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1 3112.5 93.393 2 3053.36  94.483 3 299526  90.521

4 2925.6 92.676 5 285556 - 97.259 6 2748.57 101.69

7 2416.4 103.26 8 2369.23  102.88 9 1923.54 104.35

10 17413 75.332 11 167867  60.286 12 1663.98 82.358

13 1637.8 73.636 14 160263  64.665 15 146495  79.968

16 13745 95.356 17 132828  94.356 18 127556  90.262

19 12455 97.269 20 120944  97.363 21 117312 97.299

22 11232 98.854 23 1056.32  93.568 24 958190  92.565

25 89493 102.68 26 830.165  93.424 27 783.115 102.27

28  723.69 104.88 29 674837 101.26 30 642.125 105.15

31 545.37 103.85 32 511.232 105.54 33  483.479  108.63
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Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: DHSO
Temp. 30.0 C / 303.
Mercury-30088  "NMR300"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 4.853 sec

width 6600.7 Hz

23 repetitions

OBSERVE _ H1, 300.0687871 MHz
G

DATA PROCESSIN
I on :
5 & € a
Date: D 13 2015 v
arer e AcOHC o
caBe 2 J
T8 i%a, o8
5338 (
s ;s o— l
L [ BN
T T i i | T T T .3 T T T T T T
15 14 13 12 11 9 8 7 5 4 3 2 1 ppm
o] [ — e [—
6.58 8.97  5.25 6.12  19.55 9-1624.75 a1.27
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Peak Find - Memory-35

100

o%T 80
@]
CHy-CH-CH
60| N2
4J\
] N~ "CH(CHs} 6
40 | 1 e | i L
4000 3000 2000 1000 400
Wavenumber [cm-1]

[Comments]
Sample name JUA
Comment 22/2/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 3075.22  90.253 2 3052.04 86.453 3 2994.78 88.266
4 2932.86  91.442 5 1836.72  103.28 6 1678.13  56.232
7 1634.27 79.623 8 1603.35 63.869 9 1464.57 85.253
10 137348 95454 11 1326.29 94457 12 127756  90.229
13 124322  97.523 14 1208.25 97.923 15 117232  98.272
16 112562  96.824 17 1055.39 95533 18  956.229 92577
19 893263  102.05 20 832163  93.028 21 786.324 103.36
22 723235 104.62 23 675533 10232 24 644308  106.95

25 534646 10255 26 514628  105.97
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Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul
Solvent: DHSO

Temp. 30.0 C / 303.1 K
Mercury-30088  "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 4.853 sec
width 6600.7 Hz

A

CH{CH3p

CHy-CH-CHy

et b iont 20
oBSERVE" " H1S '300.0687871 Wiz i
DaTA PROCESSING BN
PT 816 65536 ]
Total time 43 min, 34 sec
Date: Feb 24 2018

e b 3
5833 ga 2] Set
85, a1 P
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| E 8
| |
R T T T T T T ) T % T T T T
15 14 13 12 11 10 9 8 6 5 4 3 1 ppm
[ e ju—
671 722 023 532
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Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Marz014-21:34:40

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
Mercury-30088 ~ "NMR300"

Pulse 45.0 degrees
Acq. time 1.815 sec

Width 18761.7 Hz

896 repetitions

OBSERVE C13, 75.4523931 MHz
DECOUPLE_ H1, 300.0702830 WHz
Power 33 dB

continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 32 hr, S8 min, 37 sec

_162.864
157.312

—_144.500

__137.528

122.473

95.488

CHp-CH-CH,

.

CH{CHz}

44943
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T
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Peak Find - Memory-22
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4000 3000 2000 1000 400
Wavenumber [cm-1]

[Comments]

Sample name SSP

Comment 22/2/2016

User IR

Division IR

Company MAC

[ Result of Peak Picking ]

No. Position Intensity No. Position Intensity No. Position Intensity

1 3069.23  85.232 2 304526  88.453 3 2996.53  87.655

4 283242  98.266 5 1929.58  104.05 6 167543  64.286

7 1633.56  75.627 8 1602.83  65.669 9 1463.58  86.233

10 136343 95422 11 1325.06 94.838 12 127566  91.239

13 124264  97.529 14 120325  97.202 15 117553  98.227

16 112362 96.363 17 1051.02  96.537 18 952288  93.565

19 896.332  103.29 20 835453  92.325 21 785.155 102.06

22 722236 104.32 23 673.336  101.35 24 645102 106.59

25 535.644 102.67 26 515353 10567 27 453256 10535
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Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:4
File: PROTON

Pulse Sequence: s2pul
Solvent: DHSO

Temp. 30.0 C / 303.1 K
Mercury-30088  "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 4.853 sec

width 6600.7 Hz

23 repetitions

OBSERVE _ H1, 300.0687871 MHz
DATA PROCESSING

FT size 65536

Total time 43 min, 34 sec
Date: Feb 24 2016

3.182

_2.715

_2.691

Ul

1.242

L2139

15 14 13 12

11

43.52
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Peak Find - Memory-5
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4000 3000 2000 1000 450
Wavenumber [cm-1]
[Comments]
Sample name RRC
Comment 10/3/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 3063.54  95.1405 2 3011.3 94.8441 3 2969.84  93.8374
4 2928.38  92.9968 5 2857.02  93.6612 6 2359.48  98.6686
4 1920.75  100.468 8 1769.37  100.401 9 1676.8 82.852
10 1665.37  91.252 11 163429  90.8232 12 1603.27  87.4206
13 1459.85  90.1242 14 133353  97.4862 15 1287.25  97.5527
16 1246.75  97.3759 17 1202.4 98.6869 18 1165.76  97.7304
19  1102.12  97.0895 20 1055.84  97.3166 21 988.339  97.5438
22 900.594 97.113 23 831169 959514 24 783.922  99.4566
25 668.214  98.6504 26 626.752  97.4809 27 581433 97.3716

28 543.828  97.9596 29 516.829  98.3893
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Tarexsavry-rc-onso-n: § D

Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:4
File: PROTON

Pulse Sequence: s2pul
Solvent: DHSO

Temp. 30.0 C / 303.1 K
Mercury-30088  "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 4.853 sec
width 6600.7 Hz

23 repetitions

OBSERVE _ H1, 300.0687871 MHz
DATA PROCESSING
FT size 65536 -
Total time 43 min, 34 sec S
Date: Mar 13 2016 EE
L1
| \
ST —T T T T T T T T T
15 14 13 12 11 10 8 6 5 4 3 1 ppm
- — N = s
2092 28.66 18.65 12.74 7.29 a1.82
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savry-rrc-onsa-cis ] 5 O M=

Archive directory: /export/home/vnmrl/vnmrsys/data .
Sample directory: DDSmm_test_12Mar2014-21:34:30 I N

Acq. time 1.815 sec 3

]
Width 18761.7 Hz

896 repetitions

OBSERVE C13, 75.4523931 MHz
DECOUPLE_ H1, 300.0702830 MHz
Power 33 d

continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 32 hr, S8 min, 37 sec

ﬁ‘ 228
s i g § /%83, @
K H ] 2 2 . 2 s * LR S
: g 3 NPT
5oz 4 (J
i |
| | |
200 180 160 140 120 100 80 60 40 20 ppm
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Peak Find - Memory-26
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Wavenumber [cm-1]

[Comments]
Sample name HHN
Comment 13/4/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 342832  87.395 2 3326.92  86.572 3 3173.86  88.932
4 3074.02  96.484 5 2975.12  92.583 6 2926.44  89.659
7 2863.65  95.595 8 241433 102.67 9 2362.32 102.34
10 192556  106.93 11 1675.06  71.826 12 1662.27  78.839
13 1636.59  77.425 14 160435 62839 15 1464.56 78223
16 1376.83  95.756 17 132423 94425 18 1277.52  90.226
19 124311 97.029 20 1205.28  97.926 21 1174.39 97.027
22 112527  98.865 23 1056.75  93.583 24 958.853  92.582
25 891.958  101.65 26 832.164  93.426 27 786.116 102.58
28 722245 104.86 29 676.853  101.85 30 645.105 105.17

31 546.673 103.62 32 513.935 105.39 33  456.853 107.36
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f—— 1 0 HN

Archive directory: export/home/vnmri/vnmrsys/data g
Sampie directoryt DbSmntest 12Mar2014-21:34:4 _NH
Fi76: “pROTON 6]
Pulse Sequence: s2pul C/

| Hz

Solvent: DHSO
Temp. 30.0 C / 303.1 K
Mercury-30088  "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 4.853 sec
width 6600.7 Hz

CH(CH )2

23 repetitions
OBSERVE _ H1, 300.0687871 MHz
DATA PROCESSING

FT size 65536

Total time 43 min, 34 sec
Date: Apr 14 2016
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Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:30

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
Mercury-30088 ~ "NMR300"

Pulse 45.0 degrees
Acq. time 1.815 sec

Width 18761.7 Hz

896 repetitions

OBSERVE C13, 75.4523931 MHz
DECOUPLE_ H1, 300.0702830 MHz
Power 33 d

continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 32 hr, S8 min, 37 sec

183.597
_169.426
162.372
153.164

141.833
126.145
96.572

__134.805

N™ CH(CH )2

39.781
—39.500
\_39.223

40.054
38.946

80 60 40

\_32.406
23.011
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Peak Find - Memory-23

100
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70
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60

4000
[Comments]
Sample name BPT
Comment 5/5/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity
1 3321.78  84.5152
4 2971.77  87.1268
7 259526 954323
10 194872  100.424
13  1639.16  74.2755
16 1389.46  86.4348
19 1239.04  91.2667
22 1066.44  91.5966
25 881.309 957379
28 663.393  96.1386

3000
No. Position
2 3285.14
5 2927.41
8 2361.41
11 1838.79
14 1600.59
17 1348.72
20 1180.22
23 965.198
26 774.279
29 637.358

2000 1000 450
Wavenumber [cm-1]

Intensity No. Position Intensity
85.7082 3 3065.35  94.8324
89.7024 6 287245  92.4743
98.1797 9 1975.71 100.486
100.994 12 167435  65.2756
68.0042 15 1467.56  80.9977
90.7663 18  1296.89  91.9756
89.8549 21 1090.55  92.5698
91.9138 24 920.843  92.7984
81.0169 27 698.105  87.7963

95.4653 30 546.72 94.8817
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Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul
Solvent: DHSO

Temp. 30.0 C / 303.1 K
Mercury-30088  "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 4.853 sec

width 6600.7 Hz

23 repetitions

OBSERVE _ H1, 300.0687871 MHz
DATA PROCESSING

FT size 65536

Total time 43 min, 34 sec
Date: May 5 2016
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Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Marz014-21:34:40

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
Mercury-30088 ~ "NMR300"

Pulse 45.0 degrees
Acq. time 1.815 sec
Width 18761.7 Hz
896 repetitions

OBSERVE C13, 75.4523931 MHz
DECOUPLE_ H1, 300.0702830 WHz
Power 33 dB

continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 32 hr, S8 min, 37 sec
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Peak Find - Memory-11
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4000 3000 2000 1000 400
Wavenumber [cm-1]
[Comments]
Sample name WWG
Comment 13/3/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No.  Position Intensity No.  Position Intensity No. Position Intensity
1 3332.29 92.725 2 3163.84 94.656 3 3086.53 92.312
4 2977.35  83.343 5 2926.35  87.268 6 2878.32  89.898
7 272593  98.598 8 261213 99.359 9 254556  99.953
10 241355 10253 11 2369.15  103.02 12 233615  103.45
13 205382  107.52 14 1978.61 109.71 15 1951.61 108.95
16 1903.09 112.16 17 167428 44673 18 1663.25  64.455
19 1633.27  52.405 20 1600.99  70.762 21 151282  96.794
22 146276 72254 23 141458  93.359 24 1383.63 92535
25 134023 92637 26 1306.53  83.985 27 124382  79.045
28 120528  85.015 29 113206  78.343 30 111465  78.182
31 1083.83  89.017 32 105364  93.726 33 103142  87.335
34 978669  103.42 35 948.706  86.926 36 887.058  99.948
37 844703  72.556 38 784.885  91.408 39 762679  98.339
40 717.358  106.07 41 692.353  98.551 42 663.424  100.93
43  622.853  99.416 44  565.075  105.83 45 542932  98.132
46 511.065 104.32 47 487939  105.85

AL R, Y
e

A
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Taexsaory-wc-onsa-n 18
Archtve diractorys Jexport/homsvoarl/vmr syt data

Sample directory: DDSmm_test_12Mar2014-21:34:40 N
Fi76! “pRoToN d’H Lo
Pulse Sequence: s2pul 2 48
K
AMR300" r
Relax. delay 1.000 sec N7 TCH(CH4)2
Pulse 450 degrees
Acq, time 4895 sec
Widin 66007 Hz
21 repetitions
0BSERVE. W1, 300.0687873 MHz
DATA PROCESSING
PT Size 65538
Total time 43 min, 34 sec
Date: Mar 28 2016
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Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Marz014-21:34:30

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
Mercury-30088 ~ "NMR300"

Pulse 45.0 degrees
Acq. time 1.815 sec

width 18761.7 Hz

896 repetitions

OBSERVE C13, 75.4523931 MHz
DECOUPLE_ H1, 300.0702830 MHz
Power 33 d

continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 32 hr, S8 min, 37 sec

s
S NHPh
o HNT

CH{CH4)2

. & 3 gigsz o 8
S ” 2 = 2 o ] z = g s
g 3 8 is E 2 IR B
I R - I 1 ’)
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Peak Find - Memory-15

19

110

100

o%T 80

0] BN
I\©\)LN-CH2—ELS>\“NHPh
60 ,A
N"cHicre,
50 | L | 1 L)
4000 3000 2000 1000 400
Wavenumber [cm-1]

[Comments]
Sample name OOM
Comment 13/4/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 3893.57 955166 2 3792.33  95.2725 3 3665.05  94.857
4 3315.31 87.2788 5 3163.65  86.1358 6 3009.37  83.3637
7 2969.84  81.2924 8 2928.38  80.1054 9 2854.13  80.5186
10 235369 955274 11 1919.79  98.4286 12 1677.77 58.2004
13 1638.35  78.2025 14 1603.34  66.6042 15 149167  89.2531
16 1458.89  76.6946 17 138464  86.285 18 1328.71 88.3127
19 128822 87.3698 20 1245.79 87.2755 21 1202.4 92.306
22 1166.72 91.4208 23 1101.15 91.725 24 1054.87 95.1589
25 985447  92.3655 26 898.666  85.5224 27 831.169  80.8659
28  784.886 91.5258 29 668.214 91.514 30 626.752 88.2645
31 581433  88.5802 32 543828  91.0873 33 515865  92.7811

34 425227  96.9337
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Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: szpul
Solvent: DHSO

Temp. 30.0 C / 303.1 K
Mercury-30088 ~"NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 4.853 sec

width 6600.7 Hz

23 repetitions

OBSERVE _ H1, 300.0687871 MHz
DATA PROCESSING

FT size 65536

Total time 43 min, 34 sec
Date: Apr 14 2016
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Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
Mercury-30088 ~ "NMR300"

Pulse 45.0 degrees

Aca.

wi

]
din

time 1.815 sec
18761.7 Hz

896 repetitions

OBSERVE
DECOUPLE

c13,
H1,

75.4523931 MHz
300.0702830 MHz

Power 33 d
continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 32 hr, S8 min, 37 sec

o) N
N-CHy L J=NHPh

N"CH(CHs R
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4000 3000 2000 1000 400
Wavenumber [cm-1]

[Comments]

Sample name GGz

Comment 13/4/2016

User IR

Division IR

Company MAC

[ Result of Peak Picking ]

No. Position Intensity No. Position Intensity No. Position Intensity

1 342532  86.423 2 3166.24  87.629 3 3073.56  85.172

4 2976.24  88.145 5 2929.47  83.323 6 1674.21 57.393

7 1638.94  70.386 8 1605.33  62.575 9 1456.95  70.989

10 1387.53  79.019 11 1335652  79.509 12 1286.26  78.913

13 124284  77.346 14 119855  80.763 15  1164.73  79.379

16 1104.76  78.948 17 986.442  78.493 18 898635  75.178

19 828272 74.013 20 785.853  79.855 21  667.212  80.139

22 625826 78752 23 578505  78.767 24 538925  79.736





image46.jpeg
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Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul
Solvent: DHSO

Temp. 30.0 C / 303.1 K
Mercury-30088  "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 4.853 sec

width 6600.7 Hz

23 repetitions

OBSERVE _ H1, 300.0687871 MHz
DATA PROCESSING

FT size 65536

Total time 43 min, 34 sec
Date: Apr 14 2016
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8
L NH-CO-CH{CHs
40+ . !
4000 3000 2000 1000
Wavenumber [cm-1]
[Comments]
Sample name FFZ
Comment 22/5/2016
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 3332.01 81.506 2 3057.32  83.556 3 2966.45 75.957
4 2924.58 79.235 5 2872.22 81.303 6 1942.62 98.322
7 173423  71.676 8 1673.29  59.587 9 1635.34 76.613
10  1604.07 68.502 1 1662.79 78.714 12 1510.13 72.262
13 1469.58 82.453 14 1421.33 77.472 15 1382.73 80.289
16 1309.34 75972 17 125285  66.989 18 120342  86.207
19 1158.63  90.055 20 1093.44 92437 21 921.782  91.725
22 833.139  92.148 23 792635  96.429 24 737618 102.95
25 682647  92.141 26 638352 92.716 27 605.532  95.538
28  564.142  96.823 29 526435  94.794 30 473.459 104.57

400
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Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

sorvent: iso NH-CO-CH(C
Temp. 30.0 C / 303.1 K

Mercury-30088  "NMR300"

Relax. delay 1.000 sec
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Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Marz014-21:34:40

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30. 03.1 K

NH-CO-CH{CHsp

Pulse 45.0 degrees
Acq. time 1.815 sec

Width 18761.7 Hz
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OBSERVE C13, 75.4523931 MHz
DECOUPLE_ H1, 300.0702830 MHz
Power 33 d

continuously on
WALTZ-16_modulated

DATA PROCESSING
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FT size 131072

Total time 32 hr, S8 min, 37 sec
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