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
—======= CHANNEI, f? ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783961 W
SFO2 400.1316005 MHz
ST 32768
SF 100.6127722 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
g ) i A i . PC 1.40

! I I . I . | L 1 ] [

— T T - .
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%\E ‘ _ /\ NAME CWVI-019
EXPNO 1
PROCNO 1
Date 20160728
Time 15.10
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
™ 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
F . %) 3.9846387
RG 4
.O O DW 60.800
DE 6.50
_ CO,CHg TE 673.2
D1 1.00000000
79 TDO 1
======== CHANNEL fl ====
NUC1 1H
Pl 14.50
PL1 0.50
PLIW 12.76071072
SFol 400.1324710
ST 32768
SF 400.1300104
WDW EM
SSB 0
LB 0.30
GB 0
pC 1.00

I ] T | I I 1 [ I I I | L i

._,_,____._____A.41.__....._.___.._ ,___...___,,_..... — -
85 80 75 7.0 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 0.5 ppm

D el ol s o
T

=

Hz



CWwvI-019

OAOOMOTNAOW HNOMOQTM™NO

WO INTMNNO® OO NN~ OMN T — O pted
. MmO Y (=2

T MO DO DDOU T HWOWN MM WO . .

WOWOY T I M ANNNNNH A A A -~ -0 s

A A A A A A A A A A A [l o ™

/
/
<
\
<

C><)

—52.28
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NAME CWVI-019

EXPNO 2

PROCNO 1

Date_ 20160728

Time 15.17

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgig30

TD 65536

SOLVENT CDC13

NS 219

DS 4

SWH 24038.461

FIDRES 0.366798

AQ 1.3631988

RG 2050

F DW 20.800
DE 6.50

O O TE 673.2
D1 2.00000000

COCHjz D11 0.03000000
======== CHANNEL fl ====

NUC1 13C

Pl 8.50

PL1 -2.10

PL1W 60.29227829

SFO1 100.6228298
======== CHANNEL f2 ====

CPDPRG2 waltzlé

NUC2 1H

PCPD2 90.00

PL2 -1.80

PL12 17.28

PL2W 21.67079544

PL12W 0.26783961

SFO2 400.1316005

SI 32768

SF 100.6127736

WDW EM

SSB 0

LB 1.00

) ; GB 0
I b i 15 ; B i o e 1.40

| ; |

I 1 I 1 [ | d | % I ’ |
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NAME CWVI-023
EXPNO i
PROCNO il

Date 20160729

Time 13.15
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4

DW 60.800 usec
DE 6.50 usec
TE 295.8 K

D1 1.00000000 sec
TDO i
======== CHANNEL fl ========
NUC1 1H

Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768

SF 400.1300104 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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77.32
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76.68
35.03
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NAME CWVI-023
EXPNO 2
PROCNO 1
Date_ 20160729
Time 13.21
INSTRUM spect
PROBHD 5 mm PABBQO BR-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 201
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
F DW 20.800 usec
DE 6.50 usec
TE 296.0 K
D1 2.00000000 sec
COgH D11 0.03000000 sec
36 TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL {2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.267839%961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127729 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0

PC 1.40
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CWVI-053

10.749

7.903
7.882
1.629
1.625
71.525
7.521
7.504
7.500
7.260

S\

HaCO,C

81

OH

CO,CHj

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

__-3.973
~~3.922

12

CWVI-053
1

1
20161021
10.55
spect

5 mm PABBO BB-
zg30
65536
CDC13

16

2
8223.685
0.125483
3.9846387
4

60.800
6.50
673.2
1.00000000
1

CHANNEL f1l ====

0.50
12.76071072
400.1324710

32768
400.1300101
EM

0

0.30

0

1.00

BRUKER

= B

Hz
Hz
sec

usec
usec

SIelE

Hz



CWVI-053

81

] n
HaCO,C OH
CO,CHy

——118.87
T™—115.64

77.32
77.00

76.68

52.63

52.49

=

200 180

BRUKER

s

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2

ST

SF

CWVI-053
2

1
20161021
11.09
spect

5 mm PABBO BB-
zgig30
65536
CDC13
118

4
24038.461
0.366798
1.3631988

2.00000000
0.03000000
1

CHANNEL f1 ====

8.50

-2.10
60.29227829
100.6228298

CHANNEL f2 ========

waltzlé

17.28
21.67079544
0.26783%61
400.1316005
32768
100.6127729
EM

0
1.00
0
1.40

MHz

Hz



CWVI-059 Middle Spot
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Date_ 20161107
Time 14.30
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
SOLVENT CDC13
OLC OH NS 16
H DS 2
€ _./ SWH 8223.685 Hz
= FIDRES 0.125483 Hz
CO5CHg AQ 3.9846387 sec
RG 4
82 DW 60.800 usec
DE 6.50 usec
TE 673.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300104 MHz
WDW EM
SSB 0
1B 0.30 Hz
GB 0
PC 1.00
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NAME CWVI-061
f/ﬁﬁhWWM{WﬂM““WNW\\ EXPNO 2
PROCNO 1
Date_ 20161122
Time 12.21
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
0 FIDRES 0.125483 Hz
J\ RO 3.9846387 sec
RG 4
HO.C 0] DwW 60.800 usec
DE 6.50 usec
TE 673.2 K
CO,CH5 D1 1.00000000 sec
TDO 1
83
======== CHANNEL fl ========
NUC1 1H
P1 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFOl 400.1324710 MHz
ST 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A dia
I i T [ T ! T o I ' TR A R T
10 9 g 7 6 5 4 3 2 1 0 ppm
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CWvI-06l1 f12-16
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— 164,17
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NAME
EXPNO
PROCNO
Date
Time™
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2
SI

SF
WDW

160

CWVI-061

3

1

20161122
12.31
spect

5 mm PABBO BB-
zgig30
65536
CDC13

271

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000

8.50

-2.10
60.29227829
100.6228298

17.28
21.67079544
0.26783961
400.1316005
32768
100.6127722
EM

0

1.00

0

1.40

MHz

Hz



10.781
7.940
71.920
7.336
7.333
7.327
7.323
7.307
7.303
1.267

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

7.260
7.189
3.990
—2.329
—1.687

_——1.307
™1.207
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I
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N
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3
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CWVI-069
1
1
20170210
16.38
spect

5 mm PABBO BB-

zg30

65536
CDC13

16

2

8223.685
0.125483
3.9846387
4

60.800

- 6.50
673.2
1.00000000

12.76071072
400.1324710
32768
400.1300104
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EXPNO 2
PROCNO 1
Date 20170210
Time 16.46
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 79
DS 4q
SWH 24038.461 Hz
FIDRES 0.366798 Hz
O AQ 1.3631988 sec
RG 2050
s OH DW 20.800 usec
_ DE 6.50 usec
P> TE 673.2 K
CO,CHg D1 2.00000000 sec
D11 0.03000000 sec
86 TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 W
PL12W 0.26783%61 W
SF02 400.1316005 MHz
SI 32768
SF 100.612772% MHz
| WDW EM
J SSB 0
| LB 1.00 Hz
| B L o \ " leall 18 3tk g i a1 el L K e Ll i Ui o S Ty it Ll dik ._ Ll i __.__. GB 0
i S e Gt B e B SR et i S S s T il 1.40
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CWVI-071 £6B
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Date 20170222
Time 14.04
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.98460387 sec
_ RG 4
X OH DW 60.800 usec
# DE 6.50 usec
TE 673.2 K
Z CO,CHjg D1 1.00000000 sec
88 DO il
======== CHANNEL fl ========
NUC1 1H
Pl 14.50 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFOl 400.1324710 MHz
SI 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
rb [Kal k A k [Lg A
_ - _ _ e ™ I
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CWVI-071 f6B g
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EXPNO 2
PROCNO il
Date 20170222
Time 14.16
INSTRUM spect
PROBHD 5 mm PABBC BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 98
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
OH DW 20.800 usec
DE 6.50 usec
TE 673.2 K
CO.CHj D1 2.00000000 sec
88 D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 90.00 usec
PL2 -1.80 dB
PL12 17.28 dB
PL2W 21.67079544 w
PL12W 0.26783961 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127751 MHz
WDW EM
SSB 0
LB 1.00 Hz
CE 0

PC 1.40

T ' 1] T i ] ’ .
200 180 160 140 120 100 80 60 40 20 0 ppm




CWvI-073 g
<
NeJ N © M O ~r~ o
= r o movoeaoR & o~ oo BRUKER
. OONHAOTADANDOH®© ™M A~ M
o . . e e . PN
— Il e A i e RN N INe JINo I To BT | — AHIL.MHUVAM“I!I“V
4 _ NAME CWvI-073
NI\ 1V :
’ PROCNO s
Date 20170227
Time 14.28
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 4
s OH DW 60.800 usec
_ P DE 6.50 usec
. TE 298.2 K
OOmI D1 1.00000000 sec
37a TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFOl 400.1324710 MHz
SI 32768
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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CWVI-073
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CWVI-073

2

1

20170227
9.58

spect

5 mm PABBO BB-
zgig30
65536
CDC13

500

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

673.2
2.00000000
0.03000000
1

CHANNEL fl ====

-2.10
60.29227829
100.6228298

0.26783961
400.1316005
32768
100.6127729
EM
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1.00
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: 2 NAME CWVI-099
_ f/%?;%\k ,/\ EXPNO 1
) PROCNO 1
Date_ 20180305
Time 10.58
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
(9] RG 4
DW 60.800 usec
OH DE 6.50 usec
i TE 291.8 K
.O O D1 1.00000000 sec
CO,CHy DO 1
89 ======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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CWVI-099

195.54

—170.06
—161.15
—150.88
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CO,CHjz
89

C <)
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PULPROG
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SOLVENT
NS
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SWH
FIDRES
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NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2

SI

SF
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CWVI-099
2

i
20180305
11.05
spect

5 mm PABBO BB-
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65536
CDC13

121

4
24038.461
0.366798
1.3631988
2050
20.800
6.50

292.1
2.00000000
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60.29227829
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PROCNO il
Date 20180305
Time 11.12
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
OH RG 4
DW 60.800 usec
.O O DE 6.50 usec
- TE 291.9 K
COZCH; D1 1.00000000 sec
91 TDO i
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
ST 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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CWVI-101
EXPNO 2
PROCNO il
Date 20180305
Time 11.20
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 115
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050

D1 2.00000000 sec
91 D11 0.03000000 sec
DO il
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL £f2 ========
CPDPRG2 waltzle
NUC?2 1H
PCPD2 90.00 usec
PL2 0.50 dB
PL12 16.21 dB
PL2W 12.76071072 W
PL12W 0.34266910 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127736 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

OH DW 20.800 usec
DE 6.50 usec
TE 292.2 K
: CO,CHs
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EXPNO 3
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Date 20181025
Time 13.57
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
OH RG 4
.O DW 60.800 usec
DE 6.50 usec
OOmI TE 292.2 K
37b D1 1.00000000 sec
TDO il
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 0.50 dB
PL1W 12.76071072 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
x_ _ ) Bl
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EXPNO 4
PROCNO 1
Date 20181025
Time 14.03
INSTRUM spect
PROBHD 5 mm PABBO RB-
PULPROG zgig30
TD 65536
SOLVENT CDC13
NS 541
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20.800 usec
OH DE 6.50 usec
TE 292.5 K
D1 2.00000000 sec
CO,H D11 0.03000000 sec
37b TDO 1
S======= CHANNEL fl =ss======
NUC1 13C
Pl 8.25 usec
PL1 -2.10 dB
PL1W 60.29227829 W
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL2 0.50 dB
PL12 16.21 dB
PL2W 12.76071072 W
PL12W 0.34266910 W
SFO2 400.1316005 MHz
SI 32768
SF 100.6127729 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
TRV P SO T———— L-40
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Acquisition Experiment Report
File: c:\masslynx\july 21.pro\data\210826_cw-vi-003. raw

Header

Acquired File Name: 210826_CW-VI-003
Acquired Date: 26-Aug-2021
Acquired Time: 09:54:58

Job Code: July2l

Task Code:

User Name:

Laboratory Name:

Instrument: ACQ-QDA#KAD3226
Conditions:

Submitter:

SamplelD:

Bottle Number: 2:1
Description:

Instrument Calibration:
Calibration File: C:\MassLynx\IntelliStart.pro\AcquDB\AutoCal.cal
Parameters

MS1 Static:

Mass: 30 Da to 1250 Da.
Resolution: -0.1/-0.0

Ion Energy: -0.3

Reference File: Internal

Acquisition File:
MS1 Scanning:

Mass: 30 Da to 1250 Da.
Resolution: -0.1/-0.0

Ion Energy: -0.3

Reference File: Internal

Acquisition File:
MS1 Scan Speed Compensation:

Scan: 49 to 10000 amu/sec.
Resolution: -0.1/-0.0

Ion Energy: -0.3

Reference File: Internal

Acquisition File:
Calibration Time: 10:54
Calibration Date: ©9/13/17

Coefficients

MS1 Static: -0.000000000000%x™4 + 0.000000000656%xx"3 +
-0.000001077025%x"2 + 1.000599988917*x +-0.085640798905
Function 1: -0.000000000000%x™4 + 0.000000000433%xx"3 +

-0.000000811760%x™2 + 1.000482155999%x +-0.071926097790
Function 2: None

Parameters for C:\MassLynx\July



21.PRO\ACQUDB\NEG_100-500_C_2Hz_5min.EXP

Prescan Statistics:
Initial Average Intensity 379.7862

Initial Average Std Dev 1.1247

Bunch Zero Level 0.0000

Bunch Std Dev 0.0000

Bunch Threshold 0.0000

Spike Removal Std Dev 1.1245

Ion Count Threshold: 25.0000

Data Processing:

Targeted Sampling Frequency 2
Actual Sampling Frequency 2.000

SIR Chromatogram Spike Removal ON

SIR Smoothing ON
Smoothing window size (scans) 3
Number of smooths 2

Method Events:

Initial Stop Flow: No Change

Initial Switch 1: No Change

Timed Events Enabled

Event Time(Sec) Name Action

Instrument Parameters — Function 1:

Polarity ES-

Calibration Dynamic 2
Capillary (kV) 0.80

Cone (V) 5.00
Source Temperature («C) 120

Probe Temperature («C) 350
Calibration Temperature («C) )

Engineers Settings:

LM 1 Resolution -0.12
HM 1 Resolution -0.02
Low Mass Ion Energy 1 -0.26
High Mass Ion Energy 1 -0.12
Low Mass Position 0.69
High Mass Position -1.81
Low Mass Setup 0.63
High Mass Setup -6.13

Detector Gain Positive 1.0
Detector Gain Negative 1.0
Nominal Rod Polarity Negative



Dynamic Offset
Dynamic Offset
Dynamic Offset
Dynamic Offset
Dynamic Offset

Dynamic Offset
Dynamic Offset
Dynamic Offset
Dynamic Offset
Dynamic Offset

Dynamic Offset
Dynamic Offset
Dynamic Offset

Positive Settings:
Low Mass Resolution
High Mass Resolution
Low Mass Ion Energy
High Mass Ion Energy

Negative Settings:
Low Mass Resolution
High Mass Resolution
Low Mass Ion Energy
High Mass Ion Energy

Settings:
Low Mass Position -0.71
High Mass Position -0.46

Dynamic Offset Low Mass Setup 0.55

Dynamic Offset High Mass Setup -0.04
Dynamic Offset Linearity Gain 4.80

Set Detector Gain 1.0

Instrument Readbacks

Capillary (kV) 0.80
Cone (V) -9.32
Source Temperature («C) 120
Multiplier 355

Probe Temperature («C) 350
Calibration Temperature («C) 28

Inter-scan delays:

Automatic Mode
MS Delay Table

R
<= 16.000
> 16.000

delay
0.005
0.006

Health Check Failures:
A1l Health Checks Passed

0.00
0.00
0.00
-0.02

-0.01
0.21
0.00
0.19

Health Checks all enabled unless shown below:
Resolution Setup Required
Recalibration Required

Service Due




ACE Experimental Record

Inlet Method File: c:\masslynx\july
21.pro\acqudb\col4_pfp_fa_acn_bmins

Run method parameters
—— PUMP —-

Waters ACQUITY QSM
Solvent A Name: Water
Solvent B Name: Methanol
Solvent C Name: 0.1% FA
Solvent D Name: Acetonitrile
Low Pressure Limit: @ psi
High Pressure Limit: 15000 psi
Seal Wash Period: 5.00 min
[Gradient Tablel
Time(min) Flow Rate(mL/min) %A %B %C %D Curve
1. Initial 0.500 0.0 9.9 95.0 5.0 Initial

2., 2.00 0.500 0.0 0.0 5.0 95.0 6
3. 3.50 0.500 0.0 0.0 95.0 5.0 11
4, 5.00 0.500 0.0 0.0 95.0 5.0 11

Comment:

Flow Ramp Rate: ©.45 min

D Solvent Selection (if supported): No Change
System Pressure Data Channel: No
Flow Rate Data Channel: No

%A Data Channel: No

%B Data Channel: No

%C Data Channel: No

%D Data Channel: No

Primary Data Channel: No
Accumulator Data Channel: No
Degasser Data Channel: No
Gradient Start: At Injection
Gradient Start Volume: 0 uL
Gradient Start Time: 0.00 min
Participate in pre-analysis: No

—— END PUMP --

—— DETECTOR --

Waters Acquity CM

Target Column Temperature: 50.0 C

Temperature Alarm Band: 5.0 C
: No




Column Valve Position: Column 4
Equilibration Time: 0.1 min
External Valve 1: No Change
External Valve 2: No Change
External Valve 3: No Change
Comment:

Column Temperature Data Channel: No

Preheater Temperature Data Channel: No

—-— END DETECTOR -—-
—— DETECTOR —-
Waters Acquity PDA

Run Time: 5.00 min

PDA Detector Type: UPLC LG 500 nm
Lamp: On

Sampling Rate: 20 points/sec
Filter Time Constant: 0.2000 sec
Exposure Time: Auto msec

Interpolate 2nd order filter Region:

Use UV Blocking Filter: Yes
3D Channel...

Range: 210 - 499
Resolution: 2.4 nm

Channel 1...

Data Mode: Absorbance at 214
Resolution: 2.4 nm

Channel 2...

Data Mode: Absorbance at 380
Resolution: 2.4 nm

Initial Switch 1: No Change
Initial Switch 2: No Change

~— END DETECTOR —-
—— AUTOSAMPLER —-

Waters ACQUITY FTN AutoSampler
Run Time: 5.00 min
Comment:
Load Ahead: Disabled
Loop Offline: Automatic min
Wash Solvent Name: Weak Wash
Pre-Inject Wash Time: 0.0 sec
Post-Inject Wash Time: 6.0 sec
Purge Solvent Name: Strong Wash

No



Maximum System Pressure: 5734.0 psi

Average System Pressure: 4515.0 psi

000

Waters ACQUITY FTN Postrun Report

Software Version: 1.60.1774
Firmware Version: 1.60.364 (Sep 20 2013)
Checksum: 0x35d5392b

Serial Number: D17SDI835G

Sample Syringe Size: 100.0
Extension Loop Size: 0.0

Needle Size: 30.0

Minimum Sample Temperature: 10.0
Maximum Sample Temperature: 10.2
Average Sample Temperature: 10.1
Minimum Column Temperature: -0.2
Maximum Column Temperature: 0.0

Average Column Temperature: -0.2

o000

Waters Acquity CM Postrun Report




Software Version: 1.60.2072

Firmware Version: 1.65.142 (Apr 02 2015)
Checksum: @x18bfb4ea

Serial Number: D17CMP604G

Valve Position: 4

Minimum Column Temperature: 50.0
Maximum Column Temperature: 50.0

Average Column Temperature: 50.0

o000

Active eCord Data

Valve Current Position: 4
Failed to retrive Active eCord ColumnData Data

— 000

Generic Instrument Postrun Report

Software Version: 1.60.1390

Firmware Version: 1.60.6169 (Aug 13 2013)
Checksum: 0@xdcfe9340

Serial Number: B17UPD132A

Lamp On/Off Event: No

Lamp Life: 3223.00 hours

Lamp Serial Number: 000133684

Exposure Time: 50.000 msec

Lambdal: 187.360




Lambda512: 502.647

Flow Cell Type: Analytical LG

Flow Cell Path Length: 10.000 mm

Flow Cell Volume: @.500 microliters

Flow Cell Serial Number:

Flow Cell Part Number:

PDA10-15625

205015017

Optics Temperature Stabilzation Setting: Normal Temperature

00o

Function 1

Scans in function:

Cycle time (secs):

Scan duration (secs):
Inter Scan Delay (secs):

Start and End Time(mins):

Ionization mode:
Data type:
Function type:
Mass range:

Function 2

Scans in function:
Function type:
Wavelength range (nm):

Failed to get IECordHost2 Interface —————————

601
Automatic
0.495
Automatic
0.000 to 5.000
ES-
Accurate Mass
Scan
100 to 500

6001
Diode Array
210 to 499



mz not observed; see 426

210826_CW-V-253-pos (2) PDA Ch2 260nm@2.4nm
Range: 5e-1
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mz not observed

210826_CW-VI-035_pos (2) PDA Ch2 260nm@2.4nm
Range: 7e-1
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mz not observed
210826 _CW-VI-025_pos

6.0e-11

AU

4 0e-14

2 0e-11

(2) PDA Ch2 260nm@2_ 4nm
Range: 8e-1
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210826_CW-VI-025_pos 1: Scan ES+
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Label - CW-V-259; weak; see 402

210826_CW-V-257-pos

(2) PDA Ch2 260nm@2.4nm

Range: 6e-1
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mz not observed
210826 CW-V-265-pos

(2) PDA Ch2 260nm@2_4nm
Range: 2e-1

h
1519 Ld\z F
2 3
: 15
1.0e-1] J\/o CO,H
E 29
5.0e-2 /
0.0 Yy L A R Z.:.i:.,_.:_,__._“_:___.__T_:___:_.._;.._;__
000 050 1.00 150 200 250 300 350 400 450
210826_CW-V-265-pos 1: Scan ES+
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mz not observed

210826_CW-V-263-pos (2) PDA Ch2 260nm@2.4nm

f

Range: 2e-1
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| mz weak; see 398
210826 _CW-V-267-pos

(2) PDA Ch2 260nm@2.4nm

CO,H

Range: 9e-1
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210826_CW-VI-007

(2) PDA Ch2 260nm@2.4nm

Range: 7e-1
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210826_CwW-vI-003 2. Diode Array
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210826_CwW-VI-009
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(2) PDA Ch2 260nm@2.4nm

Range: 3e-1
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210826_CW-VI-013 (2) PDA Ch2 260nm@2.4nm
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weak

210826_CW-VI-023_pos (2) PDA Ch2 260nm@2.4nm
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210826_CW-VI-073 (2) PDA Ch2 260nm@2.4nm
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210826_CW-VI-103 (2) PDA Ch2 260nm@2.4nm
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