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Gradient Shimming INDEX FREQUENCY DPPM HEIGHT
1 LJast0.1 11.108 47.0
2 éx-sm?ilen‘hlhnnlngas
Sample Mame: 3 253, 9.138 ]
Sc 113k 4 3251.3  9.133 43.4
Data Collected omn: 19 3190.89 7.901 25.6
echod -1navadl0 6 3180.6  7.978 26.6
archive directory: 7 3183.0 .
o 8XpOTt/hame fChempack /YR SYS 330 o o 4 B = A 0 8 o6 o W - 6 om e — g - gdWLE,
2 o LT R R R T EE N EE R R R s 2 dwraw
s@ple direstory: AARGAAR S RABERSRANSESES 28 F .5 =R
'r_'i s L T S S SN S S S S S S S n e .-':l:l r;;ﬁ,?:zri
1le: 8CQ145 ] 2 53
13 30105
Pullse Sequende: PROTCH (sZpul} 14 2002.5
Solvent: dms 12 g;;;ﬂ ;
1 a1
Dats collactgd om: Bpr 13 2015 % 2o 1
10 2004.7 | 7
L2804/ 2981 E ;g 2037.1 ;
operator: shibinc 2 I
22 7
ax. delay 1.000 sec 23 H
se 45.0 degrees 24 5
. time 2{561 sec 25 1
th §306.4 mz 26 3
rapatitions a7 2
OBSERVE  E1, 399.7077108 MEz 2 2
DATA PROCESSING 30 1
T size 32768 31 1
Total time § min 57 sec Y g36.0 | 1)ema 28.3
| ol
et A A\ " J b J\MJJWJJIW
L " - . :
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Data Collected om:
echo] - 1novaddo
archive directory:

/export /home/ chempack,/vamrsysgdata

sample directory: -
2
FidPile: Q124

Fulse Sequence: FROTON (sZpul)
Solvent: dmso
Data collected om: Jan 14 2016

Temp. 25.0 € / 288.1 K
operator: shibinc

Relax. delay 1.000 sec
Pulse 45.0 degress

2cq. time 2.561 sec

width €306.4 Hz

62 repetitions

OBSERVE 1, 399.7977100 Mus
DATA PROCESSING

FT size 12768

Total time § mim 57 sec
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] £38.7| 1.598  139.5
1 637.6 1.545 132.9
2 632.1 1.501 137.3
3 -18.7|  -0.047 92.7
}/ -20.7| -0.052 74,9

.
|~
I~ —
|
J\ J Wy J |‘J|.| Ahoee! W0 A /
Y
5.20 1.04 0.02 0.04 3.45 0.12
2.13 3.2 0.82 2.69 D0.14 0.72 0.24



3.279

3.817

2.458
2.454
2.449

7.118
7.096
% &,

1.586
—1.568

B8.092
8.069
029

/:

0as
7.658

—6.890
4.944

5.708
—4.861

s 10 32T

I b N R

T T T ‘ T T T T | T T T f——j_'l "“r'—r"—.“"'T" T T T | T T | T T T ‘ T T T T | T T T T | T T T 'r’“‘r’
10 9 8 7 6 5 4 3 2 ppm
Ea R e b ! = = L
0.91 0.86 5.38 3.04 3.85
2.82 0,85 0.97 4.02 3.21

'H NMR (DMSO-ds, 400 MHz, 8m)

S-13



8n

jht | /| S |

T
6 5 4 3 2
S ST L
1.03 0.09 441
.00 2,66 0.08 3.00

'H NMR (DMSO-ds, 400 MHz, 8n)

S-14



8o

F o) o J\ Y
o
F\©/O\:)kN N \=N

|
K Wt i B el
A o LHJI.,_.‘JJ\__/A 'AI. A A\ -—"JL_J m.__./w\.‘./d.)%_ai
— i S B S— = ; T T | e e e

'H NMR (DMSO-ds, 400 MHz, 80)

S-15



8p

1

'H NMR (DMSO-ds, 400 MHz, 8p)

S-16



8q

Vo
T T T T L T T T T T L T T L e B e LA A |
10 9 6 5 4 3 2 1 ppm

— . L . L S S

0,92 0.8 468 0,04 00 0.23
2,59 0.05 4.20 0.29 1.23 0.98

'H NMR (DMSO-ds, 400 MHz, 8q)

S-17



8r

0.95
1.03 0.12

'H NMR (DMSO-d;, 400 MHz, 8r)

S-18



8s

2.34 o -0.03

'H NMR (DMSO-ds, 400 MHz, 8s)

S-19



8t

SO | T

. Iy
- —_,—— Y T
10 8 7 6 S 4 3 2 1 pprr
1.00 0.81 0.89 0.00 1.10 1.01 3.55 5.35 1.12 8.99 1
1.90 2.14 1.11 -0.00 0.46 0.12
cr H delta

“H NMR (DMSO-d;, 400 MHz, 8t)

S-20



8u

/
I

=

- JJUWU‘L S

—— — T T T T T T T T T —T

10 6 S 4 ppm
JR— L ) L [E—
0.93 1.30

2.76

4.70

0.73
3.00 2.81

'H NMR (DMSO-ds, 400 MHz, 8u)

S-21



8v

Vd
/
P
/
/
",’ / -
- { ‘\/ -
J BlEr! A
.
—Y 77— ———7 77—
10 9 8 7 6 S 4 3 2 1 ppm
e e S S O S .
1.00 1.02 1.09 1.96 4.21 1.99 0.27 2.86 0.38 0.41
1.77 1.97 1.03 2.92 0.04 1.04 0.15 6.66
1
H NMR (

DMSO-dg, 400 MHz, 8v)

S-22



cl S O>—®o/
i o N
: H ‘
L
= W JLW“M =] ,JLM,[LM__JL

0 ppm
R

6 S

T — T T T T T
1

[E—

1.06
2.41

'H NMR (DMSO-ds, 400 MHz, 9)

S-23



11

EET'T

TEE'T
6BE"T

86E°T
ﬂ;.."l/
T65°T

ppm

2.986

8¥8”
=11
BTz
or9*

559"

w

L

0.93 0.85

65¢°
99z"*

o

.02

z8
88

n N

w0
609"
B8BL"

v o

S-24

-B2

B6L"
E0B”
f41:

[

BIB"
LT
€TE”
T9
896"
v86°
166"

o o oo Ao

'H NMR (DMSO-d;, 400 MHz, 11)

o
o
-3

Ly

o

Ly Ll L

0.383.05 0.98
0.71L.74.10

.70

‘l*‘l"'"'I T



13

Cl o) /@4'\' o/
/
cl O%H N N\/\ <:>

L ik

T T T T 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
10 9 8 6 5 4
ey — i —— — e
0.94 0.86 1.86 571 0.66
0.07 0.90 1.02 0,90 3.00

'H NMR (DMSO-ds, 400 MHz, 13)

S-25



cl o) /@EO
/)
cl o
15 JN N>_©
H H
O_

- e R ]
3 a611. 3.780 it
4 698.8 1.748
E 6081.8 1.730
[ -0.0 -0.000 f
iys/data 0 m m o o
w o - ™ =
=} R - o =]
- - H oA e

l U J Luu. ol

'H NMR (DMSO-ds, 400 MHz, 15)

S-26



17a

Gradient shimming

Sample Name
sc 1 Q147
pata collected on:
echoi-inovad0d
archive directory:
fexport/homs/chempack /vnmrsys data
sample directory: A

10.3

FidFile: S0Q150

Fulse Sequence: FROTON (s2pul)
Solvent: dmso
Data collected om: May 20 2016

Temp. 25.0 € / 288.1 K
operator: shibine

Relax. delay 1.000 sec
Fulse 45.0 degress

Acg. time 2.561 sec

Width €306.4 Hz

50 zrepetitions

OBSERVE  H1, 399.777005 MHz
DATA PROCESSING

FT size 31768

Total time § min 57 sec
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'H NMR (DMSO-ds, 400 MHz, 17b)
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NH,

archive directory:
fexport/home/chempack/vomrsys/data
Sample directory:

FidFile: SCO161

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Zug 22 2016

operator: shibine

Relax. delay 1.000 sec
pulse 45.0 degrees

zog. time 2.561 sec

Width 63%6.4 Hz

32 repetitions

OBSERVE H1, 399.7876993 MHz
DATA PROCESSING

FT size 32768
Total time 1 min 54 sec
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'H NMR (DMSO-d;, 400 MHz, 32)
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'H NMR (DMSO-ds, 400 MHz, 33)
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