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Parameter Value o 400
Data File Name / Volumes/ nmrdata-1/ jbeck/ nmr/ JCB_03_202/ 1/ fid (
Title JCB_03_202.1.fid ( (
Comment -1300
Origin Bruker BioSpin GmbH
Owner nmrsu |
Instrument spect o 1 200
Solvent CDCI3
Temperature 294.9 Me N \ 11 OO
Pulse Sequence zg30 Me::- H N~
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) \ |
Number of Scans 1 | 1 OOO
Receiver Gain 55.5 o
Relaxation Delay 15.0000 MeO 900
Pulse Width 11.7000
Acquisition Time 14.9998
Acquisition Date 2017-05-16T00:54:20 9a 800
Spectrometer Frequency 400.13 O T NO NN OO N—ONNNI LW <
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f1 (ppm)
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Nucleus

Value
/ Volumes/ nmrdata-1/ jbeck/ nmr/ JCB_03_202/ 2/ fid
JCB_03_202.2.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

294.9

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
128

87.8

2.0000

10.0000

1.3631
2017-05-16T01:02:52
100.62

13C

147.9
138.4
136.3

1711
157.2

—134.9
_~130.2
127.9
127.7
127.5
127.0
121.4

|

Me

Me::-

120.8
120.4
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9a

116.3
109.4
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\
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Parameter Value
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_050_1/ 1/ fid I
Title CRL_02_050_1.1.fid
Comment
40000
Origin Bruker BioSpin GmbH
Owner nmrsu L
Instrument spect
Solvent CDCI3
Temperature 295.2 / _3 5 OOO
Pulse Sequence zg30
Experiment 1D N
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-D5 Z) ‘j:: %
Number of Scans 16 o — -
Receiver Gain 78.7 Me N \ | - 3 0 O 00
Relaxation Delay 1.0000 Me::- H N~
Pulse Width 11.7000 |
Acquisition Time 4.0894 AN
Acquisition Date 2018-04-06T13:13:53 |
Spectrometer Frequency 400.13 = —2 5 000
Nucleus 1H
OMe |
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Parameter Value

Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_050_1/ 2/ fid
Title CRL_02_050_1.2.fid -2 5 OO
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu |
Instrument spect
Solvent CDCI3
Temperature 295.1
Pulse Sequence zgpg30 |
Experiment 1D 2 O 0 0
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 512
Receiver Gain 78.7 i
Relaxation Delay 1.0000
Pulse Width 10.0000 (0]
Acquisition Time 1.3631 Me \
Acquisition Date 2018-04-06T13:36:22 N |
Spectrometer Frequency 100.62 Me:: - H N= 1 5 OO
Nucleus 13C
»
= i
ONST <O A O LN gsMe N - 0O 0~
Tl mmmANNN .- A NG WK O W 1000
— o o \ mm o mMmaA
O N V7
LA LN
o [e))]
™ —_
-500
n " il _O
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0O 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 343

f1 (ppm)


CRL
S43


Parameter
Data File Name

Value
/ Volumes/ nmrdata/ kporemba/ nmr/ JCB_03_186_4-OMe/ 1/ fid

13 35
1 3.35
335
3.33
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13.33
13.32

I
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|

212

2. T1
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213

e

?

Title JCB_03_186_4-OMe.1.fid (
S N—OOOORNLLITONNNN——ODOHOHOONINIMNL OO
Comment OCOQCOOONRNNNRNNRNNNRNNRTROOOOOOOOMM
FITITTOOOONOONOOHONOMONONHOHOHOMOOMNMOOHOMOOMmONMM
Origin Bruker BioSpin GmbH e e
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 294.9
Pulse Sequence zg30 J
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2)
Number of Scans 1
Receiver Gain 98.9
Relaxation Delay 10.0000
Pulse Width 11.7000 o
Acquisition Time 14.9998 Me \ M — 0 O
- . N DO OAN
Acquisition Date 2017-04-28T04:00:54 Me::- H N~ - - - — —
Spectrometer Frequency 400.13 \“&%ﬂ
Nucleus 1H
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Parameter Value I
Data File Name / Volumes/ nmrdata/ kporemba/ nmr/ JCB_03_186_4-OMe/ 2/ fid _7 50
Title JCB_03_186_4-OMe.2.fid L
Comment
-700
Origin Bruker BioSpin GmbH L
Owner nmrsu
Instrument spect _650
Solvent CDCI3 F
Temperature 294.9 |
Pulse Sequence zgpg30 600
Experiment 1D i
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) _550
Number of Scans 128 |
Receiver Gain 64.2 (0]
Relaxation Delay 2.0000 Me \ -500
Pulse Width 10.0000 Me: N |
Acquisition Time 1.3631 et H N=
Acquisition Date 2017-04-28T04:08:51 ~450
Spectrometer Frequency 100.62 | \ L
Nucleus 13C
STONOW0Y — 19 © ZNoMe 400
VDOTOINN—— O 3
NOMOMOOMANNNON — «—
N
9c .
300
-250
ONLO NN
= Q N 1616 O 19 -200
%_0 N 0 nNMmMmMmAN
< “\’ o \ I
R 5 s
< —
| | ~100
| L
-50
W WLNJLW YOy ww hrama AR ()
—-50
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T |
IO 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10 s45

1 (ppm)


CRL
S45


Parameter Value _60000
Data File Name / Volumes/ nmrdata/ jbeck/ nmr/ JCB_05_048_P1/ 1/ fid |
Title JCB_05_048_P1.1.fid (—
Comment _55000
Origin Bruker BioSpin GmbH |
Owner nmrsu
Instrument spect —50000
Solvent CDCI3 (o)
Temperature 295.1 J Me 5 \ L
Pulse Sequence zg30 Me::-
Experiment 1D H N % _45000
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) \ |
Number of Scans 16
Receiver Gain 98.9 / _40000
Relaxation Delay 1.0000 Me
Pulse Width 11.7000 +
Acquisition Time 4.0894
Acquisition Date 2018-03-31T06:55:59 ad 52332349488 35000
Spectrometer Frequency 400.13 e e e e e —
Nucleus 1H ——l= I
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800
Parameter Value |
Data File Name / Volumes/ nmrdata/ jpeck/ nmr/ JCB_05_048_P1/ 3/ fid
Title JCB_05_048_P1.3.fid _7 50
Comment L
Origin Bruker BioSpin GmbH _700
Owner nmrsu +
Instrument spect B
Solvent CDCI3 o) 650
Temperature 295.1 Me \ r
Pulse Sequence zgpg30 Me!:- H N~ _600
Experiment 1D |
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) N
Number of Scans 128 | ‘550
Receiver Gain 64.2 > L
Relaxation Delay 2.0000 Me
Pulse Width 10.0000 ~500
Acquisition Time 1.3631 r
Acquisition Date 2018-03-31T07:09:46 9d L450
Spectrometer Frequency 100.62
Nucleus 13C NSSONOOWLNL«— O -
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/ Volumes/ nmrdata-1/ jbeck/ nmr/ JCB
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/
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Bruker BioSpin GmbH
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CDCI3

294.9
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Pulse Sequence

Data File Name
Title

Comment
Origin

Owner
Instrument
Solvent
Temperature
Experiment
Probe

Number of Scans
Receiver Gain

87.8
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-750
Parameter Value |
Data File Name / Volumes/ nmrdata-1/ jbeck/ nmr/ JCB_03_196_2-CN/ 3/ fid
Title JCB_03_196_2-CN.3.fid ~700
Comment i
Origin Bruker BioSpin GmbH —650
Owner nmrsu |
Instrument spect
Solvent CDCI3 —600
Temperature 295.0 |
Pulse Sequence zgpg30
Experiment 1D _550
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) O L
Number of Scans 128 OO ONMNN S 0OMO Me \
Receiver Gain 64.2 % 8 g S‘) g '& R g IR0 o " N ~500
Relaxation Delay 2.0000 ARSI en: H N= L
Pulse Width 10.0000 S Nee—m——
Acquisition Time 1.3631 AN -450
Acquisition Date 2017-05-11T07:36:21 | +
Spectrometer Frequency 100.62 |
Nucleus 13C NC / 400
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Parameter Value _650
Data File Name / Volumes/ nmrdata-1/ jpbeck/ nmr/ JCB_03_200/ 1/ fid
Title JCB_03_200.1.fid ( i
Comment _600
Origin Bruker BioSpin GmbH |
Owner nmrsu
Instrument spect O D —550
Solvent CDCI3 “3 C:!
Temperature 294.9 N N -
Pulse Sequence zg30 J _500
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) r
Number of Scans 1
Receiver Gain 78.7 O _450
Relaxation Delay 15.0000 Me \ L
Pulse Width 11.7000 N
Acquisition Time 14.9998 Me::- H N= ~400
Acquisition Date 2017-05-12T03:02:58 |
Spectrometer Frequency 400.13 \
Nucleus 1H | -350
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Parameter Value —900
Data File Name / Volumes/ nmrdata-1/ jpbeck/ nmr/ JCB_03_200/ 2/ fid
Title JCB_03_200.2.fid |
Comment
Origin Bruker BioSpin GmbH —800
Owner nmrsu
Instrument spect |
Solvent CDCI3
Temperature 295.0
Pulse Sequence zgpg30 _700
Experiment 1D 0
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) I
Number of Scans 128 Me N \
Receiver Gain 64.2
1as -
Relaxation Delay 2.0000 Me H N 600
Pulse Width 10.0000
Acquisition Time 1.3631 \ I
Acquisition Date 2017-05-12T03:10:55 2 |
Spectrometer Frequency 100.62 Q ™ / _500
Nucleus 13C R] CN
-
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Parameter Value _6 5 0
Data File Name / Volumes/ nmrdata/ jpeck/ nmr/ JCB_03_181_3CF3/ 1/ fid
Title JCB_03_181_3CF3.1.fid L
Comment
600
Origin Bruker BioSpin GmbH
Owner nmrsu I
Instrument spect L 5 5 O
Solvent CDCI3 Mm ™
Temperature 295.0 n r
Pulse Sequence zg30 — -
Experiment 1D 5 OO
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) L
Number of Scans 1
Receiver Gain 87.8 (0] _4 5 0
Relaxation Delay 15.0000 Me \ i
Pulse Width 11.7000 N
Acquisition Time 14,9998 Mg H N= 400
Acquisition Date 2017-04-23T21:05:01
Spectrometer Frequency 400.13 X I
Nucleus 1H | — _3 5 O
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f1 (ppm)

Parameter Value I
Data File Name / Volumes/ nmrdata/ jpeck/ nmr/ JCB_03_181_3CF3/ 4/ fid L 5 5 OO
Title JCB_03_181_3CF3.4.fid
Comment |
Origin Bruker BioSpin GmbH |
Owner nmrsu 5 O o O
Instrument spect L
Solvent CDCI3
Temperature 294.9 ~4500
Pulse Sequence zgpg30
Experiment 1D I
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2)
Number of Scans 768 _4 0 0 O
Receiver Gain 78.7
Relaxation Delay 2.0000 '
Pulse Width 10.0000
Acquisition Time 1.3631 o -3500
Acquisition Date 2017-04-23T22:11:28 Me, N |
Spectrometer Frequency 100.62 Mei:- H N~
Nucleus 13C L 3 0 O O
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Parameter
Data File Name
Title

Value
/ Volumes/ nmrdata-2/ jpbeck/ vnmrsys/ data/ JCB_03_181_19F.fid/ fid
JCB_03_181_19F

~40000

~35000

-30000

~25000

-20000

-15000

-10000

-5000

Comment STANDARD FLUORINE PARAMETERS
Origin Varian o~
N
Owner -
mM
O
Instrument vnmrs |
Author
Solvent cdcl3 0
Temperature 50.0 Me, N \
Pulse Sequence s2pul Me!:- H N>~
Experiment 1D
Probe OneNMR D
Number of Scans 20 |
Receiver Gain 58 =
Relaxation Delay 1.0000
Pulse Width 3.2333 CF;
Acquisition Time 0.7340 9 g
Acquisition Date 2017-04-21T19:45:17
Spectrometer Frequency 376.15
Spectral Width 89285.7
Nucleus 19F
Acquired Size 65536
o
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Parameter
Data File Name
Title

Value
/ Volumes/ nmrdata-1/ jpbeck/ nmr/ JCB_03_184_4-COMe/ 1/ fid
JCB_03_184_4-COMe.1.fid

-55000

Comment
. e — OO ONONOONOWOWUOST ‘50000
Origin Bruker BioSpin GmbH OO0V ININLNIN N NN NN NN N
Owner nmrsu NANNNNNANANNNNANANA A 3
Instrument spect \&\A&é’ég"'
Solvent CDCI3 _4 5 O OO
Temperature 295.0
Pulse Sequence zg30 L
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) 40000
Number of Scans 16
Receiver Gain 1271 L
Relaxation Delay 1.0000 0
Pulse Width 11.7000 -35000
Acquisition Time 4.0894 Me N \
Acquisition Date 2017-04-24T21:21:44 Me' B H N - L
Spectrometer Frequency 400.13 Nr—=mMmMMmMMe—E—= O
Nucleus 1H Lcommmmma ~30000
\ —
| R .
s Me
25000
o L
9h 20000
-~15000
HE OO AT OO TMANNTOOOWONMNOINSTSONNMNONLN N S |
NNTFTAQRRORNINNNNININE I LTI nmnmmmmmmmm
CO CO CO CO I\ NNNNMNNNMNNNMNNNMNMNNNMNMNNMNNMNMNNMNNMNNMNNMNNMNNNMNNNMNMNNINNNMNNDNMN
== -~10000
O NN <
" %0 09 60 00 i
I~ 00 00 00 00 MANNNOO PO
% = SOO00ooossdnnnnnany 5000
| R i At S RMEMEARA M W
| P e _
§i | JLJ A J
{ l Al _O
i\ i KB B i i) H R A U I
0 < O N O I <~ N o~ o mMm M — 0 N~
o N0 QNN OO = 9 S oo .
o o o O =N — — — N N M --5000
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 -0.5 S55
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f1 (ppm)

Parameter Value - 700
Data File Name / Volumes/ nmrdata-1/ jpeck/ nmr/ JCB_03_184_4-COMe/ 6/ fid |
Title JCB_03_184_4-COMe.6.fid
Comment —6 5 O
Origin Bruker BioSpin GmbH i
Owner nmrsu _600
Instrument spect
Solvent CDCI3 r
Temperature 294.9 L 5 5 O
Pulse Sequence zgpg30
Experiment 1D O i
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) L
Number of Scans 128 Me \ 5 O O
Receiver Gain 72.0 N ~ i
Relaxation Delay 2.0000 -
Pulse Width 10.0000 4 5 O
Acquisition Time 1.3631 I
Acquisition Date 2017-04-24T23:03:06 |
Spectrometer Frequency 100.62 Me 4 O 0
Nucleus 13C r
(0] -350
-300
-250
n = -200
c0 L
kS o
- N 150
~ S :
X ~
(o)}
— 100
I -
-50
mewwmmm -0
--50
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
L0 200 190 180 170 160 150 140 130 120 110 100 9 &80 70 60 50 40 30 20 10 O -10 356
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Parameter
Data File Name

Value

/ Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_075_1/ 1/ fid
Title CRL_02_075_1.1.fid (
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect o QP
N
Solvent CDCI3 HOH
Temperature 295.1
Pulse Sequence 2930
Experiment
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 16
Receiver Gain 30.3
Relaxation Delay 1.0000 (o)
Pulse Width 11.7000
o Me \
Acquisition Time 4.0894 N
Acquisition Date 2018-04-27T22:29:05 Me::- H N=
Spectrometer Frequency 400.13
Nucleus 1H | \
~
F N
9i
COONNOVLOVOVLOVNININNINTNINTTIMNMANN—TOOOANANN—THOOONNVVOVLWOWOILNINTET MM
A HOOOOOOOOOOOONNNNNNNNNMNNMNNNNSSSSSSSSSSYy MmN A A A A A A A
COO W OOMNNMNMNMNMNNMNMNMNMNMNMNNMNMNNMNNMNMNNMNMNMNNNMMNMNNMNMNMNMNMNNMNMNMNMNMNDNMNNNMNDNNMNNMNMNNMNDNMNNNMNNNMNNDN
LLLLLLLLL;;;‘WM##JJJJJJJJJJ
CONMNOIN< MM
NN Nnnnin % © m
O — NANN N —A—Af—A G
pac T MN=TO00NW®OOOI LR |~ A — PO
I eNoNeoNoNeNelNe Ne)le)Ne)le) o)) . i aaaaaada
| P R I D I R P vy
| T TTTMNMN NN M l\l/) _J _
| (T W S S S . \/ W |
' =n i
A A A
— m O N O — Mmoo LN o o o~ N o
S a0 o0 = 9 S S 0 &
— o O OO —=1mMO — — — — o o
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
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Parameter Value _4 5 0 O
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_075_1/ 2/ fid
Title CRL_02_075_1.2.fid L
Comment
Origin Bruker BioSpin GmbH _4000
Owner nmrsu
Instrument spect L
Solvent CDCI3
Temperature 295.1 B
Pulse Sequence zgpg30 3 5 OO
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) i
Number of Scans 512
Receiver Gain 78.7 - 3 O 0 0
Relaxation Delay 1.0000
Pulse Width 10.0000 |
Acquisition Time 1.3631 (o]
Acquisition Date 2018-04-27T22:51:20 Me \
Spectrometer Frequency 100.62 ; ™~ © ; g :) 2 < C': ‘: Mmoo mm ?-O N ‘2 500
— .
Nucleus 13C Iy AP ARmANNNNNN NN Mg H N
AT A A A A A A A A A A A~ A~ A |
S s D T Y 4 A
~ L
ENN 2000
9i
[eNe]
— NN 1500
s LN LN
N
— L
-~1000
~No L
N O
(e (o]
—
\ / ' 500
|
A W wavh J —O
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 5 OO
0O 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10 358

f1 (ppm)
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. - -~15000000
arameter alue
Data File Name / Volumes/ nmrdata-3/ clacker/ nmr/ CRL_02_075_1/ 1/ fid -
Title CRL_02_075_1.1.fid B 14000000
Comment i
Origin Bruker BioSpin GmbH - 1 3 OOOOOO
Owner nmrsu
Instrument Avance I
Solvent CDCI3 B 12 OOOOOO
Temperature 298.1 |
Pulse Sequence zg
Experiment 1D _1 1000000
Probe Z163739_0009 (Pl HR-400-S1-BBF/ H/ D-5.0-Z SP) L
oo Gan o1 10000000
Relaxation Delay 1.0000 L
reqiion e 07200 o -9000000
Acquisition Date 2018-07-16T13:51:45 Me \ r
ectrometer Frequenc . N |
N e N A< 8000000
| ~7000000
~Z L
F N
6000000
9i I
o ~5000000
i '
ol -4
L _ 000000
3000000
-2000000
~1000000
u 5
i 1000000
< I
2.0 -63.0 -64.0 -65.0 -66.0 -67.0 -68.0 -69.0 -70.0 -71.0 -72.0 -73.0 -74.0 359

f1 (ppm)
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Parameter Value
Data File Name / Volumes/ nmrdata-3/ clacker/ nmr/ CRL_02_075_1_STANDARD/ 1/ fid _2 . 5 E+ O 7
Title CRL_02_075_1_STANDARD.1.fid
Comment
Origin Bruker BioSpin GmbH L
Owner nmrsu
Instrument Avance
Solvent CDCI3
Temperature 298.2 _2 0 E + O 7
Pulse Sequence zg '
Experiment 1D
Probe Z163739_0009 (PI HR-400-S1-BBF/ H/ D-5.0-Z SP)
Number of Scans 16 |
Receiver Gain 101.0
Relaxation Delay 1.0000
Pulse Width 18.0000
Acquisition Time 0.7209 0 |
Acquisition Date 2018-07-16T13:56:54 Me \ 1 - 5 E + O 7
Spectrometer Frequency 376.48 N
Nucleus 19F Mer: H N=
B |
~
F N
-1.0E+07
N 9i
(2]
(o]
|
LN N
— —
NN -5.0E+06
N
I
AJ h— -0.0E+00
T
o
o L
—
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
2.0 -63.0 -64.0 -65.0 -66.0 -67.0 -68.0 -69.0 -70.0 -71.0 -72.0 -73.0 -74.0 360

f1 (ppm)
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1 (ppm)

Parameter Value -_ 8 O
Data File Name / Volumes/ nmrdata/ jpeck/ vnmrsys/ data/ JCB_05_039_P2f PROTONO1.fid/ fid 1
Title PROTONO1 I
Comment JCB_05_039_P2 -170
I O QNN
Origin Varian © SQ <N g ‘160
Owner TS E s -
I -150
Instrument inova
Author L
] 140
Solvent cdcl3 L
Temperature 25.0 -
Pulse Sequence s2pul 130
Experiment 1D L
Probe autox7991 _1 20
Number of Scans 1 -
Receiver Gain 26 0 —'] ‘| O
Relaxation Delay 1.0000 L
Pulse Width 5.8000 Me N \ _1 OO
Acquisition Time 10.0000 Me!:: H N~
Acquisition Date 2018-03-28T16:08:03 I
Spectrometer Frequency 499.64 AN _90
Spectral Width 8000.0 NNOOUOUBVUOIINNOLLLOOMNMNONN— OO o © I r
Nucleus " WILOOWOOLIIIIIIIIIIITI o Z |30
S NNNNNNNNNNNNNNNNNNNNNKN N Cl
Acquired Size 80000 e e —— |
. -/
9j | 0
-60
-50
0 L
SRSRBBLPINIYgE=e 40
99 %6 & 03 6 &6 o6 DO B &I B b o i @ o © © < [
<t e ~N NN 30
© o NN |
@ 853835 20 YW RELEYIEE 50
' ceeggy 2F | giddags |
A ! A i -10
I A | L \!,AA;»L—A \ _0
,T W i *i i ik il g ik T 0'1: 10
MmN Lo O o =
2 35985 995 S 9 & 5 o o -
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T |
.0 11.5 11.0 10.6 10.0 95 9.0 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 1.0 05 0.0 -0.5 S61
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Parameter
Data File Name
Title

Value

/ Volumes/ nmrdata-3/ jbeck/ nmr/ JCB_05_039_P2/ 7/ fid

JCB_05_039_P2.7.fid

~550

-500

-450

~400

-350

-300

~250

200

~150

~100

-50

Comment
Origin Bruker BioSpin GmbH
Owner nmrsu (o)
Instrument spect Me
Solvent CDCI3 N
Temperature 295.2 Me: - H N
Pulse Sequence zgpg30
Experiment 1D R
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) —~
Number of Scans 128 N Cl
Receiver Gain 35.5
Relaxation Delay 2.0000 .
Pulse Width 10.0000 9j
Acquisition Time 1.3631
Acquisition Date 2018-03-29T06:23:43 M MOWOWO
Spectrometer Frequency 100.62 Q0 O~ :: © © < C'\D : £ : S 8 ~NOOMOoO O LW
Nucleus 13C PYLOIRRONNNNNE TS
S N <
N
o]
@
(0]
(o]
«—
Mol w l v..llw;‘ W ‘..,memmwum A
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 1MO 100 90 80 70 o660 560 40 30 20 10

1 (ppm)

~-50
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Parameter Value _23000
Data File Name / Volumes/ nmrdata/ jpeck/ nmr/ JCB_05_084_P1/ 2/ fid I
Title JCB_05_084_P1.2.fid _22000
Comment © <
< = 21000
Origin Bruker BioSpin GmbH A i
Owner nmrsu _20000
Instrument spect
Solvent CDCI3 | 19000
Temperature 295.1 |
Pulse Sequence zg30 f | 18000
Experiment 1D _1 7000
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) L
Number of Scans 16 _16000
Receiver Gain 30.3 F
Relaxation Delay 1.0000 15000
Pulse Width 11.7000 r
Acquisition Time 4.0894 (0] ~1 4000
Acquisition Date 2018-04-25T16:33:44 Me \ i
Spectrometer Frequency 400.13 M H _13000
el N ~ L
Nucleus 1H
-12000
\ r
| 11000
/ -
9000
9k I
8000
OO WAONN—OOONOOLUINLOOITIONCNRNNOOLDLOOIITONOLOOOONOOLLTNOAN—O —7000
NNROCOOOOOIDIIIIITIITIOOO0O000000O000OOOIIITONMOMNMMNNN®
e R R R e K e R B e A B A AN N NN NN NN N NN [
= e e —————— 6000
5000
_ ©Po 4000
© 00 00 N N N I
o WOOOUOUIITNMe e LRV~ IO NNGO ~3000
NN NG VDD NN RN RSN [SVs eV i
| VOQBBBBHDO®D e 2000
J\*/ k | | 1000
| L
J{ ‘ A .
i o R b A I | L1000
oy o o O« © — (oo} — N L
0 S o009 o o o o
o — — — — M — — — — ——2000
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
.0 1.5 11.0 10.5 10.0 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0.0 S63

1 (ppm)


CRL
S63


Parameter Value |
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ JCB_05_084_P1/ 3/ fid __2000
Title JCB_05_084_P1.3.fid
Comment __1 900
Origin Bruker BioSpin GmbH _1 800
Owner nmrsu r
Instrument spect _1 700
Solvent CDCI3 r
Temperature 295.2 —1 600
Pulse Sequence zgpg30 F
Experiment 1D -1500
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) L
Number of Scans 128 _1 400
Receiver Gain 72.0 L
Relaxation Delay 2.0000 -
Pulse Width 10.0000 L 1 300
Acquisition Time 1.3631 (0] L
Acquisition Date 2018-04-25T16:41:35 Me \ | 1200
Spectrometer Frequency 100.62 N
Nucleus 13C L H N= ._1100
| A 1000
~ L
N cF, _ 900
800
9k i
DNOONMANMION=OTNNI QO ®® LW ~700
VOO LT—DOUOILTONND—O DO O L
IIIIIIICOONNNNNCCCCC -
e SNV e 010~ 00 600
H3B& 500
X \ o _
N Lo _400
% L
i -300
| L
Al -200
I LU L L A . N — "
--100
--200
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 1MMO 100 90 80 70 ©0 5HO 40 30 20 10 0 S64

1 (ppm)
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Parameter
Data File Name
Title
Comment

Origin
Owner

Instrument
Author

Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Spectral Width
Nucleus
Acquired Size

Value
/ Volumes/ nmrdata-1/ jpbeck/ vnmrsys/ data/ JCB_05_107_P1/ FLUORINEO1.fid/ fid
FLUORINEO1
JCB_05_107_P1

Varian

mercury

cdcl3

25.0

s2pul

1D
ASW7284
16

30

1.0000
6.3333
0.9856
2018-05-04T23:50:18
282.34
64935.1
19F
64000

-68.6

Me

Mell-

=

/

9k

\!

N>~

CF;

0

-51 -62 -53 -54 -55 -56 -57 -58 -59 -60 -61 -62 -63 -64 -65 -66 -67 -68 -69 -70 -71 -72 -73 -74 -75 -76 -77 -78 -79 -80

1 (ppm)

~11000

~10000

9000

~8000

~7000

~6000

~5000

~4000

~3000

~2000

~1000

-0

--1000
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Parameter
Data File Name
Title
Comment

Origin
Owner

Instrument
Author

Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Spectrometer Frequency
Spectral Width
Nucleus
Acquired Size

Value

/ Volumes/ nmrdata-1/ jpbeck/ vnmrsys/ data/ JCB_05_107_19F/ FLUORINEO1 .fid/ fid

FLUORINEO1
JCB_05_107_19F

Varian

mercury

cdcl3

25.0

s2pul

1D
ASW7284
16

30

1.0000
6.3333
0.9856
2018-05-04T23:53:47
282.34
64935.1
19F
64000

-63.7

-68.6

Me

Mell-

=

/

9k

\!

N>~

CF;

0

-51 -62 -53 -54 -55 -56 -57 -58 -59 -60 -61 -62 -63 -64 -65 -66 -67 -68 -69 -70 -71 -72 -73 -74 -75 -76 -77 -78 -79 -80

1 (ppm)

6500

6000

-5500

~5000

~4500

~4000

-3500

3000

~2500

~2000

~1500

~1000

-500

-0

—-500
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Parameter
Data File Name

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_066_1/ 2/ fid

Title CRL_02_066_1.2.fid
Comment
NONINMO
Origin Bruker BioSpin GmbH D e
Owner nmrsu RN m;n o
i
Instrument spect
Solvent CDCI3
Temperature 295.2
Pulse Sequence zg30
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 1
Receiver Gain 197.4
. Me \
Relaxation Delay 1.0000 N
Pulse Width 11.7000 Me::: H N~
Acquisition Time 4.0894
Acquisition Date 2018-04-20T19:31:06 AN
Spectrometer Frequency 400.13 —
Nucleus 1H ~ 1
N OMe —
9l
mnmmmnmmmmmnm AN tTMmMNAN—=HO
NMNMMNNINININININNK ST S <
NNNNMNNNMNNNMNNNMNNMNMNNNMNNDNMN
;;g;;l\l\\/ I S S S [ R |
o
NOOST MM
NOLLN M~ N NN OO — o o
. . NANANNANNENN AN
S 00 00 00 00 00 0O 00 oo od ‘?&Lok“? Nnin < S ININN _, o
- MMM MmMmMnMmon MmN
o ‘\I/ /‘%‘Z‘ MMM Mmoo mn o \|/
| | [ Ll |
| oy I
Il ] \
| g i L
A A I A
[ N O 0 LN ([oNe) o — < o < o0 O N
~ °o oo =% S == N8 S ? 0
— — — — M — — M — — — M. M
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Nucleus

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_066_1/ 3/ fid
CRL_02_066_1.3.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

295.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

72.0

1.0000

10.0000

1.3631
2018-04-20T19:52:20
100.62

13C

—148.1
145.3
~138.4
138.0
136.4
134.5
129.6

-—170.3
-—162.7

0]
Me
Me:::
QN wn
COMN = = ©
ANANANAN
L B o B B B |

e

B

57.6
53.4

~37.7
~-36.1

33.4

\30.1
~25.1

;800
750
;700
;650
;600
;550
;500
450
;400
;350
;300
;250
;200
;150
;100

-50

200 190 180 170 160 150 140 130 120 110 100 90 8

f1 (ppm)

0

70
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Parameter Value _2600
Data File Name / Volumes/ nmrdata/ jpeck/ nmr/ JCB_05_038_P1/ 3/ fid |
Title JCB_05_038_P1.3.fid
Comment _2400
Origin Bruker BioSpin GmbH +
Owner nmrsu
Instrument spect _2200
Solvent CDCI3 |
Temperature 295.1
Pulse Sequence zg30 _2000
Experiment 1D oot m
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) L‘S E 2 u‘_) 2 E S I
Number of Scans 1 ‘NW/ _1800
Receiver Gain 55.5
Relaxation Delay 1.0000 i
Pulse Width 11.7000
Acquisition Time 4.0894 Me \ ~1600
Acquisition Date 2018-03-29T02:56:12 Mei:- N L
Spectrometer Frequency 400.13 e H N
Nucleus 1H _1400
® |
a ~1200
9m I
o 1000
800
QOO VMAONNLLLOLOITSNOONDNNMAN——OORNDWOMN OLOI L
COLLOLLOLOLOLOOOOOOLUOISIILITIIIIONOOONOOOMNONHM
INININININNNNNNNSNNNNANNNSNNNNSNNNNSNNNSNNNNDN
|
NNOLWS ~
S 5588 Yee400
o —cDON O gaaaqaact
Q00 QQ
| ARSI I NI NN _200
&’J/
I L
A
* -0
L S A N A '
o o 0 m
2 o DO NO D o ® --200
o — O c— O« O N ~N
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
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Parameter
Data File Name
Title

Value
/ Volumes/ nmrdata/ jpeck/ nmr/ JCB_05_038_P1/ 7/ fid
JCB_05_038_P1.7.fid

12000
11900
1800
11700
1600
1500
11400
11300
11200
1100
11000
1900
800
700
600
500
400
300
200
1100

—-100

Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect M e
Solvent CDCI3 N \
Temperature 295.1 Me::- H N>~
Pulse Sequence zgpg30
Experiment 1D AN
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) |
Number of Scans 512
Receiver Gain 35.5 /
Relaxation Delay 2.0000 9m
Pulse Width 10.0000
Acquisition Time 1.3631
Acquisition Date 2018-03-29T04:45:31
Spectrometer Frequency 100.62
Nucleus 13C
DMOONDNOT QWSO QN = =N
o o B O O TF S AR ST S
v S cnmmmuolNlNNNNS 2 B3N8 8
< < N\ if—m—m——— ~
N
o]
m =
N o
o &
N
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 1MMO 100 90 80 70 ©0 5HO 40 30 20 10

1 (ppm)

--200
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Parameter Value i
Data File Name / Volumes/ nmrdata-2/ jpeck/ nmr/ JCB_05_114_flashed/ 7/ fid
Title JCB_05_114_flashed.7 fid
o -4000
O < o
Comment C30oBE]RT2
L e e v ) . i wa e
Origin Bruker BioSpin GmbH *‘%% // %%"’ L
Owner nmrsu
Instrument spect
Solvent CDCI3 _3500
Temperature 295.1
Pulse Sequence zg30 L
A, e J e J J / [ 7/
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 1 _3000
Receiver Gain 1271
Relaxation Delay 15.0000 L
Pulse Width 11.7000 [0}
Acquisition Time 4.0894 Me
Acquisition Date 2018-05-10T08:22:22 N \ _2500
Spectrometer Frequency 400.13 Me::- H N
Nucleus 1H |
| S
9n
& y 2000
BocN
1500
[o0] [eNe) ToNTo] 0 00
HIITSIFRNNnnanc22333 1000
NININNNNNNNNNNNNNNNNNNNNNNDN
e e ——
OO OO N Y O™ |
3 ©OOV©Y &80 SRR Qo 8% 500
= % 00 03 6 00 03 G o ©OOC© Qe sy 2HWILIYR IS
| - == S FIT555 oo ;“/“onc\isiot\iciii\i _
i l = T Ne==
) _— Y N S
| m U A _o
;r' m)""’ll A’Hao (AR ; T a5 s :g' ik J:d’ ;I[
S 20 5o §e9 8 8 g o & o« [
o [oNe) — O - < O — — — o — oOomMmm
r-~ 1 1. 1 1 *T17 1 71 11 T 17 T 7 1 T T 1 * T T * T * T * T *~ T " T * T "~ T * T "™ 1
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-750
Parameter Value
Data File Name / Volumes/ nmrdata-2/ jpbeck/ nmr/ JCB_05_114_flashed/ 6/ fid I
Title JCB_05_114_flashed.6.fid -700
Comment
Origin Bruker BioSpin GmbH |
Owner nmrsu 650
Instrument spect i
Solvent CDCI3 _600
Temperature 295.2
Pulse Sequence zgpg30 -
Experiment 1D -550
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) |
Number of Scans 128
Receiver Gain 72.0 —500
Relaxation Delay 2.0000 L
Pulse Width 10.0000
Acquisition Time 1.3631 _450
Acquisition Date 2018-05-10T08:20:35 L
Spectrometer Frequency 100.62
Nucleus 13C 0] _400
Me, N \ NSO N M '
Mer:: H Nx Boownd& 350
NP P _
| S
PIREL -300
BocN / L0250
-200
Q0 OYMONNOAVMNOL -V 150
ON VO OUITONNOD———OOmMmN
0 << NOOOOMOANNNANNNNN——O
@ L . Al e v i v e e i e wa e e e e S . 0) r
S \ | N e 2 .
S A A 3 A ~100
— | | |
I | < L
I | g I !
-50
| | L
! |
-0
--50
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T ]
200 190 180 170 160 150 140 130 120 1MO 100 90 80 70 60 50 40 30 20 10 0 S72

f1 (ppm)
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Parameter Value
Data File Name / Volumes/ nmrdata/ jpeck/ vnmrsys/ data/ JCB_05_078_P2/ PROTONO1.fid/ fid _750
Title PROTONO1 F
Comment JCB_05_078_P2 -7 O 0
Origin Varian NN < I
Owner 5 N -650
A - <
Instrument inova / I
[T B j N T 000
Solvent cdcl3 -
Temperature 25.0 550
Pulse Sequence s2pul i
Experiment 1D
Probe autox7991 _500
Number of Scans 1 I
Receiver Gain 42 o
Relaxation Delay 1.0000 Me 5 \ ~450
Pulse Width 5.8000 Me::- H N~ L
Acquisition Time 10.0000 |
Acquisition Date 2018-04-19T11:44:46 N 400
Spectrometer Frequency 499.64 | i
Spectral Width 8000.0 N/ N /\ L350
Nucleus 1H
Acquired Size 80000 %0 I\/NBOC I
-300
-250
-200
150
SS9 i
. . . . o m m
) TLON NO YT g g N @D
10 RO 99 O WL otnano WYY I
o) 0 00 0 O 0O 0 © © © ©© loNoN ROR N RN 50
| ~ = Z— /= MHMHOMmMHmMm™M ~J-
| ! i A N e | |
1 | | M i A _O
L SO ! I '
o 8z B8 &2 S @ QMo O --50
o — — — — — M — O om<Oo o
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
.0 11.5 11.0 10.5 10.0 95 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 10 05 0.0 -0.5
1 (ppm) S73
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1 (ppm)

900
Parameter Value L
Data File Name / Volumes/ nmrdata/ jpeck/ nmr/ JCB_05_078_P2/ 6/ fid _850
Title JCB_05_078_P2.6.fid
Comment - 800
Origin Bruker BioSpin GmbH © OO O — L
N MO WL
Owner nmrsu MmOOHOOMOONN _750
Instrument spect \ \ / / /
Solvent CDCI3 i
Temperature 295.1 _700
Pulse Sequence zgpg30 F
Experiment 1D _650
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) |
Number of Scans 128
Receiver Gain 78.7 _600
Relaxation Delay 2.0000 I
Pulse Width 10.0000 -550
Acquisition Time 1.3631 L
Acquisition Date 2018-04-21T02:08:15 |
Spectrometer Frequency 100.62 o 500
Nucleus 13C Me, N \ I
Me::- H N~ _450
X L
| -400
N7 N/\j [
[ _Neo -350
90 ¢ -
-300
oo oYWwosYoNd o o I
S DASNASRRE S ~ S 1250
q- T — m L
S N N o 200
~ o < To)
n e Y '
I -150
| L
100
50
mmmwmmmmmwmmmMnmwM A o LMMWMWMWM WMWL& oyt sy oy smiome — ()
—-50
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
200 190 180 170 160 150 140 130 120 1MMO 100 90 80 70 ©0 5HO 40 30 20 10 -10 s74
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Parameter Value
Data File Name / Volumes/ nmrdata-2/ jbeck/ vnmrsys/ data/ JCB_05_081_P1.fid/ fid —1 1 OO
DDRONNN OGS N QO VWOOTMMN N oo
Title JCB_05_081_P1 80000000 BVRDooRROBBHBIBDB000DBIN
Comment JCB_05_081_P1 C\Ll(\lL(\Ll(\Ll(\LlN;NgN;\T;Fir'\—.r.r.r'\—.r.r.\—'\—r.r'\—'r.r.r'\—'r.r.r'.
Origin Varian _1000
Owner -
Instrument inova
Author / _900
Solvent cdcl3 ] i
Te ONLEI TTTNDHORONNLOMNOOOOLLSS (&
et RRNENRNR G000 080RNNNNINEESS 300
Pulse Sequenceg o5 0oS@88Uo0 00 €0 €0 00 00 00 00 00 00 06 00 00 00 00 00 00 00 €0 €O €0 O
Experiment | I T— Iul L L L L l._ Ii Ii. : : :ln J il il i i S S S S W R——)
Probe penta -
Number of Scans 1
Receiver Gain 24 (0] _700
Relaxation Delay 1.0000 Me \ |
Pulse Width 2.6500 Mei:- H N=
Acquisition Time 1.7046 _600
Acquisition Date 2018-04-20T21:56:22 NS N
Spectrometer Frequency 599.60 | L
Spectral Width 9611.9 /)\
Nucleus 1H N N _500
Acquired Size 16384
9p I
OIS O WMN © O
WOWWWONNNOOWOOOONNNNN
MNHOOONMHOOHOOHOOMOHOOOOOHOOHOOMONHOOM _400
demmoace oo ——_——  e——————
NRARARARRRARAAEL i
NINNNNNNNNN
(1 | S —— \ / R S S—|
= -300
OO N
o NINNN -200
T} NN
o ~\2 | I
|
|
J Il |
N | ﬂ | jjt " [/ UW | _O
© IR N I 0o 0 0 o I
o 50 HB O 8 8 8 g @RaS3
o [oNe) — O — N — M — — — NMMmmM —_100
T T T T T

.0 1.5 11.0 10.56 10.0 95 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 10 05 0.0 -05

1 (ppm) 575
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Nucleus

Value

/ Volumes/ nmrdata/ jpeck/ nmr/ JCB_05_081_P1/ 6/ fid

JCB_05_081_P1.6.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

295.2

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
128

55.5

2.0000

10.0000

1.3631
2018-04-21T13:22:26
100.62

13C

160.8
1571

1481

170.2

o)
Me i \
Me' H N
~N
LA
N N
9p M= ®«—O
o NY-O0WLI6LWG
) MO OMOOMOANNN
S NN/ =

57.4

~1300

~1200

~1100

~1000

900

-800

~700

~600

-500

~400

~300

~200

~100

—-100

200 190 180 170 160

150 140 130 120 1MO0 100 90 80 70 ©60 50 40 30 20

1 (ppm)

-10 S76
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Parameter Value 3600
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_151_1/ 2/ fid L
Title CRL_02_151_1.2.fid |
Comment 3 4 O 0
Origin Bruker BioSpin GmbH -3200
Owner nmrsu L
Instrument spect |
Solvent CDCI3 3 OOO
Temperature 295.2 I
Pulse Sequence zg30 _2 800
Experiment 1D I
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) ) N -
Number of Scans 1 O :g:::ggggg aNo 2600
er e’ yaaNAN S T :
Receiver Gain 112.8 \ L
Relaxation Delay 1.0000 Me Y ~0H == -2400
Pulse Width 11.7000 Me::- '
Acquisition Time 4.0894 B 2 2 0 O
Acquisition Date 2018-07-02T12:33:22 MM =9 .
Spectrometer Frequency 400.13 ~NNNMNNMNNNMNNN _2 000
Nucleus 1H Mé&z’” \ | |
o/ 11800
—_— r
Me -1600
-1400
1200
-1000
-800
[e) @) I
% 0 @ & -600
NN NN |
—
NIRRT 1400
MmN mnm ' |
‘\l\ // | r
! | -200
I I '
-0
T T a5 o M |
o~ o o <+ O N L N --200
o S S Noo 9w
o — — ~NO NN )
T " T T L T T 1 L L T 1 T T T N T 1 T T ™
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 —0.5S77
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Parameter Value
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_151_1/ 3/ fid
Title CRL_02_151_1.3.fid _4 5 0 0
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect —4 0 O O
Solvent CDCI3
Temperature 295.1
Pulse Sequence zgpg30
Experiment 1D |
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) 3 5 00
Number of Scans 512
Receiver Gain 72.0
Relaxation Delay 1.0000
Pulse Width 10.0000 0 -3000
Acquisition Time 1.3631
Acquisition Date 2018-07-02T12:54:36 Me X
Spectrometer Frequency 100.62 .s‘ OH
Nucleus 13C Mel ol _2 500
10 // -2000
NO N O
Sunas —
<t MmN AN
— Me
AN
1500
<t O - L
~ s 2 1000
A mommon O
Ln N\ \
P! |
o)
% , 500
N |
—
!k
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 5 OO
0O 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10 s78

f1 (ppm)
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_157_1/ 2/ fid (
CRL_02_157_1.2.fid

Bruker BioSpin GmbH

nmrsu

spect

CDCI3

295.1

zg30

1D J
Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)

1

J

f

J/

13800
13600
13400
13200
13000
12800
12600
12400
12200
12000
11800
1600
1400
11200
11000
800

600

400

1200

——200

Receiver Gain 197.4
Relaxation Delay 1.0000
Pulse Width 11.7000
Acquisition Time 4.0894
Acquisition Date 2018-07-06T18:28:12
Spectrometer Frequency 400.13 ﬂ :
Nucleus 1H NN
MMM eredr— OO 00 00— 00 LN
MANNANANANN—T—TTOO o
NANANANNANNNNNNN M
‘—'—-‘—%Pm\// —
N
QAN OO Qo N
%0 60 00 @ 00 00 @ N i N N
NINNNNNNNNGNNN
(=] L o O
g% O 0oL m ?\3 ﬁ NN
' G100 00 0 M m M
MmN onm ‘\\/’
0 |
i L L.
b U T N i, M
< O N (o] — N < mMm O
0 o N o o RO o NN
— oM (@) (@) NO O [aNMa\|
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
.0 11.0 10.0 9.0 8.0 7.0 6.0 4.0 3.0 2.0 1.0 0.0
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_157_1/ 3/ fid
CRL_02_157_1.3.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

295.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
1024

78.7

1.0000

10.0000

1.3631
2018-07-06T19:11:13

Spectrometer Frequency 100.62

Nucleus

13C

139.7
136.3
134.8
129

s
/
L

-—168.9
—162.2

129
126
124

\

52.5
—~37.5

. _-39.6

-3200
;3000
;2800
;2600
;2400
;2200
;2000
;1800
;1600
;1400
;1200
;1000
;800

;600
;400

-200

200 190 180 170 160 150 140 130 120 110 100 90 8

f1 (ppm)

EE
// AN AN
,A \
30 20

——200
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Parameter
Data File Name
Title
Comment

Value
/ Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_163_cr/ 1/ fid
CRL_02_163_cr.1.fid

-
P-
Origin Bruker BioSpin GmbH B
Owner nmrsu
Instrument spect
Solvent cDei3 HO
Temperature 295.1 Me \
Pulse Sequence 2930 N / / / /
Experiment 1D Me::-
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 16
Receiver Gain 30.3 1 2
Relaxation Delay 1.0000 / \
Pulse Width 11.7000 —
Acquisition Time 4.0894
Acquisition Date 2018-07-16T11:06:11 Me
Spectrometer Frequency 400.13
Nucleus 1H
A1 OOOOONNNOOININLODONOINININT M NTANO
MONMNNNNNNNNNNNNNOOOOPOOOOO®®ON
NANANNNNNNNNNNNNNNNNNNNNNNN A A
NOOWnm<
—
NINNNNDN
SO NINT MO
COMNININININININ
MMM m NN
—_,—— - 222
i MmN onm
| e !
|
|
A 1N )IM{ |
< (@) o LnNnaoNOoO O
o = S 0 S 0 O
m o — N—= OO
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Nucleus

Value
/ Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_163_cr/ 3/ fid
CRL_02_163_cr.3.fid

Bruker BioSpin GmbH

nmrsu

spect

CDCI3

295.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

64.2
1.0000

10.0000

1.3631 W AN
2018-07-16T11:27:54 — ;oo
100.62 SMoAaNA
1ac AN

Me' \—

9000

~8000

-7000

6000

-5000

~4000

~3000

-2000

-1000

f1 (ppm)

© CONY e
© o <t mMmmnm qaR
0 NTR9
! I
0O 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

S82


CRL
S82


Parameter
Data File Name
Title

Value
/ Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_165_cr/ 2/ fid
CRL_02_165_cr.2.fid

Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 295.1 <
Pulse Sequence zg30 f o
Experiment 1D —
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 1
Recei i .
eceiver Gain 30.3 NNt NANNNNO OB SN
Relaxation Delay 1.0000 MMt A A A A A A A - O OO
Pulse Width 11.7000 NANANNNNNNNNNNNNN A
L S R B I '
Acquisition Time 4.0894 e
Acquisition Date 2018-07-17T14:01:02
Spectrometer Frequency 400.13
Nucleus 1H
—
Me
<tETETTMANAOO OO
A A A A A 4000
NINNNNNNNNN
N O
0 o
[e) )]
|
LN —
0 LN
o <
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0
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Parameter
Data File Name
Title

Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 295.2
Pulse Sequence zgpg30
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 512
Receiver Gain 72.0
Relaxation Delay 1.0000
Pulse Width 10.0000
Acquisition Time 1.3631 Me
Acquisition Date 2018-07-17T14:22:16
Spectrometer Frequency 100.62 Mel [
Nucleus 13C
00 00 — ™ LN LN
SN OO W
< M ANANAN AN
TEEY
S
o™
o
o

Value
/ Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_165_cr/ 3/ fid
CRL_02_165_cr.3.fid

Me

62.5
--39.9
—37.5
_~33.0

31.3
24.0

~19000
;18000
;17000
;16000
;15000
;14000
;13000
;12000
;11000
;10000
;9000
;8000
;7000
;6000
;5000
;4000
;3000
;2000
;1000

--1000

L0 200 190 180 170 160

150 140 130 120 110 100 90
f1 (ppm)

80
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Parameter Value - 2 4 0 0
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_153_cr/ 2/ fid r
Title CRL_02_153_cr.2.fid -2300
Comment — - L
<y -2200
Origin Bruker BioSpin GmbH kN i
Owner nmrsu _2 1 OO
Instrument spect -_
Solvent CDCI3 i 2000
Temperature 295.1 / / /[ L 1 9 O 0
Pulse Sequence zg30 L
Experiment 1D 1800
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) r
Number of Scans 1 O B ]. 700
Receiver Gain 197.4 i
Relaxation Delay 1.0000 Me \L m Mmoo 2 g 8 g ; C'\h g; -_1600
Pulse Width 11.7000 R C| NANANANANNNCNAN = - - L1500
Acquisition Time 4.0894 Me::: : E— Y L
Acquisition Date 2018-07-02T16:58:04 - 1 4 O O
Spectrometer Frequency 400.13 L
Nucleus 1H B ]. 3 0 O
SI-1 / N -1200
Me -1000
900
st maoocooaonwwn __800
HrA A A A A OO OO
NNNNNNNNNNKN -700
| S E——— P B S B L
- 600
500
00 0 '
MmN 400
" O 0 tn MmmMnmnm F
QRN -300
Mmomnmm | i
== . -200
[ L
;m -100
J U, 0
ik i i UK A --100
< 2] o NO N N M |
— — o 0 O O [ Ne)
<t R N mm ——200
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9.5 8.5 7.5 5.5 4.5 3.5 .5 1.5 0.5 -0.5 385
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_153_cr/ 3/ fid
CRL_02_153_cr.3.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

295.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

72.0

1.0000

10.0000

1.3631
2018-07-02T17:19:53

Spectrometer Frequency 100.62

Nucleus

13C

———173.3
. -139.2

F=—136.5

NS

—129.4
126.5

Sk1 [ N

66.1
39.0
~37.0

23.2

_521.2

—__ >30.0

-2400
-2300
-2200
-2100
-2000
-1900
-1800
-1700
-1600
-1500
-1400
-1300
-1200
-1100
-1000
-900
-800
-700
-600
-500
~400
-300
-200
-100

——100

200 190 180 170

160 150 140 130 120

110 100 90 8

f1 (ppm)

——200
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2.32

HreA AT OO MANANNOOINANOMNOUMMOOOWWNN OO
MANNATOCOQQOQOOQOQO MO MNMNMNMNMNNMNMN
NN ANANANANNANNANNNN S A A A A A A A A
PR e e e T S T N T S S T S T S T ST T
Parameter Value
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_277B_1/ 1/ fid
Title CRL_02_277B_1.1.fid
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 295.1
Pulse Sequence zg30
Experiment 1D Me
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) Me' "
Number of Scans 16
Receiver Gain 72.0
Relaxation Delay 1.0000
Pulse Width 11.7000
Acquisition Time 4.0894
Acquisition Date 2018-11-28T19:34:17
Spectrometer Frequency 400.13
Nucleus 1H
OO ONMM
9999090009
NINININ l}"\/j
N
5o
Q®
o —
T T T T T T T T T T T T T T T T T T T T
11.0 10.0 9.0 8.0 7.0

1.75
1.75
1.75
1.74
1.73
1.73
1.71
1.70
1.70
1.69
1.69
1.68
1.67
1.67
1.45
1.45
1.34
1.28
1.27
1.26
1.26
1.25
1.24

-1.23
1.23

22
1.21
1.20
1.20
1.19
1.19
1.17
1.16
1.06
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-5000

~4500

~4000

~3500

~3000

2500

-2000

~1500

-1000

~500

:5 :z;g o)) =T NMOOMONO
— <M AN AN o Oml\mHml\OLOLnVH
~ — (o] InmMmmmnmmNM AN NN NN
Parameter Value / \ ‘\' | ||\\‘|‘\\':\'\l“/"‘//

Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_277B_1/ 2/ fid

Title CRL_02_277B_1.2.fid

Comment

Origin Bruker BioSpin GmbH

Owner nmrsu

Instrument spect

Solvent CDCI3

Temperature 295.2

Pulse Sequence zgpg30

Experiment 1D

Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2)

Number of Scans 1024 0

Receiver Gain 50.3 Me \

Relaxation Delay 1.0000 Me:: - .~“

Pulse Width 10.0000

Acquisition Time 1.3631

Acquisition Date 2018-11-28T20:16:15

Spectrometer Frequency 100.62 o

Nucleus 13C

N
14 Me
|
A PR | b A A.Jm A M

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

--500

S88


CRL
S88


Parameter
Data File Name
Title

Value

/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_158_1/ 2/ fid

CRL_02_158_1.2.fid

Comment ) (00 00 N
Mm M m
Origin Bruker BioSpin GmbH 4/’
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 295.2
Pulse Sequence zg30 J
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 1
Receiver Gain 30.3 :
Relaxation Delay 1.0000
Pulse Width 11.7000
Acquisition Time 4.0894
Acquisition Date 2018-07-07T18:31:00
Spectrometer Frequency 400.13 Me \ OMe MANNANNANAN—— OO O

Me... K NANNNNNNNNA— -

Nucleus 1H ey ﬁ/ //’
B

16 | N

Me

l\l\l\l\l\l\l\l\NN@@@@@@@@@@@@@@@@@@@@@@
L

e —— L ) N T

r7.2
r7.2
V'7.2
V'7 2
7.2

A ki oo T T

O N O M oo (o)) LN MmO < N

S 20O n o ©5e N

T T — T T T T T T T ' |H'HT|‘_3H| — T T T T T T T ' |m' |o' I |N'O|O' |m'
11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0

0.9



CRL
S89


Parameter Value

Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_158_1/ 3/ fid _4000
Title CRL_02_158_1.3.fid
Comment i
Origin Bruker BioSpin GmbH
Owner nmrsu L 3 5 OO
Instrument spect
Solvent CDCI3

O—HIN O WO WO L
Temperature 295.1 . ror o e

NANLINOOOWO M
Pulse Sequence zgpg30 St Tt mMmMANANNN A A
Experiment 1D T e
Probe Z122623_0045 (CPP BBO 400S1 BB—H&F—D—/OS‘/Z) / / | ‘\'\ 3000
Number of Scans 512
Receiver Gain 38.0 r
Relaxation Delay 1.0000
Pulse Width 10.0000
Acquisition Time 1.3631 ~2500
Acquisition Date 2018-07-07T18:52:16
Spectrometer Frequency 100.62 Me K OMe L
Nucleus 13C Me:, p R

16 // N N -
O n Nt NO
— Lo ONNO ™M

/ MMM oA L
Ve TT K5 1500
o £1000

A

500

hl ,,L rdl 1 L0

10 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 O -10

f1 (ppm) S90


CRL
S90


Parameter
Data File Name

Value
/ Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_164_1/ 2/ fid

~4000

Title CRL_02_164_1.2.fid
Comment L
Origin Bruker BioSpin GmbH
Owner nmrsu _3 5 00
Instrument spect
Solvent CDCI3 L
Temperature 295.2
Pulse Sequence zg30
Experiment 1D - 3 O 0 0
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 1 OMe
Receiver Gain 55.5 i
Relaxation Delay 1.0000
Pulse Width 11.7000 |
Acquisition Time 4.0894 Me, ‘.\\ ; '-j‘_‘ ;_"’ g_’ ﬁ r’; 2500
Acquisition Date 2018-07-14T17:31:43 Me!:: g Mo MM o
Spectrometer Frequency 400.13 '\'\%V r
Nucleus 1H
18 N
/ 2000
—
Me 0 © -
— —
—
OmnNnINsTTmMmmMmMMNMN e TN MMMNMNEHA T AO0ONOOONS \ _1500
NNNNNNNNNNNNA = HA= 400000 6@
e _
1000
MAN—T—AOINTITN—TOONNOLN I
Mmoo — — — — —~ —~ — — 000000 0co 00 0
NNNNNNNNNNMNNNOO OO OO -
[ 1 e ———————————— i i l._ N/
I OANLINM— O
| MmN N _500
(e (e (o e (o \e]
Spiis
| I I '
il 1 ﬂ J b
. ,'Mi LA _O
i o I A
LN LN m N~ O m o O — — L
o O o o o 230 NN
([eoNe) o o o ANL—=H O [a\MaN|
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9.5 8.5 V4 6.5 5.5 4.5 3.5 2.5 1.5 0.5 —0.5891



CRL
S91


Parameter Value i
Data File Name / Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_164_1/ 3/ fid
Title CRL_02_164_1.3.fid B 5 O O O
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu —4 5 00
Instrument spect
Solvent CDCI3 L
Temperature 295.1 OMe
Pulse Sequence zgpg30 _4000
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) M L
Number of Scans 512 g o o
Receiver Gain 64.2 Me::- ’ 3500
Relaxation Delay 1.0000
Pulse Width 10.0000 L
Acquisition Time 1.3631 18 / N
Acquisition Date 2018-07-14T17:52:57 L 3 O 0 0
Spectrometer Frequency 100.62
Nucleus 13C Me L
2500
MNOO MW
NSO OWNO© o |
MMM ANNN N <
— =
—\ ~ ~2000
1500
oY, Cuoavtun i
AR SO VWO mMm
AN MmN
" / 7 N\ ~1000
o I
0 < | |
LN —
—
' -500
I | ,
——500
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
0O 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10 392

f1 (ppm)


CRL
S92


Parameter

Value

Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_219_1_dilute/ 2/ fid - 1 3 OO
Title CRL_02_219_1_dilute.2.fid
Comment L
Origin Bruker BioSpin GmbH B 1 2 OO
Owner nmrsu L
Instrument spect
Solvent CDCI3 B ]. 1 OO
Temperature 295.2 |
Pulse Sequence zg30 J
Experiment 1D = ]_ O 0 0
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 1 Me 3 8 ® B g S I
Receiver Gain 197.4 JAN N AN N AN ~900
Relaxation Delay 30.0000 S SV A
Pulse Width 11.7000 / —_ r
Acquisition Time 4.0894 o L
Acquisition Date 2018-10-01T18:14:48 Me S 0 800
M o N S
Spectrometer Frequency 400.13 €1, o o F
Nucleus 1H
-700
19 — i
~ -600
Me
500
QOO UOTTOIOOONNOININANNHOOONWOMN — O IN
HoooaaovoLLLYYLUINININT LTI ANNOO I
COOOININININNNNNMNNNMNNNNMNNNMNNMNNNMNNNNN
| -300
|
NO®L hin -200
Y Mmm ™M e L
< T <<
o] " .. -100
-0
i, i i T T 1
NOWNOINOO o (e}
aooooco o o L 100
OO H=ANM — —
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 —0.5893


CRL
S93


Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Nucleus

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_219_1_redo/ 3/ fid
CRL_02_219_1_redo.3.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

295.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

55.5

1.0000

10.0000

1.3631
2018-10-01T15:53:12
100.62

13C

148.0
143.4
142.6
135.2
130.2
129.0
128.9
128.8
128.7
127.1
126.9
126.8
125.4
123.7
121.7

Tl

160.6

Me
Me Ir, ~“\ N

_-39.7
~37.9
\-35.4

31.2
23.7
—21.1

18.9

59.1

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 1

f1 (ppm)

0

0

-10


CRL
S94


Parameter Value -
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_206_1/ 1/ fid
Title CRL_02_206_1.1.fid _4 5 O 00
Comment O <<+ ©
NN L
Origin Bruker BioSpin GmbH o~
Owner nmrsu ‘\ n/
Instrument spect 40000
Solvent CDCI3
Temperature 295.1 r
Pulse Sequence zg30
Experiment 1D Me Me —/_ A 35000
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2)
Number of Scans 16 g (o] Me |
Receivelr Gain 197.4 I~ Me ‘B Me
Relaxation Delay 1.0000 M R -0
Pulse Width 11.7000 8. i -30000
Acquisition Time 4.0894
Acquisition Date 2018-09-21T12:03:49 F
Spectrometer Frequency 400.13 20 -
Nucleus 1H \ _2 5 000
—OIN< MM MNMe =t OO IN
Me R R R ke R R R Rk [ NGt
NNNNN‘\mNNNLVHE 3
'%% RS
20000
-~15000
-~10000
NS SN O 5000
L 3
MmmMmmMmmmm | |
i |
Lk J‘m U _O
T T T I
O o — O NO NANO r
< — NS 99 ©YON®
™ — N——— OO N
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 -0.5 395


CRL
S95


Parameter Value -_2 2 0 O
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_206_1/ 2/ fid L
Title CRL_02_206_1.2.fid - 2 1 0 O
Comment I
Origin Bruker BioSpin GmbH __2 000
Owner nmrsu L 1900
Instrument spect L
Solvent CDCI3 - 1 8 0 0
Temperature 295.1 L
Pulse Sequence zgpg30 - ]_ 700
Experiment 1D +
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) Me 1600
Number of Scans 1024 Me F
Receiver Gain 55.5 0 )S<Me B 1 5 O 0
Relaxation Delay 1.0000 1 I
Pulse Width 10.0000 Me B-0 Me -1400
Acquisition Time 1.3631 Me.,. o -
Acquisition Date 2018-09-21T12:45:44 B ]. 3 0 0
Spectrometer Frequency 100.62 I
Nucleus 13C 20 —_ -_ ]. 2 O O
N 1100
Me -~1000
oY m i
Tae MO T QMmoo -900
AR thon [
CND DA -800
5700
N 600
% 500
o L
~ 400
— < L
= -300
L 200
l J leO
WWANVVEMA IS oy A W NI TNV ANV HACT W A L] A Y AW LAWY L My Mo 0 p W WAL WL PR " NNV '""—O
-—100
--200
L0 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O 96

f1 (ppm)


CRL
S96


Parameter Value I
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_01_267_1/ 2/ fid (ég _8000
Title CRL_01_267_1.2.fid ) F
Comment
-7500
Origin Bruker BioSpin GmbH F
Owner nmrsu -
Instrument spect 7 O O O
Solvent CDCI3 i
Temperature 294.9 _6 5 O 0
Pulse Sequence zg30 L
Experiment 1D [ // / [ f f / / /
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) _6000
Number of Scans 1 r
Receiver Gain 72.0 - 5 5 00
Relaxation Delay 1.0000 |
Pulse Width 11.7000
Acquisition Time 4.0894 0 B 5 O 0 0
Acquisition Date 2017-11-04T11:30:50 Me +
Spectrometer Frequency 400.13 N L
Nucleus 1H Me“. H N\ 4500
24 I
0 4000
I ™S '
% 13500
-3000
2500
N N
S i
—
\ -2000
1500
N mMmmm L
<
RS 25CINRQNNY -1000
0 ™~ . - GL
2 SRERISS YT cosc6s566 gNNSSRE SuRANLINANN223NeE |
- % 06 06 6 o6 06 06 N == I T T o mm N NN NN NN NN NN 500
m —
| M‘ I A I I o |
A A 1 I} N A -0
T M i ik oo T i A T |
o~ — M < < N O o Vo) m m (28} - 5 OO
< Qe < ™ o o < < e < —
— — — m o O — — — — [e)) +
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9. 8.5 7.5 6.5 5.5 4.5 .5 2. 0.5 —0.5897


CRL
S97


3400
Parameter Value +
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_01_267_1/ 3/ fid |
Title CRL_01_267_1.3.fid 3 2 o 0
Comment L
) -3000
Origin Bruker BioSpin GmbH — |
Owner nmrsu !
Instrument spect B 2 8 O O
Solvent CDCI3 L
Temperature 294.9 |
Pulse Sequence zgpg30 2 6 0 0
Experiment 1D -
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) Me B 2 4 0 0
Number of Scans 512 Mel L
Receiver Gain 78.7
Relaxation Delay 1.0000 2 2 0 O
Pulse Width 10.0000 I
Acquisition Time 1.3631 I B 2 O 0 O
Acquisition Date 2017-11-04T11:52:49 / TMS L
Spectrometer Frequency 100.62 |
Nucleus 13C 1 800
-1600
1400
e} L
INnmooomnin—inin L L
2esinioce = = Z83g3sd 1209
o — m MMM mMmmMmmA I
o \ 7N N\ ~ N\ 1000
A ' i
- =N -800
O 0 L
S 600
— L
/ -
| ! _4 0 O
|
-200
| L
| l . } A LI L \ Il _O
-—200
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0O 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 398

f1 (ppm)


CRL
S98


Parameter Value
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_01_235_1/ 1/ fid 140000
Title CRL_01_235_1.1.fid r
Comment _130000
Origin Bruker BioSpin GmbH L
Owner nmrsu
Instrument spect 0 B 1 2 O O OO
Solvent CDCI3 L
Temperature 294.9 M
Pulse Sequence zg30 € o Me B 1 ]. 0000
Experiment 1D Me I, o |
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 16 _100000
Receiver Gain 156.2 0 L
Relaxation Delay 1.0000 25 I
Pulse Width 11.7000 / ~90000
Acquisition Time 4.0894 L
Acquisition Date 2017-10-03T11:18:26
Spectrometer Frequency 400.13 _80000
Nucleus 1H |
70000
~60000
TTETMANANNAFONNOOININT MM MMM A AN MMM MMM EAONNYTYIT TN AANAOODOONNOOININT AN N _50000
MMMMMMMMOOOO000000000NNNNNNNNRNWOVLLOOONNROOOOOOOOOOVOVOOYGIon I
NNANANNANNANNNANNANNNANNANNANNA A A A A AAAAAAAAAAAAAAAA A A A A A A A A A A O
N
~30000
20000
COMAD 0O NNOOONMNIMNIMN |
MONN NNNNO OO gRxRom
—\ f== MANNN NN
‘NW | |
l o PLAAR W \ 0
1A gt AR A= S [
o Q< < a¥e"d= = -—10000
o o — ANt~ (N mMm AN
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 -0.5 399


CRL
S99


f1 (ppm)

‘Parameter Value . -_2 2 0 0
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_01_235_1/ 3/ fid L
Title CRL_01_235_1.3.fid _2 1 00
Comment I
Origin Bruker BioSpin GmbH __2 000
Owner nmrsu L 1900
Instrument spect L
Solvent CDCI3 - 1 8 O 0
Temperature 295.0 L
Pulse Sequence zgpg30 B ]. 700
Experiment 1D o L
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) -~1600
Number of Scans 512 M F
Receiver Gain 64.2 e \\)X\ Me B ]. 5 OO
Relaxation Delay 1.0000 Me:,. = -
Pulse Width 10.0000 B ]. 4 O O
Acquisition Time 1.3631 I
Acquisition Date 2017-10-03T11:45:31 o B 1 3 O O
Spectrometer Frequency 100.62 25 I i
Nucleus 13C / -_ 1 2 O O
-1100
-1000
900
800
700
2 o2 L noeme—am 1600
: - 2 3 RS o
400
— (o)) L
* o -300
o b L
(T | - 200
j -100
" - ! )
j-lOO
——200
10 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10 3100


CRL
S100


13400
Parameter Value |
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_01_269_1/ 2/ fid
Title CRL_01_269_1.2.fid B 3 2 O O
Comment 3
Origin Bruker BioSpin GmbH )} B 3 OOO
Owner nmrsu | r
Instrument spect i _2 800
Solvent CDCI3 i
Temperature 295.0
Pulse Sequence zg30 _2 600
Experiment 1D r
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) L 2 400
Number of Scans 1 |
Receiver Gain 112.8
Relaxation Delay 1.0000 _2 2 OO
Pulse Width 11.7000 -
Acquisition Time 4.0894 (o) L2000
Acquisition Date 2017-11-08T11:01:10 Me \L
Spectrometer Frequency 400.13 ~ OH I
Nucleus 1H Mell. - _1800
1600
22 © -
I y/ 1400
1200
-~1000
NANANAN I
Mmm o m AWOMNWOLLNLNLN _800
NN NN NANANNOOOOO NN InNntT NN @O O
N Rt Rt R R R QSO P@OOoOPOAM :
MMM ONANAN NN N [N —
== crrprgy \ZESNAg oo o s -600
MmmMmmMmmmmnmm +
N]
- 400
-200
| L
) ) L 0
T R S U ik A I
0 — N o N LN — O __2 OO
(e} o O o o o~ oM o
o — — — ~ m o -
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 .5 0.5 -0.5 5101


CRL
S101


Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_01_269_1/ 3/ fid
CRL_01_269_1.3.fid

Bruker BioSpin GmbH

nmrsu

spect

CDCI3

294.9

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

Me
Mell.

.

\§

OH

f1 (ppm)

Receiver Gain 78.7
Relaxation Delay 1.0000
Pulse Width .
Acquisitior: Time :0322?0 22 I O
Acquisition Date 2017-11-08T11:23:00 /
Spectrometer Frequency 100.62
Nucleus 13C m O
S wn ~
a3 o
o Lo Mmoo ¥ N
5 R T
n [« N
o3
N
i ©
A
W Wl ™
0O 200 190 180 170 160 150 140 130 120 110 100 9% &80 70 60 50 40 30 20 10

~2500

-2000

~1500

-1000

~500

S102


CRL
S102


Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Spectrometer Frequency

Nucleus

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_069_1_redo2/ 1/ fid
CRL_02_069_1_redo2.1.fid

Bruker BioSpin GmbH
nmrsu

spect

MeOD

2971

zg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
16

30.3

1.0000

11.7000

4.0894
2018-05-23T18:55:35
400.13

1H

,7.28
7.26

1.20
110

6.13
N6.12

2.96
2.93
2-2.91

\

2.88
2.73
2.71

1.83
1.80
1.78
\-1.75
1.70
1.67

\L1.72
L

{1.01=x

~50000

~45000

~40000

-35000

-30000

~25000

-20000

-15000

~10000

-5000

11.5

10.5 9.5 8.5 7.5


CRL
S103


Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_069_1_redo2/ 2/ fid
CRL_02_069_1_redo2.2.fid

Bruker BioSpin GmbH
nmrsu

spect

MeOD

297.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

64.2

1.0000

10.0000

1.3631
2018-05-23T19:17:31

Spectrometer Frequency 100.62

Nucleus

13C

—175.7
-—172.9

——-—155.7

123.6

Me:::

_~51.5

Or— O NN M~ N

NNOOMOOT M
mmMmmMmoonon oo NN

—\

I

;7000
;6500
;6000
;5500
;5000
;4500
;4000
;3500
;3000
;2500
;2000
;1500
;1000

~500

-—-500

200 190 180 170

160 150 140 130 120 110 100 90 80
f1 (ppm)

50

40 30 20

10 -10

S104


CRL
S104


f1 (ppm)

‘Parameter Value ‘ _60000
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_102_1/ 1/ fid
Title CRL_02_102_1.1.fid (
Comment _5 5000
Origin Bruker BioSpin GmbH
Owner nmrsu
oo -50000
Temperature 297.2
Pulse Sequence zg30 [ [ / [f /
Experiment 1D / d _4 5 O OO
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 16
Reaton boay 1,000 40000
Pulse Width 11.7000 O MMMAN——TOOOWOWNILNAN OO
Acquisition Time 4.0894 : : : : : : : : : : : : : : : : :
R ey e T g 30000 RISl a A mem 135000
Nucleus 1H | i
o — _20000 ‘30000
oo o)
7Y wo M L
189 ~10000 N .~ OH -25000
L -30000 ’_JAKUA : ! ||l , @ Me!:-
T T T T '5 T ': T T T _0 T 'IIH 0 _20000
N 20000610 6.05 6.00 5.95 5.90 Me** o
. ok f1 (ppm) XX -15000
28 B 100000 ama G dwe
NN I MmN NN oo o
I I! A NS Gowam I
'j%"' 4 0 N ‘ﬁk 10000
7.35 7.30 7.2 7.20 7.15 -5000
f1 (ppm)
I |
-0
I M
[ Ne] N -
- O o)
' ' ' ' ' ' ' ' o4 SoS. _r=5000
11.5 10.5 9.5 8.5 7.5 6.5 5.5 -0.5 3105


CRL
S105


Parameter
Data File Name
Title

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_102_1/ 3/ fid
CRL_02_102_1.3.fid

f1 (ppm)

Comment _2 5 OO
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect I
Solvent CDCI3
Temperature 2971
Pulse Sequence zgpg30
Experiment 1D B 2 O 0 O
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
Number of Scans 512
Receiver Gain 78.7
Relaxation Delay 1.0000 '
Pulse Width 10.0000
Acquisition Time 1.3631
Acquisition Date 2018-05-22T18:47:55
Spectrometer Frequency 100.62 B 1 5 OO
Nucleus 13¢ — 0 QNN OO QLN QO QN ©
L1 o« - o O MmANOTTMM AN — —
o 0 NN MM mMmmMmm
N N — - N N — . L o
— [o'e) r
N / 2% 0
me W\
~ ~OH
Me:: 1000
m o) oo WH
NN w0
— Me i
\ N N (o)
—
o N 28 500
< <
\/
|
|
| |
| | el
u ! et . LMJ ! vwewn ()
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0O 200 190 180 170 160 150 140 130 120 110 100 9% &80 70 60 50 40 30 20 10 -10 3106


CRL
S106


135000
Parameter Value |
Data File Name / Volumes/ nmrdata-1/ clacker/ vnmrsys/ data/ CRL_02_083_1/ PROTONO1.fid/ fid
Title PROTONO1 12000
Comment CRL_02_083_1
Origin Varian 11000
Owner
Instrument inova
Author B 1 0 O OO
Solvent cdcl3 ! - I
Temperature 25.0 |
Pulse Sequence s2pul 9000
Experiment 1D L
Probe autox7991
Number of Scans 8 0 B 80 0 0
Receiver Gain 44 \ |
Relaxation Delay 1.0000 Me ‘\\\OH
Pulse Width 5.8000 Me::- o 7000
Acquisition Time 3.0000
Acquisition Date 2018-05-03T21:20:53 . |H r
Spectrometer Frequency 499.64 O
Spectral Width 8000.0 Me 6000
Nucleus 1H 0 |
Acquired Size 24000 X
5000
27
4000
A OO M AN
NANANANAN N — 0N O LN r
NNNNN QQooaoaoao 3000
\ / O O LML LN L
W
NANOOWWWOOOO®
QOQOMNMNMNT I MM 2000
ANANANANANANANANNNN
|
i . -~1000
| | L
h - U
" N - _O
25 A U A N T et -
o < <t m O O COr— ML N
ee QA o 9 Qo --1000
— O o) o o oo mMmaAmM -
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

Value
/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_083_1/ 3/ fid
CRL_02_083_1.3.fid

Bruker BioSpin GmbH

nmrsu

spect

CDCI3

295.1

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
1024

~4500

~4000

~3500

~3000

2500

-2000

1500

-1000

~500

f1 (ppm)

Receiver Gain 72.0 o
Relaxation Delay 1.0000
Pulse Width 10.0000 Me \X OH
hoqutonDdte 2010507115032 Met* —1
Spectrometer Frequency 100.62 1 |H
Nucleus 13C 0
Me
N o
27
i ph Qo ©©
o S “ P RARARIINDS
<o - % o Neee
l': N g | I
|l |
|
| . rheochel
0O 200 190 180 170 160 150 140 130 120 110 100 9% &80 70 60 50 40 30 20 10
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

Value

/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_140_1/ 2/ fid

CRL_02_140_1.2.fid

Bruker BioSpin GmbH

nmrsu

spect

CDCI3

295.2

zg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
1

-||H
Me**’

21

N

2.02
1.99
1.98
1.97
1.96
1.94
1.94

N /
Z2.55
L2.54
12,53
12,52

I
I
|

2.51
2.50
2.48

-2400
-2300
-2200
-2100
-2000
-1900
-1800
-1700
-1600
-1500
-1400
-1300
-1200
-1100
-1000
-900
-800
-700
-600
-500
-400
-300
-200
-100

——100

——200

Receiver Gain 64.2
Relaxation Delay 1.0000
Pulse Width 11.7000
Acquisition Time 4.0894
Acquisition Date 2018-06-26T15:01:00
Spectrometer Frequency 400.13
Nucleus 1H
Me
Me::-
T T T T T T T T T T T T T T T T
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Parameter
Data File Name
Title
Comment

Origin

Owner
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

Value

/ Volumes/ nmrdata/ clacker/ nmr/ CRL_02_140_1/ 3/ fid

CRL_02_140_1.3.fid

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

295.2

zgpg30

1D

Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z)
512

55.5

1.0000

10.0000

1.3631
2018-06-26T15:22:15

Spectrometer Frequency 100.62

Nucleus

13C

Me

Me::-

_~178.4
177.1

21

—mMNOOOHO MO NN

AN ANOOO T M
MmN M ANAN AN N

=

48.7

. Memwaciml l» .

11900
11800
11700
11600
1500
1400
11300
11200
11100
11000
1900
800
700
600
500
400
300
1200
100

-——100

L0 200 190 180 170 160 150 140 130 120 110 100 90 8

f1 (ppm)

0

70

60 50 40 30 20
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Parameter

Value

Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_086_cr/ 2/ fid -2000
Title CRL_02_086_cr.2.fid L L
Comment SRS H P -1900
Origi Bruker BioSpin GmbH i I
rigin ruker BioSpin Gm | |
Owner nmrsu ‘\ 1 8 0 O
Instrument spect
Solvent CDCI3 B 1 700
Temperature 295.2 I
Pulse Sequence zg30 B 1600
Experiment 1D i
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) B 1 5 00
Number of Scans 1 i
Receiver Gain 87.8 0 - ]. 4 0 O
Relaxation Delay 1.0000 I
Pulse Width 11.7000 Me l -1300
Acquisition Time 4.0894 R OH 3
Acquisition Date 2018-05-07T23:31:24 Me::- 1200
Spectrometer Frequency 400.13 L
Nucleus 1H IIIH O _1100
Me -1000
o) I
-900
-800
-700
OM—EA—HANNININMPOONYTMMAONNONOVOINMMAN—T—TOONYTMNMN—T—HOONRN—aT——0 600
NENNNLoLovLooLoLppYMNMINININE Y YY" "7000000 XAV OMNMNMNMNMN O
NANNANNNNNNNNNNNNNNANNNNNNNNNNNNNNNN S A A A A A AA A A A A AAA A A |
—_ i i l i i i i i ‘ e _500
| L
-400
-300
200
-100
M L,
-—100
T " T T L T T 1 L L " T T L L L 1 — T T 1
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Parameter Value
Data File Name / Volumes/ nmrdata/ clacker/ nmr/ CRL_02_086_cr/ 3/ fid |
Title CRL_02_086_cr.3.fid 2 4 O O
Comment
Origin Bruker BioSpin GmbH -2200
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 295.2 i 2 O o O
Pulse Sequence zgpg30
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) B 1 8 O 0
Number of Scans 512
Receiver Gain 64.2
Relaxation Delay 1.0000 -
Pulse Width 10.0000 1 6 0 0
Acquisition Time 1.3631
Acquisition Date 2018-05-07T23:52:39
Spectrometer Frequency 100.62 B ]. 4 0 0
Nucleus 13C
1200
(o)
Me \ -1000
S~OH NInQO MmO
Me::- o ONMmMoOoOomMmm
" MmN MmN AN AN AN N
a AN -800
viH o '
. o o)
N © ~ 600
— = (0] s
\
SI-2 400
| -200
oy (\ MMM A Mol ! . _O
-—200
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
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MNMINMANOOOOMNOINTMOVOTNVOOTMMEAATAOONOOONOINTITITNALHOONOOINTITITMMANNOOMNOOOTITITANO = OM
©OLOOEONNNNNINNMMMNTOOS000000NNATNVEVRVRVNVOOOOOEOVOYVOYNnNnInnnT¥mmo 1800
NANANANNANNANNNNNNNANNNNNNNNNNNNN—A A AT A A A A A AAAAAAAAAAAAAAAAAAAAA A A A~ A —
e ————— LWW
Parameter Value i 1 7 0 O
Data File Name / Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_148_1_redo2/ 2/ fid I
Title CRL_02_148_1_redo2.2.fid B 1 6 0 0
Comment +
Origin Bruker BioSpin GmbH ~1500
Owner nmrsu i
Instrument spect / - ]_ 4 O O
Solvent CDCI3 L
Temperature 295.2 |
Pulse Sequence zg30 | 1300
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) _1200
Number of Scans 1 I
Receiver Gain 98.9 - 1 1 O O
Relaxation Delay 1.0000 |
Pulse Width 11.7000
Acquisition Time 4.0894 ~1000
Acquisition Date 2018-07-09T19:18:42 i
Spectrometer Frequency 400.13 —900
Nucleus 1H L
-800
0] I
-700
Me \\)\\Me I
&)
£\
Me!:- * 600
“\H i
-500
Me'" ‘
(o) 400
rumphellaone A (8) -300
-200
-100
J - -0
— i i b bl |
DO HOLOANNHNOOLNAN N -—100
QAN MO A NLYQO0 S
HONN—HOOON—HOANMM I
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T |
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Parameter Value B 2 2 0 O
Data File Name / Volumes/ nmrdata-2/ clacker/ nmr/ CRL_02_148_1_redo2/ 3/ fid i
Title CRL_02_148_1_redo2.3.fid B 2 1 O O
Comment i
2000
Origin Bruker BioSpin GmbH r
Owner nmrsu ~ ]_900
Instrument spect I
Solvent CDCI3 B ]. 800
Temperature 295.1 i
Pulse Sequence zgpg30 B ]. 700
Experiment 1D i
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) B ]. 6 O O
Number of Scans 512 I
Receiver Gain 78.7 B ]. 5 0 0
Relaxation Delay 1.0000 I
Pulse Width 10.0000 ~1400
Acquisition Time 1.3631
Acquisition Date 2018-07-00T19:40:44 o i 1300
Spectrometer Frequency 100.62 |
Nucleus 13C M \)\ I 1 2 0 O
e Me
o 1100
Me:!:: ’ I
WH 1000
N\ -900
\ L
me QT INTHOAMNO Y 800
(o) TN mMm1OoOOO NN
v?;m\r}nwmmm i OO
—_— -7
rumphellaone A (8) i
. -600
N
0 - w | -500
o0 .
S N 400
o~ N L
—
-300
-200
-100
W n WA Wi W WY T i o A ‘ ! -0
-——100
——200

210 200 190 180 170 160 150 140 130 120 110 100 9
f1 (ppm)
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NANOOVOO—=OONMANOMNOOTTITANNELTOOMEA—TOONDWVDOOOOOONNINNNOOINININSSSSTIMMMANrdrdrd =000 <~ OO O O M
LOVONININTMMM—ATT—TOOOOOOODOONANNANNWOVWONNNNNNOLOLOLOLOLVOLOLVLLOLOLLVOLOLOLOLVLLOLOLVLONINININT NOOJ
NANANANNANNANNNNNANNNNNANNNNN A A A ATAAAAAAAAAAAAAAAAAAAAAA A A A~ — — e B B s s B s
—_ L ——_—— e ——— L L '
Parameter Value
Data File Name / Volumes/ nmrdata-1/ clacker/ nmr/ CRL_02_059_2/ 1/ fid
Title CRL_02_059_2.1.fid
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Instrument spect
Solvent CDCI3
Temperature 295.2 i
Pulse Sequence zg30 |
Experiment 1D 1 8 O OO
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 Z) r
Number of Scans 16
Receiver Gain 98.9 i ]‘ 6 o OO
Relaxation Delay 1.0000 F
Pulse Width 11.7000
Acquisition Time 4.0894 0 -14000
Acquisition Date 2018-04-12T19:32:40 Me \)\M e L
Spectrometer Frequency 400.13 R\
Nucleus 1H Me!:- : _12000
‘\\H L
me=C ~10000
0] I
epi-C8-rumphellaone A (29) 8000
|
6000
| 4000
| -
|
2000
-0
L -
NOOMNONAEATFTLNLINM
oo —a --2000
SFANANNOO MO ANMAN
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N. — 13200
15 Parameter N~ Value ™M AN Y—NMOQOY
o . N . N Sttt At A OO NI AN I
N Data File Name / Volemnes/ nmrdata-1/ clacker/ nmr/ CRL_02_059_2/ 2/ fid 0 St T TMmMmMm o AN NN
Title CRL_p2_059_2.2.fid NS N =" -3000
Comment |
Origin Bruker BioSpin GmbH _2 800
Owner nmrsu L
Instrument spect |
Solvent CDCI3 2 600
Temperature 295.2 i
Pulse Sequence zgpg30 —2 400
Experiment 1D
Probe Z122623_0045 (CPP BBO 400S1 BB-H&F-D-05 2) I
Number of Scans 1024 _2 2 00
Receiver Gain 64.2 L
Relaxation Delay 1.0000
Pulse Width 10.0000 -2000
Acquisition Time 1.3631 r
Acquisition Date 2018-04-12T20:14:35 L
Spectrometer Frequency 100.62 1 8 0 O
Nucleus 13C I
o j1600
Me ‘\\)\\ Me -1400
Me| 1 o L
wH -1200
Me © |
0 -1000
epi-C8-rumphellaone A (29) 800
600
400
-200
“ .. 'S "
-—-200
I T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T i
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