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Compound 2

Sample Name:

Data Collected on:
400me—vnmr=400
Archive directory:

Sample directory:
FidFile: PROTON

Pulze Sequence: PROTOM (sZpul)
Solvent: cdel3
Data collected on: Jan 27 2015

Temp. 25.0 C / 298.1 K
Operator: work

Relax., delay 2.000 sac
Fulse 79.4 degrees=

hog. time 1.278 =sec

Width &410.3 E=z

4 repetitions

QOBSERVE Hi, 399.7512853 MH:z
DATA PROCESSING

Line broadening 0.5 H=z

FT size 16384

Total time 0 min 13 sec
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Compound 2

Sample Name:

Data Collected on:
400mer—vnmr=400
Archive directory:

Sample directery:
FidFile: CARBON

Pulsae Sequence: CARBON (s2pul)
Solvent: cdell
Data collected on: Jan 27 2015

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 1.000 sec
Fulse 58.1 degrees

Acg. time 0.B13 sac

Wideh 24509.8 Hsz

280 repetitions
OBSERVE €13, 100.5175428 MH=z
CECOUPLE H1l, 395.75329%25 MHz
Power 35 dB

continuously on

WALTZ-16 modulated
DATA FROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min
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Compound 3

Lo-4-141-1H
Samplo Hama:

Data Collected on:
400mE-vamrs 400
Archive directory:

Sample diresctory:
FidFila: FROTOM

Fulse Saquence: BROTON (aipal)
Salvent: dmse
Data collected on! Fab 21 2023

Temp. 25.0 € / 298.1 K
Oparator: wWork

Ealax. delay 5.000 ses
Pulsa 92.6 degrees

Reef. time 1.278 sec

Width 6410.3 He

£ repatitions

CEIERVE H1l, 399 75254132 MH=z
DATA FEROCESSING

Lina broadening 0.5 He

FT size 16384

Total time 3 min 21 sec
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Compound 3 0 O OH

BOL-2-13§-LE-4-141-C13 )J\OAO)K@ j/
Sampla Nama: N
O>
O/

pata Cellacted on:
A00me=vomes400
Archive directory:

Sample diractory:

Do oE oW AN EEEE
FidFilae: BDL~2-138-LO-4-141-C13 L B oMo =
S & W oa RN
"Moo o I I
L B B |
Fulse Saquence: CRRBON (sZpul) J /’J /) |
Solvant: dmso /J NE ,«/ -
Data collected on: Fab 21 2023 =
o =
W
o
-]

Temp. 25.0 ¢ / 288.1 E
Oparator: work

40.403

Relax. delay 5.000 sec

Fulse 67.7 degrees

Reg. tima 0,813 sac

Width 21186€.4 Hz

204 repatitions

CBSERVE CL13, 100.5178564 MHE
DECOUFLE  H1, 399,1545339;@3
Power 39 4B
continuously oo
WALTZ-16 modulatad
DATRA FROCESSING
Line broadening 3.0
FT sire 32T6E | 1
Tetal time 12 hr, 55 min |
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Compound 4

LC=5-061-1H-BDL—rerun
Sample Nama:

Data Collacted on:
400mr—vomr=400
Archive directory:

Sample diractory:
FidFile: PROTON

Fulsa Sequance: PROTCH (s2pul)
Solvent: dmso
Data cecllacted on: Feb 28 2023

Tamp. 25.0 C / 298 1 K
Oparater: work

Ralax. dalay 5.000 sec
Fulsa 92.6 degreas

Rog. tima 1.27B sac

Width 6410.3 Hr

B rapatiticns

CBSERVE H1, 399.7528412 MH=
DATR PROCESSING

Line broadening 0.5 Hz

FT sira 16384

Total time 3 min 21 sec
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Compound 4

LC-5-0€1-C13

Sample Hame:

Data Collected on:
400me=vomrs4 00

Archive directory:

Sample dirsctory:

FidFile: CARBON

Pulse Sequence: CARBOM (s2pul)

Solvent: dmso
Data collected on: Fab 21

Tamp. 25.0 ¢ f 298.1 E
Oparator: work

Ralpx. delay 5.000 sac
Pulsa 67.7 dagrees

Acg. time 0.813 sec
Width 211B6.4 HE

200 ropetiticns

OBSERVE CL13, 100.5178564
DECOUPLE H1, 399.7545399
Powar 39 4B
eontinuously on
WALTE-16 modulatad
DATA PROCESSING o
Line broadening 3.0 Heg
FT sire 32768 d
Total time 12 hr, 55 mim

2023
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Compound 5 HN
N
LC-5~068-1H-2
Sample Hame: I\II
O;?S
Data Collectad on: D.-‘
400mr—vamrs400

Archiva directory:

Sample directory:

FidFile: DROTOM

Pulse Sequence: PROTON (s2pul)

Galvent: dmso
Data collected on: Mar 13 2023

Temp. 25.0 ¢ / 298.1 X
oparater: work

T.545

Relax. dalay 5.000 ses
Fulsa 92.& dagreas

Acg. tima 1.278 sac

Width €410.3 Hz

& repatitions

OBSERVE  H1, 399.7525412 MMz
DATRA PROCESSTHG

Line broadening 0.5 Hz H
FT sife 16384

359
T339—

8,020
&.001
//Z:.I'M.
7.454
g
/ TTHST
v

Total time 3 min 21 saec
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Compound 5 HN
N
Lo-5-068-013
Sample Mame: P*Il
O:;-S
Data Cellected on: D/

400mr-vrnmrsd00
Archive directory:

0
Sample directory:
cxen EEEY-
FidFila: Joann
= W M oM om o“i
Fulse Sequence: CABRCON (sZpul) - I‘:J_'_,-"l ﬂ .
i kY
Solvent: dmso [ 5 - - o o ;
Data collected on: Mar 13 2023 o ™ om oo woe @ 53
noo Ta = - =
T8 a3 8§ . /
1 T B
Tamp . 25.0 ¢ f 298.1 K e o

Oparator: work

/-
N
p
118.083

Relax. delay 5.000 saec
Pulsa 67.7 degraas

Reg. time 0,813 sec

Width Z1186.4 Hz

394 zepatitions

OBSERVE CLl3, 100.51T78564 MH=
DECOURLE H1, 399 7545399 MHz
Power 39 dB8
contimucusly on
WALTZE=16 modulated
DATA PROCESSING

Lina broadening 3.0 Hz
FT siza 32768

Total time 12 he, 55 min
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Compound 6

LC-5-069-1H-EDL~rerun
Sampla Hama:

Data Collected on:
A0Dmr—enmrad 00
Archive directery:

Sample direstory:
FidFila: FROTON

Ful=s Sagquence: PROTON (s2pul)
Salvent: dmso
pata collected on: Fab 28 2023

Temp. 25.0 € / 298.1 K
Operator: work

Relax. delay 5.000 sac
Pulse T79.4 dagreas

Ao, time 1.278 2ec

Width 6410.3 Hz

B repetiticns

CBRSERVE H1, 39%_ 7525411 MH=z
DATA PROCESESING

Line broadening 0.5 He

FT miza 16384

Total time 3 min 21 sec
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Compound 6
LC=8-089-C13

Sample Mama:

Data Collacted om:
400me—vnmrs400
Axrchive directory:

Sample directory:

39,348
2B.040

26.921
20,0851

==

\

o E e
FidFila: CARGON SMAaFA
' A om . dloc o B oo
- ;: = ; 2 b L ]
Pulse Sequonce: CARBON (s2pul) .o, - E w5 LJ
Selvent: dmso e M A o] o o
Data ecllactad on: Feb 21 2023 I8 o fLJ |
- -
Lal ™
I\. [ @
Temp. 25.0 ¢ f 298,.1 K o
Operater: work 1 -
i A
Ralax, delay 5.000 sec | /_J
Pulse €7.7 degreas |
Aeq. timae 0,813 saec
Width 2118€.4 Hz
420 repetitions
CBESERVE ©13, 100.5178564 MHz .
DECOUPLE H1, 39%%.7545399 MH=z fal
Power 39 dB -
continucusly cn mom
a =
WALTZ-18 modulated = = a
DATA PROCESSING A - - - <
Line broadening EEﬁ a - k o o
FT size 32768 LA - g
Total tima 12 hr, 55 min
-
| .
| ‘ |
| | |
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Compound 7a

LC-8=112-BDL-reprocess

Sample Mama:

Data Collected on:
400mr—vyrmr=400
Archive diractory:

Sample directory:
FidFile: LC-5-112

Fulse Saquance: PROTON (sipul)
Salvent: dmse
pata collected on: Jan Z1 2016

Oparator: work

Ralax. delay 2.000 sac
Fulse 7% 4 degreas

Acg. time 1.278 =eac

Width 6410.3 Hz

4 repetiticns

OBSEEVE = HL, 399.7531926 MHz
DATR PROCEESSING

Line broadening 0.5 Hz

Fr size 16384

Total time 0 min 13 sec
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Compound 7b
LC-5-096/BDL-2-139

Sampla Mame:

Data Cellected on:
A00me=vyrmrs400
Archive directory:

Sample direckory:
FidFila: PROTON

Pulse Saguence: PROTON (s2pul)
Salvent: dmso
pPata collacted on: Dec 28 2015

Oparator: wWork

Relax. delay 3.000 sec
Fulsa 79.4 degrees

Rog. time 1.278 sec

Hidth 6410,.3 Hz

1€ repetitions

ORESERVE H1, 399 7531926 MHEZ
DATA PROCEZSING

Line breoadening 0.5 Hz

FT size 16384

Total time 1 min B sec
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Compound 7b
LC~-5-096-C13

Sample Mama:

Data Collected on:
400mr—vomre400
Archive directery:

Sample dipectory:
FidFilae: CARBON

Fulse Sequence: CARBON (s2pul)
Solvent: dmso

pata collected on: Feb 21 2023

Temp. 25.0 ¢ / 298.1 K
Operatsr: woerk

Ralax, delay 5.000 seac
Fulse &7.7 degrees
Acg. time 0.B13 ses
Width 211864 Hr

400 repetitions
OBSERVE C13, 100.5178564 MHz
ODECOUPLE H1, 399.7545399 MEE
Powar 39 4B 4

“_ [ -}
continuously on 3 = )
WALTZ-1€ modulated o

DATA EROCESSING =
Line broadening 3.0 Hz | ]

FT size 327E8
Tetal time 12 hr, 55 mif
wn
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Compound 7c

Lo=5=107=-1H-B0L-rerun-reprocess
Sample HNama:

Data Collected on:
400me—vnmra400
Arehive diractoxy:

Sample directory:
FidFile: LO=5-107-1H-EDL-Tarun

Fulse Sequence: FROTON (s2pul)
Solvent: dmso
Data eellected on: Feb 28 2023

Tesmp. 25.0 C J 298.1 K
Oparator: work

Relax. delay 5.000 sec
Fulsa 32.6 dagreas

Acg. time 1.278 sec

Width 6410.3 Hz

4 repetitions

ORSERVE  H1, 39%.7523412 MHz
DATA FROCESSING

Line breadening 0.5 Hz

FT gize 16384

Total time 3 min 21 sec

e W
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Compound 7c
Data Collected on:
Archive d.i.zcctorg:

Sample Hame:

Le-5-107-C13

s
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CARBON (=2 IK

Sample directory:
FidFila: CRRBON

Pulsa Sagquence:
Solvant: dmso

Data collacted on: Fab 23 2023
Temp. 25.0 C / 298.1 K
continuously on
WALTEZ-1§ modulated
DATA PROCESSING

Lina broadening 3.0 He
FT =ize 32768
Total time 12 hr, 55 min

Powar 39 dB

DECOUPLE H1,

L B I LR M
180




Compound 7d

Le=5-131=1H-B0L~rerun-EapIocass
Sample Hamea:

bata Csllested on:
400mr=vomes400
Archive dizectoxry:

Sample directory:
Fidfile: LS-5-131-1H-BOL-rerun

Fulse Sequence: PROTON (s2pul)
Solvent: dmsc
Data collected cn: Feb 28 2023

Temp. 25.0 € [ 296.1 K
Oparater: work

Ralax. dalay 5.000 sec
Fulse 92 6 degreas

Acqg. time 1.278 sac

Width €410.3 H=

8§ repetitions

CESEFRVE H1, 399.7525413 MHA=
DATA PROCESSING

Line breadsning 0.5 He

FT aire 16384

Total time 3 min 21 sac
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TLL®
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400mr—rnmr=400

Compound 7d
Sample Mame:

Pata Collected on:
Axchivae directory:
Sample directary:

LC-5-131-C13

08"
¥SE"

CARBON

FidFile:

Fulsa Saquence: CARBON {(s2pul)

Solvent: dm=o

Data =ollescted on: Feb 23 2023

B6F"6ET
TEFERT

AFETLPT

TR ]
w

=
zsr a9
n

Temp. 25.0 € / 2968.1

Operatar: work
Relax. delay

LLYSBSE

Pulsa 67.7 degrsa

Acg. time 0.B1308

Wideth 21186.4 Hx

601 repetitions

100.51 78564
309.7545359

GESERVE Cla,

DECOUPLE H1,
Power 39 dB

contimuously on

(=3

HALTE-16 modirlated
OATA PROCESSIHNG

Line broadenfhg 3.0 Hz

FT siza 32768
Total tima 12

55 min
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Compound 8 OH
NC

Lo-5=050-1HF-B0L-Tarun
Sampla Hame: N
Data Collected on:
40imr-vnmrs400

Archive diTectory:

Sample directory:

1.44%
1,220

FidFile: EFROTON

— _f38

\—0.913

—3.312
2,486

Pulse Saquence: FROTON (sZpul)
Selvent: dmee
Data eollected on: Fab 28 2023

Temp. 25.0 © / 29%.1 K o

Oparator: work ;
4 |

Raelax. delay 5.000 sec =@ .~
"3

FPulse 32.6 dagrees
Reqg. time 1.27TE sac

7.5B6
N

Width 6410.3 Hz
& repatitions a2
OBSERVE H1, 399.7525412 MHz oo
DATA PROCEESTRG w P
Line broadening 0.5 Hz
FT size 16384
Total tima I min 21 sec
s
-
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OH

Compound 8 NC

Le-5-050-C13 N
D::SI

Sample Wame: Df,

Data Collectad on:
A 00mr-vnmrs 400 ]
Archive directory:

Sample directory:

FidFilae: CARBOH

2
-
a
-
§

Pulse Sequence: CABBON (sZpul)
Solvent: dmso
Data collected on: Feb 21 2023

Tamp. 25.0 Cc /J 298.1 K § ¢ . E
Oparator: work = g; 3 ﬁ

i=] & -
Relax. delay 5.000 sec ? qa T g5
Eulse 67.7 degreas J 9 o ﬁ
Aeqg. time 0.812 sec o
Width 21186.4 Hz /J
300 repetitions
OBSERVE ©13, 100.5178564 MHz
DECOUPLE Hl, 399.7545399% Mz 0 e o
Power 3% dB = 3 ™
continucusly on 5 : -
WALTZE=16 modulated - s

DATA FROCESSING

Lina breadening 3.0 Hz
FT =ize 32768

Total time 12 hr, 55 min

pa
\

—161.523
160,879

155.077
96.422
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HO
Compound 27

BOL—-2-118-1H
Eample Hame

Data Collected on:
RugilentMR-vnmrsS00
Archive directory:
Shome fvomrl/vomesys/data/ fidlib
Sample directory:

Cl

FidFile: BIL-2-118-1H

7.133
7.121
7.027
—2 49%
TS

Pulse Sequence: FROTON (s2pul)
Solvant: dmes r
pata collactad on: Jan & 2023 !

\
4.720 ‘—y

Temp. 25.0 € / i98.1 K

o - |~
Operator: biopk 2 § o - o
NG T
L R
Relax. delay 5.000 sec Ll B
FPulse 93.6 degrees L

Acg. time 1.304 ses
Width €281.4 Hz i)
& repetitions

ABSERVE HL, 499 7313913 MH=z
DATA PROCEISSING

Lineé broadening 0.5 Hz

FT size 16384

Total tima 3 min 22 sac

\6323
LS.EGG

i L s
B2 2.00 5.95
0. 98 B30.93 5.80




Compound 27 HO
LC-5-129-ROL-2-118-C13 N
|
Sample Hama: %}ES

Data Collected on:
400mr—vnmra400 0
Archive directory:

Sample directory:

FidFile: CARBON

Fulsa Sequence: CARBON (s2pul) Cl Q\ )/

Solvent: dmso
pata collectad on: Feb 23 2023

40,350
40.171
39.760
39.554

128 . €28
~127.959

120.678
11e.092

128,847

Temp. 25.0 € / 298.1 K

Cperator: work /
Relax. delasy 5.000 sec . -

Fulse €7.7 degrees
Acg. time D.813 sec
Width 21186.4 Hz
158 repetitions
ORSERVE C©13, 100.5172%564 MHz
DECOUFLE HI, 399, 7545335 MHx
Powar 39 dB
continucusly on
WALTZ~16 modulated
DATA FROCESSING had
Line breadening 3.(F He
FT size 32768 pas
Total time 12 hr, 55 min

\\—130. 159
130.030

40.598

—130.455
\\\L—39.34a

20.810

13%.379

136,527
36.321

131.%60
30.982

—160. 6RE

54.232

— 161,420
153.006
\—113.539

e iehetab b il Rl sy vauw MHWW N LRI N PR NI -y
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1s0 160 140 120 100 80 60 40 20 ppm




Compound 29

Lic-58-132-1H-BDL—rerun
Sanmple Mama:

Data Collected on:
400mez—vnnr=400
Archive directory:

Sample directory:
FidFile: PROTON

Pulsa Sequence: PROTON (sZpul)
Zolvent: dmso
Data collected on: Feb 2B 2023

Temp. 25.0 C / 208.1 K
Operator: work

Ralax. dalay 5.000 sac
Fulsa 92.6 degresas

Acg. tima 1.27B sea

Wideth &6410.3 He

8 repatitions
OBSEEVE M1, 399.7525412 MH=
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 3 min 21 sac

HO
H
0\\,N
03N ST
R
T oo
N
0
madqaa
R
L

7.595

B.512
7.BE8
B4G

| l i

7.122

Os
(o}

L e B R T I T T T e R O 1 =
R R E R E-E-E-E N -
o @ @ @ W W W@ m M M NN T oM
M B W OW M ow @ oMM oMM e

o

—/

1.€08
57E
1.273
1.241
1.220

\€1 o8
N

1.1932

LI I L L B B BN B B

10

0.%94 1.D@ED40. 9%

6 a 2
L e el
2.12 2.94 &.91 1.38 3.27
3.43 2.27 6.42 2.29
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