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Current Data Parameters Compound 3a
NAME 305936
EXPNO 200
PROCNO 1

F2 - Acquisition Parameters
Date 20130824
Time 13.53
INSTRUM spect
PROBHD 3 mm PABBI 1H/
PULPROG zg30

TD 65536
I%TgLVENT DMig R D D T L L I I
DS 2 16.5 16.0 155 150 145 140 135 13.0 125 120 11.5 110 10.5 10.0 ppm
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 287

DW 48.400 usec
DE 6.50 usec
TE 300.0 K

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

Pl 7.80 usec
PLW1 5.99790001 W
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 131072

SF 500.1288970 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME
EXPNO
PROCNO

305936
201
1

F2 - Acquisition Parameters

Date_
Time

INSTRUM

PROBHD

PULPROG

SOLVENT
NS

DS

SWH
FIDRES
a0

20130824

13.55

spect

3 mm PABBI 1H/
hsqgcetgpsi
1024

DMSO

4

16

2673.797
2.611130
0.1915380
2050
187.000
6.50

300.1
145.0000000
0.00000300
.33697903
.00172414
.03000000
.00000400
.00020000
.00110000
.00002340

coococoor

CHANNEL f1 =

1H

7.80

15.60
1000.00
5.99790001
500.1314653

CHANNEL f2 =
garp

13C

11.00

22.00

70.00
130.00000000
3.21020007
125.7678496

GRADIENT CHANNEL

usec
usec
usec
w
MHz

usec
usec
usec

w
w
MHz

usec

MHz
Hz
ppm

MHz

MHz

GPNAM1 SMSQ10.100
GPNAM2 SMSQ10.100
GPZ1 80.00
GPZ2 20.10
Ple 1000.00

Fl - Acquisition parameters
D

SFO1 125.7678
FIDRES 83.517296

sw 169.999
FnMODE Echo-Antiecho

F2 - Processing parameters
SI 2048

SF 500.1289021
WDW QSINE
SSB 2

LB 0 Hz

GB 0

PC 1.40

Fl1 - Processing parameters
SI 1024
MCc2 echo-antiecho

SF 125.7578713
WDW SINE
SSB 2

LB 0 Hz

GB 0



compound 3a

5y

o
. \
o
[0
n.
| ‘e

ppm

20

40

60

80

100

120

140

160

180

200

ppm

Current Data Parameters

NAME 305936
EXPNO 202
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130824
Time 14.22
INSTRUM spect
PROBHD 3 mm PABBI 1H/
PULPROG hmbcetgpl3nd
D 2048
SOLVENT DMSO
NS 16
DS 16
H 2673.797 Hz
FIDRES 1.305565 Hz
AQ 0.3830260 sec
RG 1820
DW 187.000 usec
DE 6.50 usec
TE 299.9 K
CNST6é 120.0000000
CNST7 170.0000000
CNST13 8.0000000
CNST30 0.5981131
DO 0.00000300 sec
D1 1.64856303 sec
D6 0.06250000 sec
D16 0.00020000 sec
INO 0.00001805 sec
= CHANNEL f1
1H
7.80 usec
15.60 usec
5.99790001 W

500.1314653

= CHANNEL f2

13C

11.00

2000.00

130.00000000

125.7709936

Crp60comp. 4

SPOAL7 0.500
SPOFFS7 0 Hz

SPW7 24.03400040

- GRADIENT CHANNEL

GPNAM1 SMSQ10.100

GPNAM3 SMSQ10.100

GPNAM4 SMSQ10.100

GPNAMS SMSQ10.100

GPNAM6 SMSQ10.100

GPZ1 80.00

Gpz3 14.00

GPZ4 -8.00

GPZ5 -4.00

GPZ6 -2.00

P16 1000.00

MHz

usec
usec
w
MHz

F1 - Acquisition parameters
™ 256

SFO1 125.771
FIDRES 108.083908
sw 219.999
FnMODE Echo-Antiecho

MHz
Hz
ppm

F2 - Processing parameters

SI 4096

SF 500.1289021 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.40

Fl - Processing parameters
ST 1024

MC2 echo-antiecho

SF 125.7578713 MHz
WDW GM
SSB 0

LB 0 Hz

GB Occ
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Current Data Parameters

NAME 305936
EXPNO 202
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130824
Time 14.22
INSTRUM spect
PROBHD 3 mm PABBI 1H/
PULPROG hmbcetgpl3nd
D 2048
SOLVENT DMSO
NS 16
DS 16
H 2673.797 Hz
FIDRES 1.305565 Hz
AQ 0.3830260 sec
RG 1820
DW 187.000 usec
DE 6.50 usec
TE 299.9 K
CNST6é 120.0000000
CNST7 170.0000000
CNST13 8.0000000
CNST30 0.5981131
DO 0.00000300 sec
D1 1.64856303 sec
D6 0.06250000 sec
D16 0.00020000 sec
INO 0.00001805 sec
= CHANNEL f1
1H
7.80 usec
15.60 usec
5.99790001 W

500.1314653

= CHANNEL f2

13C

11.00

2000.00

130.00000000

125.7709936

Crp60comp. 4

SPOAL7 0.500
SPOFFS7 0 Hz

SPW7 24.03400040

- GRADIENT CHANNEL

GPNAM1 SMSQ10.100

GPNAM3 SMSQ10.100

GPNAM4 SMSQ10.100

GPNAMS SMSQ10.100

GPNAM6 SMSQ10.100

GPZ1 80.00

Gpz3 14.00

GPZ4 -8.00

GPZ5 -4.00

GPZ6 -2.00

P16 1000.00

MHz

usec
usec
w
MHz

F1 - Acquisition parameters
™ 256

SFO1 125.771
FIDRES 108.083908
sw 219.999
FnMODE Echo-Antiecho

MHz
Hz
ppm

F2 - Processing parameters

SI 4096

SF 500.1289021 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.40

Fl - Processing parameters
ST 1024

MC2 echo-antiecho

SF 125.7578713 MHz
WDW GM
SSB 0

LB 0 Hz

GB Occ
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Current Data Parameters

NAME 305936
EXPNO 203
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130824
Time 16.47
INSTRUM spect
PROBHD 3 mm PABBI 1H/
PULPROG cosygpgf
TD 2048
SOLVENT DMSO
NS 4
DS 8
SWH 2673.797 Hz
FIDRES 1.305565 Hz
AQ 0.3830260 sec
RG 575
DW 187.000 usec
DE 6.50 usec
TE 300.0 K
DO 0.00000300 sec
D1 1.74481905 sec
D13 0.00000400 sec
Dle 0.00020000 sec
INO 0.00037400 sec
======== CHANNEL fl ========
NUC1 1H
PO 7.80 usec
Pl 7.80 usec
PLW1 5.99790001 W
SFO1 500.1314653 MHz
GRADIENT CHANNEL
SMSQ10.100
10.00 %

1000.00 usec

F1 - Acquisition parameters

SFO1 500.1315 MHz
FIDRES 10.444519 Hz
SW 5.346 ppm
FnMODE QF

F2 - Processing parameters
ST 1024

SF 500.1288954 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.40

F1l - Processing parameters
ST 1024

MC2 QF

SF 500.1288954 MHz
WDW TRAP

SSB 0

LB 0 Hz

GB 0oc



pSpin3. 3 5. 7, EXPNO=500, PROCNO=1
F1=16.450ppm, F2=-4.176ppm, MI=0.50cm, MAXI=10000.00cm, BC=1.000
4 ADDRESS INTEN:

Current Data Parameters FREQUENCY
NAME 50039067 compound 3b o

) . ki 0

3 laamels 3677656 7553 45

3 di0rli 3055 73388 1lde

EXPNO 500 i 1as1001 3667.603 703333 7079

S a3 decsless 7351 75

PROCNO 1 §onE REss 73 L

9 lis3s7  3essles: 7317 163

5 lisasd 367301 73128 15100

L. 5 liseals  36silos 73002 7%

F2 - Acquisition Parameters To lasesz  3650.245 7 2566 76y

1 143934 3ed1isar 713008 1%

Date 20150217 12 lassels  363si7as 71397 ilse

e 15 laez0ls  3e3ziesa 703638 sloe

1 16373 3e30.cas 703554 30

ime 14.03 T5  1ag32ls  3628.931 72561 2071

1 11655 363608 203518 3éa

INSTRUM spect 17 laca7.s  3624.242 7.2466 2037

T leeslo  3eislsst 715368 3ls6

PROBHD 5 mm CPDCH 13C 15 1ieess 36170340 e 0.7¢

20 laerels  e1s.a%0 713287 0l6r

PULPROG zg30 21 le0zal3  2553.715 5.1181 160

32 lsoes  3847.4e3 5l0s3s ala

D 65536 23 180749 25430761 5.0862 6.63

Za 1s0s22  2saildel sloss alss

SOLVENT MeOD 35 letaals  2s28l737 sl0ses i

s 32 26 1satel0  2439.202 118573 102065

3 Isoias 224783 P 78

Zo 1oasls  2206.724 pten 1023

DS > 35 lsiealz 5196772 13568 25

5 iresls  Z1aalize 13 334

51 1e1ssls 21sia7e 13012 orey

SWH 10330.578 Hz 32 1s203l6  2186.018 113709 138

35 Zo3%e1  Teasians 3lcse0 ols

FIDRES 0.157632 Hz 32 2031208 1838.228 3lg75s 107

35 Zoarls  1esolase 3lesss ol

2AQ 3.1719425 sec 36 2038217 18ls.172 3l631a 105

RG: e 37 oo 1et0.7an 3lea0s ey

3o Zossia  1sc0leis 3leo0r ol7s

35 Zosesls  lesdlass 3521 olss

bW 48.400 usec G0 oseall  1eez.032 3l3as olee

o 40 osraa  ieerltes 3i3s ol7s

i Goseale  1esezen 3 26,23

10.00 usec 33 208947 1ss4.780 313087 52115

43 08937 1es3.1g0 313088 74178

TE 303.0 K 45 20305.0  1651.529 313022 52002

i 0902 1s43.e79 3l2s89 R

D1 1.00000000 sec 37 113 182.061 3633 0.51

TDO 1 15 3sels  1aeos Siass 5158

50 21199.9 1558.555 3.1163 107

51 212305 15480503 3l0s70 ols1

52 3145 1s4dls0n 3l0e78 oles

CHANNEL f1 S e 1sizloas 3l0eas 15

) S 13033 1280347 3o 2008

ss cnadela 1sa1i1ss 3loas e

500.1330885 MHz s6 2138802 1511.793 3l0228 11z

10 $ mesi 1s07.0m2 3lotas 110

Se cla0als  1454l23 25877 ol2

S5 slazels  la0s.3se 215720 0.7

8.90 usec 60 214185 1480185 2.9536 0.68

15.73700047 W & aisesy  1agiices 355 558

. olss

& 313305 1as4la8 35001 108

G s12s 14500537 323003 ]

. 6 213817 lad7.ezs 2lesas 12

F2 - Processing parameters G c1313ls  las0lers 2 880 35

& s19sls  1433le23 3l8ees 3a

a1 32768 G sl 1429053 28577 308

& Giessio 14230370 2l0ase !

70 sleses  1417.e1s ENH 1018

SF 500.1300117 MHz 71 2167003 14100087 2l8192 062

7 3588903 selie oliies 2

WDW EM 73 2610907 100653 010213 053

7 se133l7 ERTH 0l0062 1703

SSB 0 75 seisslo -olise -0.0003 156,63

% eisals 3la0 “o’00ss 20042

LB 0.30 Hz 77 2833309 60,016 -011200 215

GB 0
PC 1.00
1




Current Data Parameters

Hz
Hz
sec

usec
usec

sec
sec

NAME 50039067
EXPNO 501
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150217
Time 17.05
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG zgpg
TD 65536
SOLVENT MeOD
NS 2048
Ds 4
SWH 30864.197
FIDRES 0.470950
AQ 1.0616832
RG 724
DW 16.200
DE 18.00
TE 303.0
D1 4.00000000
D11 0.03000000
TDO 1

SFO2
NUC2
CPDPRG [2
PCPD2

CHANNEL f1 ==

CHANNEL f2

125.7703643
13C

9.70
34.40000153

500.1320005

80.00
15.73700047
0.19476999
0.12465000

MHz

usec

w
w
W

F2 - Processing parameters

536
125.7576077
EM

0
1.00

0
1.40

MHz

Hz

compound 3b

/Bruker/TopSpin3 .2/data/SanTrack /nnr, USE}
24.151ppn, F2--21.275ppm, MI-0.00cm
RESS FrEQUENCY

ADDI

59909 8

TNTENSITY

1740241

wup0083
0000. 0o,

NAME-50039067, EXPNO=501, PROCNO-1
PC-1.400
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DU=C: /Bruker/Topsping .2,
F1x

215.769ppm, F2--16.852ppm, MI=0.50cm,
FREQUENCY.

2]

1 23637.2  16903.193  134.4109
2 46asls  16443.001  130.7587
3 2a9a6.2  16308.762  129.6841
3 2e50108  e208.050  129.5194
5 25017.0  1e276.568  129.4281
6 2s091l4  16242.815 1291597
7 2512405 16227.745  129.0399
8 251a6.3  16217.827  128.9620
5 25152.6  16215.000  128.9386
10 25166.3  16208.785  128.8851
11 2521a1  1ew7.075  128.7265
12 a0s1e 528 574 7311790
13 ao32iia 9326 3m: 731616
14 s0680.7 163.240 72 8643
15 a0703.a  susaleso 72.7820
16 420827 26517 67,8012
17 420011 ss22.719 67,7710
18 asaolis  7019.224 55.8155
15 ssasels  eoselos2 55.6543
20 ssase.s  6994.185 55.6164
21 s7108  eza6.ie7 39 6683
22 amsia eaz4leer 194975
25 amssle 6203233 493269
26 4720107 6188.205 49207
25 720505 e1e1.754 331561
26 72764 e167.933 390462
27 2933 e160.236 48 9850
20 am23ls 6146.365 188747
25 amnlz 24 848 387036
30 a7e0sia  e018.520 37.8581
a1 a0 5971.776 37 4864
32 sor7riz as7e.080 364040
33 soe2sl3  4sse.zel 36.2305
34 sose7le  4509.794 358610
35 50943 45011997 357990
36 s1267.7  4355.338 336328
37 sm aazsless 333368
ECR T 781,747 5.216
35 602830 2610211 2.0m
30 sosoal7 25667 0208
51 eoesTie 0.289 00023
iz soo13ls -25.302 -0.2002
33 ewamla -ze0l7ml 20736
s a7 81020 “6l21a
45 e3m2al4 -1301.829  -10.3503

. 3,
HAX1=10000.00cM, PC~1.400
INTENSITY

PROCNO-1

CH,CH3-Signals positive,

CH2-Signals negative

a.
16 a52ppm, MI-0.5!
FREQUENCY

23638.3  16502.690 13440639
2464906 16443436 130.7550
249472 08297 129.6804
2199208 le287.585  123.5157
2501811 16276.090  129.4243
2508804  16244.148  129.1703
2512506 16227.284  123.0362

4704 16217.349  120.9572
2515306 16214.545  128.9345
25167.4 5208307 125.8853
2521502 16186.589  128.7126
isio2s 7018872 5508127
4544705 6998.474 5506505
4545705 6993.770 5506131
4710501 6245714 56647
4715204 6224.234 3904939
3719 6202.780 513233
4723204 6187 891 3502085
472165 6181.288 4901524
3727506 6166.445 510323
472903 5155 784 8 9814
4732608 6145.007 18l8635
4760605 6017.992 708533
4770903 59710323 4704828
608586 01176 -0.0014

. 3
MAXI-10000.00cm, PC:
INTENSITY

7,

EXPNO=503, PROCHO-

CH-Signals

compound 3b

Ly
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Current Data Parameters
NAME

0039067
EXPNO

PROCNO 1

F2 - Acquisition Parameters

. 0150217

Time 20.04

INSTRUM spect

PROBHD 5 mm CPDCH 13C
PULPROG hsqcetgpsisp2.2
204,

TD 8

SOLVENT MeOD

Ns 16

DS 16

SWH 4504.504 Hz

FIDRES 2.199465 Hz

a0 0.2273280 sec

RG 2050

bW 111.000 usec

DE 10.00 usec
TE .

CNST2 145.0000000

CNST17 -0.5000000

DO 0.00000300 sec

D1 1.40046704 sec

D4 0.00172414 sec

D11 0.03000000 sec

D16 0.00020000 sec

D24 0.00110000 sec

INO 0.00002090 sec

£1 =
500.1319832 MHz

1H

P1 8.90 usec
P2 17.80 usec
P28 0 usec

PLWL 15.73700047 W

= = CHANNEL f2 =
SFO2 125.7678496 MHz
NUC2 13¢C
CPDPRG [2 garp

P3 9.70 usec
P14 500.00 usec
P24 2000.00 usec
PCPD2 70.00 usec
PLWO ow

PLW2 34.40000153 W
PLW12 0.66055000 W
SPNAM[3] Crp60,0.5,20.1
SPOAL3 0.500

SPW3 4.94530010 W
SPNAM[7] Crpé0comp. 4
SPOAL7 0.500

SPOFFS7 0 Hz

SPW7 4.94530010 W
GRADIENT CHANNEL =
GPNAM (1] SMSQ10.100
GPNAM [2] SMSQ10.100
GPNAM [3] SMSQ10.100
GPNAM (4] SMSQ10.100

GPZ1 80.00 %

GPZ2 20.10 %

Gpz3 11.00 %

GPz4 -5.00 %

P16 1000.00 usec
P19 600.00 usec

F1 - Acquisition parameters
D 256

SFO1 125.7678 MHz
FIDRES 93.450958 Hz
s 190.219 ppm

FnMODE Echo-Antiecho

F2 - Processing parameters
s 8

SF 500.1300117 MHz
WDW OSINE
SSB 2

LB 0 Hz
GB 0
pC 1.40

F1 - Processing parameters
ST 1024

MC2 echo-antiecho
SF 125.7576077 MHz
WDW OSINE
sSB 2
LB 0 Hz
GB Occ
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Current Data Parameters
NAME

0039067
EXPNO

PROCNO 1

F2 - Acquisition Parameters

. 0150217

Time 22.01

INSTRUM spect

PROBHD 5 mm CPDCH 13C
PULPROG hmbcetgpl2nd

TD 2048
SOLVENT MeOD

Ns 32

DS 16

SWH 4504.504 Hz
FIDRES 2.199465 Hz
a0 0.2273280 sec
RG 2050

bW 111.000 usec
DE 10.00 usec
TE 303.0 K
CNST6 125.0000000
CNST7 160.0000000
CNST13 10.0000000
5981151
00000300 sec
42995703 sec
05000000 sec
00020000 sec
00001790 sec

9
2
@
I+
E
o

o
&
cooro

£1 =
500.1319832 MHz
1H

P1 8.90 usec
P2 17.80 usec
PLW1 15.73700047 W

= CHANNEL f2
125.7703443 MHz
13C

SPNAM[7] Crp60comp. 4
SPOAL7 0.500
SPOFFS7 0 Hz
SPW7 4.94530010 W
GRADIENT CHANNEL
GPNAM[1] SMSQ10.100
GPNAM [3] SMSQ10.100
GPNAM [4] SMSQ10.100
GPNAM [5] SMSQ10.100
GPz1 80.00 %
GP2Z3 15.00 %
Gpz4 -10.00 %
GPZ5 -5.00 %
P16 1000.00 usec

F1 - Acquisition parameters
D

SFOL 125.7703 MHz
FIDRES 109.113129 Hz
SW 222.095 ppm

FnMODE Echo-Antiecho

F2 - Processing parameters
ST

8

SF 500.1300117 MHz
WDW

SSB 0

LB 0 Hz

GB 0

pC 1.40

F1 - Processing parameters
ST 1024

MC2 echo-antiecho

SF 125.7576077 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0



A

VA AN

compou

Current Data Parameters

NAME 50039067
EXPNO 506
PROCNO 1

F2 - Acquisition Parameters

PL!
PL!

GP.

W1l
W10

Date_ 20150218

Time 1.56

X INSTRUM spect

e PROBHD 5 mm CPDCH 13C

PULPROG cosygpppgf

TD 2048

SOLVENT MeOD

NS 8

Ds 16

SWH 4504 .504 Hz

FIDRES 2.199465 Hz

AQ 0.2273280 sec

RG 25.4

DW 111.000 usec

DE 10.00 usec

TE 303.0 K

DO 0.00000300 sec

D1 1.38735902 sec

D11 0.03000000 sec

D12 0.00002000 sec

D13 0.00000400 sec

D16 0.00020000 sec

INO 0.00022200 sec
CHANNEL f1 ==

500.1319832 MHz

8.90 usec
2500.00 usec
15.73700047 W
1.84399998 W

GRADIENT CHANNEL =====

GPNAM [1]

Z1

SMSQ10.100
10.00 %
1000.00 usec

Fl1 - Acquisition parameters

TD 512

SFO1 500.132 MHz

FIDRES 8.797860 Hz

SW 9.007 ppm

FnMODE QF

F2 - Processing parameters

6 5 SI 2048
. SF 500.1300117 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.40

F1 - Processing parameters

2 SI 2048
@ MC2 QF
SF 500.1300117 MHz

WDW SINE

SSB 0

LB 0 Hz

GB 0

5.0




C t Data P: t
compound 3b g eta Fazzmerers
| 507

EXPNO
| PROCNO 1
F2 - Acquisition Parameters
- 0150218
Time 3.54
‘ INSTRUM spect
‘ PROBHD 5 mm CPDCH 13C
l | PULPROG hsgcedetgp
‘ ™D 2048
‘ \ SOLVENT MeOD
NS 16
| I DS 16
] SWH 4504.504 Hz
‘ L‘M FIDRES 2.199465 Hz
T RQ 0.2273280 sec
| m RG 2050
\ pp oW 111.000 usec
— DE 10.00 usec
L TE .
F CNST2 145.0000000
F Do 0.00000300 sec
F D1 1.40046704 sec
F 30 D4 0.00172414 sec
E D11 0.03000000 sec
F D13 0.00000400 sec
F D16 0.00020000 sec
E D21 0.00345000 sec
F NO 0.00002090 sec

40 ZGOPTNS

= CHANNEL £1 =
SFO1 500.1319832 MHz
NUC1 1H

P1 8.90 usec
[y P2 17.80 usec
50 P28 0 usec
F PLWL 15.73700047 W
F CHANNEL £2 =
=3 F 125.7678491 MHz
E NUC2 13C
F 60 CPDPRG [2 garp
E P3 9.70 usec
F P4 19.40 usec
F PCPD2 70.00 usec
F PLW2 34.40000153 W
F PLW12 0.66055000 W

GRADIENT CHANNEL

70

F GPNAM[1] SMSQ10.100
Py F GPNAM [2] SMsQ10.100
F GPz1 0.00 %
F GPz2 20.10 %
E P16 1000.00 usec

80

F1 - Acquisition parameters
D 256

SFOL 125.7678 MHz
FIDRES 93.450958 Hz

sW 190.219 ppm

9 0 FnMODE Echo-Antiecho

F F2 - Processing parameters
F sT 48
E SF 500.1300117 MHz
F WDW QSINE
F sSB 2
» 1 00 LB 0 Hz
F GB 0
F pC 1.40
F Fl - Processing parameters
E sI 1024
11 0 mc2 echo-antiecho

F SF 125.7576072 MHz
F WDW QSINE
E sSB 2
F 1B 0 Hz
E GB 0

120

130

140

150
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NAME 62155052
EXPNO 500
PROCNO 1
Date_ 20140116
Time 8.0
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG 2g30
TD 65536
SOLVENT MeOD
NS 32
Ds 2
10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 8
DW 48.400 usec
DE 6.50 usec
TE 303.0 K
Dl 1.00000000 sec
TDO 3
CHANNEL f1
1H
8.90 usec

=6

3.00
15.73656750
500.1330885 MHz

32768
500.1300132 MHz
EM
0
0.30 Hz
0
1.00

compound 3¢




NAME 62155052 compound 3c
EXPNO 501
PROCNO 1
Date_ 20140116
Time 11.07
INSTRUM spect DU=/opt/topspin, SanTrack, NAME=62155052, EXPNO=S01, PROCNO=1
PROBHD 5 mm CPDCH 13C FIS23 165pgm, " F2e-21. 366pen. reD.OGcn, WAXIZ10000.00cn, FCei 400
PULPROG Z9pg :
D 65536 H
SOLVENT MeOD 4
NS 1024 H
DS 4 H
SWH 30864.197 Hz i 1
FIDRES 0.470950 Hz E:
20 1.0617332 sec =
RG 645 15
DW 16.200 usec 1
DE 20.00 usec n
TE 303.0 K 1 : 3
Dl 4.00000000 sec ¢
D11 0.03000000 sec 43 3
TDO T 115:
3
CHANNEL f1 s
NUC1 13c
Pl 9.70 usec
PL1 4.00 dB
PL1W 34.40000153 W
SFOl1 125.7703643 MHz i 50:
rR
48
= = CHANNEL f2 = z i
CPDPRG2 waltzl6 4 i
NUC2 1H i€ 44
PCPD2 80.00 usec h
PL2 3.00 dB s :
PL12 22.07 dB 1 :
PL13 25.00 dB 3 i
PL2W 15.73656750 W 5 5
PL12W 0.19494408 W ] e
PL13W 0.09929103 W ' :
SFO2 500.1320005 MHz
ST 65536 :
SF 125.7576066 MHz e
WDW EM 2702
SSB 0 £
LB 1.00 Hz A
GB 0 1
2 1.40 3 o
E 56
, B " o
R = S Yo yeniie 7 R 2 w
R L M B L AR ey LA S LEL AR LSS AASLAY LRSS Las A B LA LS LR n R ALY LRSS LRSS R L LRSS AR aa
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



compound 3¢

DU=/opt/topspin, 3 + PROCNO=1 . . . . .
F1=219,778ppm, F2=-16.883ppm, MI=0.50cm, MAXI=10000.00cm, PC=1.400 — -_—
o, 216 88 Gen, 1o n, PO CH,CH3-signals positive, CH2-signals negative
(PPM]

3 24992.0 129.5257 15.00

2 7 129.0500 6.15

3 128.9675 9.06

4 128.9218 10.92

5 128.8515 3.53

€ 67.7830 -5.91

| 56.1914 0.60

€ 55.6767 0.74

- 49.6698 1.99

1c 49.4993 4.58

11 49.3287 6.84

12 49.1579 4.37

13 48.9868 .31

14 47.5276 1.07

15 47.0202 0.68

17 35.6440 -1.43

18 34.8328 -4.53

19 34.3582 -1.33

20 34.2005 -1.12

21 33.8034 ~1.49
22 2949 -1.38
23 27.2464 -2.16
24 25.8960 -4.21
25 60860 .000: 20.63
26 60916.4 -0.2030 0.7

A L 5

DU=/opt/topspin, USER=SamTrack, NAME=62155052, EXPNO=503, PROCNO=1
F1=219.778ppm, F2=-16.883ppm, MI=0.50cm, MAXI=10000.00cm, PC=1.400
[ ADDRESS "REQUEN

(Hz. (PPM]

1 209920  16288.842  129.5257 15.00 .
2 251238 16226.994  129.0498 6.21 CH-s 1g‘nals
5 25146.5  16218.682  128.9678 s.01

4 25159.2 16212.897 128.9218 11.05

s 25178.8  16204.006  128.8511 162

6 45408.3 7017.174 55.7992 0.69

7 47105.5 6246.405 49.6702 2.20

8 7152.8 6224.926 49.499%4 4.42

s 472001  6203.484 493289 673
10 4712473 els2.018 49.1582 442
11 4723417 €160.500 489871 2.18
12 476954 5976.718 47,5257 0.94

S 4784005 5912481 470149 061
14 60860.2 -0.013 -0.0001 0.99

L I L W ,
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NAME 6215

Date_ 2014

5052
504

1
0116
8.43

spect
PROBHD 5 mm CPDCH 13C
PULPROG hsqcetgpsisp2.2

2048

D
SOLVENT
NS
DS
FIDRES
A
oW
DE
TE
T: 145.000f
CNST17 ~0.500!
DO 0.00000300
D1 1.39227498
D4 0.00172414
D11 0.03000000
D16 0.00020000
D24 0.00110000
INO 0.00002090
CHANNEL f1
17.80
1000.00

3.0
15.736567

MeOD
2

0000
0000
sec
sec
sec
sec
sec
sec
sec

usec
0 dB
50 W

500.1318645 MHz

HANNEL 2
P3 9.
Pl4 500.00
P24 2000.00
PCPD2 65.
PLO
PL2
PL12 -
PLOW 0.00000000 W
PL2W 34.40000153 W
PL12W 0.76658159 W
SFO2 125.7678496 MHz
SP3 12.42 a8
sp7 2 aB

12.4
SPNAM3  C€rp60,0.5,20.1

SENAM? Crp60comp. 4
0.500

P16 1000.00 usec

P19 600.00 usec

NDO 2

T™D 256

SFoL 125.7678 MHz

FIDRES 93.343323 Hz

sw 190.000 ppm

FnMODE Echo-Antiecho

ST 2048

SF 500.1300132 MHz

woW QSINE
5SB

LB 0.00 Hz

GB 0

BC 1.40

SI 1024

MC2 echo-antiecho

SF 125.7576066 MHz

WoW QSINE

ssB 2

LB 0.00 Hz

GB 0



compound 3c
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NAME 62155052
EXPNO 505
PROCNO 3
Date_ 20140116
Time 11.08
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG hmbcetgpl2nd

T 048
SOLVENT MeOD

NS 16

DS 16
SWH 4347.826 Hz
FIDRES 2.122962 Hz
AQ 0.2355700 sec
RG 2050

oW 115.000 usec
DE 6.50 usec
TE 303.0 K
CNST6 125.0000000
CNST7 160.0000000
CNST13 10.0000000
CNST30 0.5981150

Do 0.00000300 sec
Dl 1.42176604 sec
D6 0.05000000 sec
D16 0.00020000 sec
INO 0.00001790 sec
CHANNEL f1 =

1H

8.90 usec

17.80 usec

3.00 dB

15.73656750 W
500.1318645 MHz

CHANNEL f2 = =

NUC2 13c

P3 9.70 usec
P24 2000.00 usec
PL2 4.00 dB
PL2W 34.40000153 w
SFO2 125.7703443 MHz
SP7 12.42 @B
SPNAM7 Crpé0comp.4
SPOAL7 0.500
SPOFFS7 0.00 Hz

GRADIENT CHANNEL = =
GPNAM1 SINE.100

GPNAM3 SINE.100
GPNAM4 SINE.100
GPNAMS SINE.100
GPZ1 80.00 %
GPZ3 15.00 $
GPZ4 -10.00 %
GPZ5 -5.00 %
P16 1000.00 usec
NDO 2

TD 256
SFOL 125.7703 MHz
FIDRES 109.113174 Hz
SW 222.095 ppm
FnMODE Echo-Antiecho

ST 2048

SF 500.1300132 MHz
wDW SINE
SSB 0

LB 0.00 Hz
GB 0

PC 1.40

SI 1024
MC2 echo-antiecho

SF 125.7576066 MHz
WDW SINE
SSB 0

LB 0.00 Hz
GB 0
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NAME 62155052
EXPNO 506
PROCNO 4
Date_ 20140116
Time 2,13
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG cosygpppaf

TD 2048
SOLVENT MeOD

NS 1

DS 16
SWH 4347.826 Hz
FIDRES 2.122962 Hz
a0 0.2355700 sec
RG 18

DW 115.000 usec
DE 6.50 usec
TE 303.0 K
Do 0.00000300 sec
Dl 1.37916696 sec
D1l 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec

0

.00023000 sec

PO 8.90 usec
Pl 8.90 usec
P17 2500.00 usec
PL1 3.00 dB
PL10 13.84 dB
PL1W 15.73656750 W
PL10W 1.29691052 W
SFO1 500.1318645 MHz

GPZ1 ~
P16 1000.00 usec
NDO 1
TD 512
SFO1 500.1319 MHz
FIDRES 8.491848 Hz
Sw 8.693 ppm
FnMODE QF
ST 2048
SF 500.1300132 MHz
WDW SINE
SSB 0
LB 0.00 Hz
GB 0
BC 1.40
SI 2048
MC2 QF
SF 500.1300132 MHz
WDW SINE
SsSB 0
LB 0.00 Hz
GB 0



NAME 62155052
EXPNO 500
PROCNO 1
Date_ 20140116
Time 8.0
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG 2g30
TD 65536
SOLVENT MeOD
NS 32
Ds 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 8
DW 48.400 usec
DE 6.50 usec
TE 303.0 K
Dl 1.00000000 sec
TDO 3
CHANNEL f1
1H
8.90 usec

=6

3.00
15.73656750
500.1330885 MHz

32768
500.1300132 MHz
EM
0
0.30 Hz
0
1.00

compound 3d




compound 3d

NAME 62155052
EXPNO 501
PROCNO ai
Date_ 20140116
Time 11.07
INSTRUM spect DU=/opt/topspin, SanTrack, NAME=62155052, EXPNO=S01, PROCNO=1
PROBHD 5 mm CPDCH 13C Fi%a3k 1605, Fae 21 G, h1-d.00cn, RAKI-10000 doen, FoeT 400
PULPROG zZgpg i
D 65536 :
SOLVENT MeOD H
NS 1024 H
DS 4 H
SWH 30864.197 Hz . 4
FIDRES 0.470950 Hz !
AQ 1.0617332 sec x
RG 645 15
DW 16.200 usec h
DE 20.00 usec n
TE 303.0 K # 5 E
Dl 4.00000000 sec 4
D11l 0.03000000 sec 13 5
TDO 1 115:
3
CHANNEL f1 s
NUCl 190
Pl 9.70 usec
PL1 4.00 dB
PL1W 34.40000153 W
SFO1 125.7703643 MHz 3 50
b
i
= = CHANNEL f2 = 2 i
CPDPRG2 waltzl6 i« ®
NUC2 1H 3 a4
PCPD2 80.00 usec h
PL2 3.00 dB 3 :
PL12 22.07 dB 1 -
PL13 25.00 dB > i
PL2W 15.73656750 W s 3!
PL12W 0.19494408 W ] e
PL13W 0.09929103 W 3 :
SFO2 500.1320005 MHz
sI 65536 :
SF 125.7576066 MHz e
WDW EM e
SSB 0 &
1B 1.00 Hz i
GB 0 a3
2 1.40 3 o
= ]
, T " ™
R = S Yo yeniie 7 R 2 w
T [ T [T T T e T T T [T [ T T e T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



DU=/opt/topspin, 3 + PROCNO=1 . . . . .
F1=219,778ppm, F2=-16.883ppm, MI=0.50cm, MAXI=10000.00cm, PC=1.400 — -_—
o, 216 88 Gen, 1o n, PO CH,CH3-signals positive, CH2-signals negative
(PPM]

3 24992.0 129.5257 15.00

2 7 129.0500 6.15

3 128.9675 9.06

4 128.9218 10.92

5 128.8515 3.53

€ 67.7830 -5.91

| 56.1914 0.60

€ 55.6767 0.74

- 49.6698 1.99

1c 49.4993 4.58

11 49.3287 6.84

12 49.1579 4.37

13 48.9868 .31

14 47.5276 1.07

15 47.0202 0.68

17 35.6440 -1.43

18 34.8328 -4.53

19 34.3582 -1.33

20 34.2005 -1.12

21 33.8034 ~1.49
22 2949 -1.38
23 27.2464 -2.16
24 25.8960 -4.21
25 60860 .000: 20.63
26 60916.4 -0.2030 0.7

A L 5

DU=/opt/topspin, USER=SamTrack, NAME=62155052, EXPNO=503, PROCNO=1
F1=219.778ppm, F2=-16.883ppm, MI=0.50cm, MAXI=10000.00cm, PC=1.400
[ ADDRESS "REQUEN

(Hz. (PPM]

1 209920  16288.842  129.5257 15.00 .
2 251238 16226.994  129.0498 6.21 CH-s 1g‘nals
5 25146.5  16218.682  128.9678 s.01

4 25159.2 16212.897 128.9218 11.05

s 25178.8  16204.006  128.8511 162

6 45408.3 7017.174 55.7992 0.69

7 47105.5 6246.405 49.6702 2.20

8 7152.8 6224.926 49.499%4 4.42

s 472001  6203.484 493289 673
10 4712473 els2.018 49.1582 442
11 4723417 €160.500 489871 2.18
12 476954 5976.718 47,5257 0.94

S 4784005 5912481 470149 061
14 60860.2 -0.013 -0.0001 0.99

compound 3d

L I L W ,
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NAME 6215

Date_ 2014

5052
504

1
0116
8.43

spect
PROBHD 5 mm CPDCH 13C
PULPROG hsqcetgpsisp2.2

2048

D
SOLVENT
NS
DS
FIDRES
A
oW
DE
TE
T: 145.000f
CNST17 ~0.500!
DO 0.00000300
D1 1.39227498
D4 0.00172414
D11 0.03000000
D16 0.00020000
D24 0.00110000
INO 0.00002090
CHANNEL f1
17.80
1000.00

3.0
15.736567

MeOD
2

0000
0000
sec
sec
sec
sec
sec
sec
sec

usec
0 dB
50 W

500.1318645 MHz

HANNEL 2
P3 9.
Pl4 500.00
P24 2000.00
PCPD2 65.
PLO
PL2
PL12 -
PLOW 0.00000000 W
PL2W 34.40000153 W
PL12W 0.76658159 W
SFO2 125.7678496 MHz
SP3 12.42 a8
sp7 2 aB

12.4
SPNAM3  C€rp60,0.5,20.1

SENAM? Crp60comp. 4
0.500

P16 1000.00 usec

P19 600.00 usec

NDO 2

T™D 256

SFoL 125.7678 MHz

FIDRES 93.343323 Hz

sw 190.000 ppm

FnMODE Echo-Antiecho

ST 2048

SF 500.1300132 MHz

woW QSINE
5SB

LB 0.00 Hz

GB 0

BC 1.40

SI 1024

MC2 echo-antiecho

SF 125.7576066 MHz

WoW QSINE

ssB 2

LB 0.00 Hz

GB 0



compound 3d
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NAME 62155052
505

EXPNO
PROCNO 3
Date_ 20140116
Time 11.08
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG hmbcetgpl2nd
T 048
SOLVENT MeOD
NS 16
DS 16
SWH 4347.826 Hz
FIDRES 2.122962 Hz
AQ 0.2355700 sec
RG 2050
oW 115.000 usec
DE 6.50 usec
TE 303.0 K
CNST6 125.0000000
CNST7 160.0000000
CNST13 10.0000000
CNST30 0.5981150
Do 0.00000300 sec
Dl 1.42176604 sec
D6 0.05000000 sec
D16 0.00020000 sec
INO 0.00001790 sec
CHANNEL f1 =
1H
8.90 usec
17.80 usec
3.00 dB

15.73656750 W
500.1318645 MHz

CHANNEL f2 = =

NUC2 13c

P3 9.70 usec
P24 2000.00 usec
PL2 4.00 dB
PL2W 34.40000153 w
SFO2 125.7703443 MHz
SP7 12.42 @B
SPNAM7 Crpé0comp.4
SPOAL7 0.500
SPOFFS7 0.00 Hz

GRADIENT CHANNEL = =
GPNAM1 SINE.100

GPNAM3 SINE.100
GPNAM4 SINE.100
GPNAMS SINE.100
GPZ1 80.00 %
GPZ3 15.00 $
GPZ4 -10.00 %
GPZ5 -5.00 %
P16 1000.00 usec
NDO 2

TD 256
SFOL 125.7703 MHz
FIDRES 109.113174 Hz
SW 222.095 ppm
FnMODE Echo-Antiecho

ST 2048

SF 500.1300132 MHz
wDW SINE
SSB 0

LB 0.00 Hz
GB 0

PC 1.40

SI 1024
MC2 echo-antiecho

SF 125.7576066 MHz
WDW SINE
SSB 0

LB 0.00 Hz
GB 0
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NAME 62155052
EXPNO 506
PROCNO 4
Date_ 20140116
Time 2,13
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG cosygpppaf

TD 2048
SOLVENT MeOD

NS 1

DS 16
SWH 4347.826 Hz
FIDRES 2.122962 Hz
a0 0.2355700 sec
RG 18

DW 115.000 usec
DE 6.50 usec
TE 303.0 K
Do 0.00000300 sec
Dl 1.37916696 sec
D1l 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec

0

.00023000 sec

PO 8.90 usec
Pl 8.90 usec
P17 2500.00 usec
PL1 3.00 dB
PL10 13.84 dB
PL1W 15.73656750 W
PL10W 1.29691052 W
SFO1 500.1318645 MHz

GPZ1 ~
P16 1000.00 usec
NDO 1
TD 512
SFO1 500.1319 MHz
FIDRES 8.491848 Hz
Sw 8.693 ppm
FnMODE QF
ST 2048
SF 500.1300132 MHz
WDW SINE
SSB 0
LB 0.00 Hz
GB 0
BC 1.40
SI 2048
MC2 QF
SF 500.1300132 MHz
WDW SINE
SsSB 0
LB 0.00 Hz
GB 0



Current Data Parameters
NAME 68952051 NMR spectra for compound 3e
EXPNO 500
PROCNO 1

L O onkess £
F2 - Acquisition Parameters 1 aaases Sesooe e s.er
Date 20141010 5 daasalr 3675508 73491 1205
S 6o 7358 fe
Time 14.51 ¢ oumed  demum Nk i
s 4
INSTRUM spect PoouEne ;i 4
PROBHD 5 mm CPDCH 13C fo Ms57.3  3635.9%6 G 7
PULPROG 2930 PR Rt ] i
TD 65536 15 1s034.4  2s6.415 saits sl
i ey dmste o e
P R 1%
SOLVENT MEOD 18 18427.6 2432.432 4.8636 80.05
NS 32 Boomns hnan D ]
DS 2 B ey reent o bk At
SWH 10330.578 Hz 21 2089507 1653080 333083 8463
FEE S A+ S B
FIDRES 0.157632 Hz 27 oiaas1 1sa3lasn 30857 138
5o Giees i e 3
AQ 3.1719425 sec 35 s 1o 3l0833 1%
FAE 6 SR A B+ -
RG 10 Bomgd lmun nan ia
DW 48.400 usec FE o B T B
B0 mes  nEan o nen F
N usec 37 21595.5 1433.723 2.8667 2.59
TE 303.0 K ¥Ry umsm nEn 4t
D1 1.00000000 sec 9 s hmin DR ]
™o by G s bain now
8 omwes  mEsh nas iH
CHANNEL f1 G Bmos  maein o 2o 05
500 . 133 0885 MHZ 51 23350.5 880.429 1.7604 1.11
1H FEE o R 0 I P 5
9.00 usec B Bass ety Dne E
. e R < 355
15.73700047 W EAE o S S i3
F2 p . N & Beii nein an 1%
rocessing parameters S BN e 1En 1E
SI 32768 PRV G TS $8
G s seas one e
SF 500.1300118 MHz & e 2951 0.005 245
P v S R -1 5 1
WDW EM 70 26333.5 60.016 0.1200 2.53
SSB 0
LB 0.30 Hz
GB 0
PC 1.00




Current Data Parameters

NAME 68952051
EXPNO 501
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141010
Time 15.03
INSTRUM spect
PROBHD 5 mm CPDCH 13C
PULPROG zgpg
TD 65536
SOLVENT MeOD
NS 128
Ds 4
SWH 30864.197 Hz
FIDRES 0.470950 Hz
AQ 1.0616832 sec
RG 456
DW 16.200 usec
DE 18.00 usec
TE 303.0 K
D1 4.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f1 ==
125.7703643 MHz
13C

9.70 usec
34.40000153 W

CHANNEL f2

SFO2 500.1320005 MHz
NUC2 1H
CPDPRG [2 waltzlé
PCPD2 80.00 usec
PLW2 15.73700047 W
PLW12 0.19916999 W
PLW13 0.12747000 W
F2 - Processing parameters
SI 65536

SF 125.7576077 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

AL

210 200 190

180

170

160

150
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120

compound 3e

DU=C: /Bruker/TopSpin3 . 2/data,

3,
F1=224.151ppm, F2--21.275ppm, MI=0.00cm, MAXI=10000.00cm, BC=1.400

# ADDRESS FREQUENCY INTENSITY
(2] M)
1 12382.8  22356.986 177.7784 1.84
2 13378.3  21888.137 174.0502 2036
3 1310101 21877.422 17319650 127
i 1753001 19932870 15805023 1006
s 17545.1  19925.777 158.4455 148
s 22948.5  17380.834 138.2094 172
7 2527005 16287.509 12005151 1500
s 25399.4  16226.793 129.0323 EN
s 25135.8  16209.690 1288963
10 25142.3  16206.597 128.8717
1 25450.0  16202.962 128.8428
12 11656.4 8570 595 68.1517
3 417551 8524090 67.7815
1 4176007 8521474 67.7611
s 148739 7055.304 56.1024
16 44992.1 6995606 55.6595
17 45020 8 6986 124 55.5523
1 16593.6 6245.399 15,6622
1 16624.3 6230950 455473
20 16639.2 6223.933 494915
21 166697 6205.534 453774
22 46684.7 6202 516 493212
23 46690 4 6195 812 492597
21 46692.5 6198 815 492918
25 16691.6 6197.825 19,2839
26 166966 6196895 492765
27 46698.6 6195.939 49.2689
28 467007 6194.916 49.2610
29 167152 6188 117 492067
0 16730.2 6181.074 19.1507
31 46760.6 6166.738 490367
32 4677313 6160.765 18 9852
33 167755 6159.721 18.9809
En 4677913 6157.922 48.9666
35 16781.5 6156.925 18,9587
36 467835 6155 936 48,9512
37 167855 6155.005 48,9434
38 16787.5 6154.062 48,9359
35 16789 6 6153.093 189282
10 16791.7 6152.112 18,9204
a1 467937 6151.143 48,9127
a2 46806.2 6145 284 48 8661
3 16851.6 6123.505 18,6961
m 468971 6102.451 48.5255
s 471312 5992.224 47.6190
6 47259 8 5931 647 471673
47 19271.9 1984051 39,6322
s 50342.1 480,035 356244
a5 50510.3 4400 850 349947
50 50591.2 4361.324 34.6804
51 50635.6 4341 815 34.5253
s2 50848.8 42410427 3317270
B 508707 4231.115 33.6150
En 5171916 38310315 30.4659
5 51744.2 3815.724 303737
s6 517734 3805991 30.2645
57 52460.1 3482.580 27.6928
58 524754 3475374 27.6355
59 52877.4 3286.034 26.1299
50 59802.2 24.799 0.1972
61 598553 “0.4s3 -0.0036
62 59910.4 -26.132 -0.2078
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DU=C: /Bruker/Topspina .2,
F1:215.768ppm, F2--16.393ppm, MI=0.50cm,
FREQUENCY.

2] o)

1 249915 16287.074  129.5188
2 2s12506  16227.233  129.03%8
3 25163.2 162100130  120.8998
3 2s1e508  26207.137  128.8760
s 257 162051415 128.8623
6 2517703 16203453 128.8167
7 s208701  8sz4.4 57.7843
8 420930  ss21.e01 67.7637
5 a5321,0  7055.869 56.1069
10 asas3.7  7000.134 55.6637
11 asa7ils  esmsldms 55.5552
12 471016 62451002 15 6662
13 a7isiis 6224436 aslasss
14 4719912 62021508 393243
15 a72a6.5  eumilsz 3911537
16 472037 61591997 489831
17 a7ee2ls 5992564 76517
18 477961 5931848 37.1689
15 aoee2l3  4seslsze 396352
20 5099202 4480.404 356273
21 sueel: 44010353 333987
22 sisals  avelisie 336821
25 s196l6  azaziied 315282
25 s1s1701 42420018 3317317
25 sisa0l4  423ll4se 3316477
26 s2azolo  3831.998 3004713
27 s2aas.7 38200315 3013784
28 520761 3806.515 3012687
25 saeel3 3483071 27.6967
30 sioal  3475.028 27.6335
31 s3e2lil 3286.549 26.1340
32 s 781455 3
3 eozeai 2610123 210764
31 6080211 25421 012022
35 60858.0 0.083 00005
36 6oslas -25.554 -0.2032
37 ez -260.960 200751
38 eas7ele -781.357 g tety

. 3,
HAX1=10000.00cM, BC-1.400
INTENSITY

PROCNO-1

H,CH3-Signals positive, CH2-Signals negative

DU=C: /Bruker/Topspin3.2/data,
6 593ppm, NI-0.50,
FREQUENCY

1
1 24992, 16287.497 1255150
2 25096.1  16240.602  129.1a21
3 25126.6  16226.768  129.0321
i 251643 16205.640 1288959
5 25170.9  le206.660  128.8722
6 251747 16204937  12a.8585
7 251730  1s202.962  128.8428
e 2108 7055517 56,101
4sasals  6999.643 56598
10 43750 6985918 55.5509
11 4710506 6245.437 906625
12 47is2ls 6223.970 49 4518
13 4720003 6202.441 4913208
13 4723200 6188.041 49,2061
15 472475 6180.986 49.1500
16 4729904 6166.512 3900349
17 472987 e1s9.s32 9794
1a 47e63.4 5992.138 376483
15 477367 se3ilsmL 4701667
20 s1167.1  4400.976 3409957
21 524211 3831.507 3004674
22 s2assle 3e19.824 3003745
23 s2477.2  3806.081 012643
21 5362210 3286.109 26.1308
25 608580 77 0.0

. 3
MAXI-10000.00cm, PC:
INTENSITY

1,

EXPNO-503,

PROCNO-

CH-Signals

Gcompound 3e
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"
Vi,

[

20

30

— -
@ a F

> F

> F

cocy e F

o8| @ o < E

) >} F

@ F

40

50

60

70

80

90

100

110

120

130

140

7.5

7.0

6.5

6.0

5.5

5.0

4.5

4.0 3.5

3.0

2.5

2.0

1.5

1.0 ppm

Current Data Parameters
NAME

8952051
EXPNO

PROCNO 1

F2 - Acquisition Parameters

. 0141010

Time 15.28

INSTRUM spect

PROBHD 5 mm CPDCH 13C
PULPROG hsqcetgpsisp2.2
204,

TD 8

SOLVENT MeOD

Ns 2

DS 16

SWH 4672.897 Hz

FIDRES 2.281688 Hz

a0 0.2191360 sec

RG 2050

bW 107.000 usec

DE 10.00 usec
TE .

CNST2 145.0000000

CNST17 -0.5000000

DO 0.00000300 sec

D1 1.40865898 sec

D4 0.00172414 sec

D11 0.03000000 sec

D16 0.00020000 sec

D24 0.00110000 sec

INO 0.00002090 sec

£1 =
500.1317401 MHz

1H

P1 9.00 usec
P2 18.00 usec
P28 0 usec

PLWL 15.73700047 W

= = CHANNEL f2
SFO2 125.7678496 MHz

NUC2 13¢C
CPDPRG [2 garp

P3 9.70 usec
P14 500.00 usec
P24 2000.00 usec
PCPD2 70.00 usec
PLWO ow

PLW2 34.40000153 W
PLW12 0.66055000 W
SPNAM[3] Crp60,0.5,20.1
SPOAL3 0.500

SPW3
SPNAM[7]

Crpsocomp. 4
SPOAL7 0.500
SPOFFS7 0 Hz

SPW7 4.94530010 W

GRADIENT CHANNEL =

GPNAM (1] SMSQ10.100
GPNAM [2] SMSQ10.100
GPNAM [3] SMSQ10.100
GPNAM (4] SMSQ10.100
GPZ1 80.00 %
GPZ2 20.10 %
Gpz3 11.00 %
GPz4 -5.00 %
P16 1000.00 usec
P19 600.00 usec

F1 - Acquisition parameters
D 256

SFO1 125.7678 MHz
FIDRES 93.450958 Hz
s 190.219 ppm

FnMODE Echo-Antiecho

F2 - Processing parameters
s 8

SF 500.1300118 MHz
WDW OSINE
SSB 2

LB 0 Hz
GB 0
pC 1.40

F1 - Processing parameters
ST 1024

MC2 echo-antiecho
SF 125.7576077 MHz
WDW OSINE
sSB 2
LB 0 Hz

GB Oc ccc



compound 3e
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Current Data Parameters
NAME

8952051
EXPNO

PROCNO 1

F2 - Acquisition Parameters

. 0141010

Time 15.43

INSTRUM spect

PROBHD 5 mm CPDCH 13C
PULPROG hmbcetgpl2nd
TD 2048
SOLVENT MeOD
Ns 2

16
SWH 4672.897 Hz
FIDRES 2.281688 Hz

a0 0.2191360 sec

RG 2050
bW 107.000 usec

DE 10.00 usec
TE 303.0 K

CNST6 125.0000000
CNST7 160.0000000
CNST13 10.0000000

5981150

.00000300 sec

43814802 sec

05000000 sec

00020000 sec

00001790 sec

9
2
@
I+
E
o

o
&
cooro

£1 =
500.1317401 MHz

1H
P1 9.00 usec
P2 18.00 usec
PLW1 15.73700047 W

= CHANNEL f2
125.7703443 MHz
13C

SPNAM[7] Crp60comp. 4
SPOAL7 0.500
SPOFFS7 0 Hz
SPW7 4.94530010 W
GRADIENT CHANNEL
GPNAM[1] SMSQ10.100
GPNAM [3] SMSQ10.100
GPNAM [4] SMSQ10.100
GPNAM [5] SMSQ10.100
GPz1 80.00 %
GP2Z3 15.00 %
Gpz4 -10.00 %
GPZ5 -5.00 %
P16 1000.00 usec

F1 - Acquisition parameters
D

SFOL 125.7703 MHz
FIDRES 109.113129 Hz
SW 222.095 ppm

FnMODE Echo-Antiecho

F2 - Processing parameters
ST 8

SF 500.1300118 MHz
WDW

SSB 0

LB 0 Hz

GB 0

pC 1.40

F1 - Processing parameters
ST 1024

MC2 echo-antiecho

SF 125.7576077 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0
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Current Data Parameters

NAME 68952051

EXPNO 506

PROCNO 1

F2 - Acquisition Parameters

Date_ 20141010

Time 15.58

INSTRUM spect

PROBHD 5 mm CPDCH 13C

PULPROG cosygpppgf

TD 2048

SOLVENT MeOD

NS 1

Ds 16

SWH 4672.897 Hz

FIDRES 2.281688 Hz

AQ 0.2191360 sec

RG 25.4

DW 107.000 usec

DE 10.00 usec

TE 303.0 K

DO 0.00000300 sec

D1 1.39555001 sec

D11 0.03000000 sec

D12 0.00002000 sec

D13 0.00000400 sec

D16 0.00020000 sec

INO 0.00021400 sec

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

SFO1 500.1317401 MHz
NUC1

PO 9.00 usec

Pl 9.00 usec

P17 2500.00 usec

PLW1 15.73700047 W

PLW10 1.88559997 W

====== GRADIENT CHANNEL =====

GPNAM [1] SMSQ10.100

GPZ1 10.00 %

Plé 1000.00 usec

Fl1 - Acquisition parameters

TD 512

SFO1 500.1317 MHz

FIDRES 9.126752 Hz

SW 9.343 ppm

FnMODE QF

F2 - Processing parameters

SI 2048

SF 500.1300118 MHz

WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.40

F1 - Processing parameters

SI 2048

MC2 QF

SF 500.1300118 MHz

WDW SINE

SSB 0

LB 0 Hz

GB 0
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