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Table S1 Anticancer activity i.e. one-dose data for Behamole-triazole hybrids retrieved from

NCI database

Cell Line Mean Growth percent

@a)|  (sq) (5b) (4b) (4c) (4d) (5) (5d) Ge) [ (s0)
Leukemia
CCRF-CEM 97.53 103.39 97.10 99.95 100.65 739.
HL-60(TB) 99.41 97.05 97.67 99.01 98.78 99.76 7.39 98.11 100.28 97.57
K-562 100.10 94.76 96.78 98.85] 102.94 103,40 230. 90.24 97.30 99.57
MOLT 100.90 104.00 99.08 100.72 105.60 101111 9D 102.35 109.76 109.8:
RPMI-8226 94.32 107.09 95.72 104.78 95.34 98.00 8.70 100.33 106.11 114.3
SR 96.21 100.05 91.37 95.19 109.51 105.34 104.25 99.06 99.57 106.74)
Non-Small Cell Lung Cancer
A549/ATCC 106.31 97.15 103.71 98.98 105.08 100.06 100.85 104.02 102.80 99.86
EKVX 94.06 94.13 91.48 104.19 94.86 98.74 102.71 92.51 94.85 101.96
HOP-62 100.98 100.51 101.77 101.37 100.99 100.29 103.65 102.29 113.39 106.6p
HOP-92 102.44 105.96 106.90 113.47 107.42 105.93 103.60 101.85 114.81 113.1p
NCI-H226 102.77 103.21 103.98 105.19 98.93 102.16 101.68 100.92 101.64 104.48
NCI-H23 96.65 101.29 97.03 100.5p 99.8 96.52 11 100.12 102.91 108.7!
NCI-H460 104.23 106.33 104.28 104.38 101.22 1.6  103.48 102.8: 107.71 109.2B
NCI-H522 97.92 93.74 92.52 89.39 97.81 90.05 353 94.50 96.78 92.19
Colon Cancer
COLO 205 111.39 111.48 109. 108.02 110[76 056.8 109.41 107.5 112.5! 109.56
HCC-2998 108.72 109.28| 102.79 108.56 105,00 #15.2 104.66 109.5 106.5¢ 109.79
HCT-116 107.09 97.21 101.04 100.38 96.09 95,89 .038 96.49 105.67 103.3:!
HCT-15 102.74 105.01 104.66 105.66 107.13 104.31 105.42 102.2. 109.6: 108.98
HT29 117.78 99.48 106.33 106.51 103.46 96,05 1806. 106.32 106.76 105.34
KM12 105.95 107.16 107.67 101.87 103.17 104.94 2.68) 103.16 111.54 108.0:
SW-620 100.31 106.40| 98.53 102.55 95.84 95|96 2005. 101.12 107.64 112.8
CNS Cancer
SF-268 95.83 99.00 98.36 97.94 96.37 96.44 97,04 94.95 101.03 103.18
SF-295 107.57 105.54| 103.20 106.30 100,96 104.72 101.50 102.15 105.34 98.93]
SF-539 101.91 95.02 95.33 94.83 95.18 92|49 9559 90.09 99.94 100.28
SNB-19 101.93 96.85 98.84 99.91 100.32 98/00 8B00. 96.23 102.55 100.74
SNB-75 85.59 92.38 90.69 95.29 95.2 8442 83|70 86.06 92.65 98.92
U251 107.42 102.29 101.54 99.56 103.60 97,08 7H02. 100.16 105.51 100.7
Melanoma
LOX IMVI 90.45 95.08 91.49 94.19 93.50 99.99 R. 93.59 95.86 98.74
MALME-3M 96.29 93.84 89.95 106.8t 102.26 101.01 95.16 97.75 104.21 99.13
M14 98.84 94.70 95.59 100.68 95.98 97.563 97,51 533 99.62 100.38
MDA-MB-435 103.83 99.70 104.25 103.45 101.01 9874 98.97 101.0: 103.21 104.28
SK-MEL-2 108.33 106.56 101.37 104.40 104.67 135.3 103.82 107.11 105.5! 110.5(
SK-MEL-28 103.73 106.24 99.94 103.49 101.78 1P1.5 99.22 97.50 109.71 108.4¢
SK-MEL-5 99.53 102.47 100.10 102.72 98.47 99(83 9.28 100.11 99.12 102.74
UACC-257 105.90 103.90! 108.36! 99.2 104.79 102.16 97.53 104.6 110.64 106.4¢
UACC-62 97.45 97.03 95.98 94.64 96.56 91166 9205 95.66 103.16 99.80
Ovarian Cancer
IGROV1 97.87 97.83 92.80 98.69| 98.16 96,46 9639 99.77 102.43 102.84
OVCAR-3 106.25 100.96 102.85 106.62 105.95 102.98 101.46 106.3 107.3: 103.9¢
OVCAR-4 115.78 107.60 113.41 109.59 107.80 101.51 104.32] 110.0f 119.0! 111.4D
OVCAR-5 96.32 100.71 100.30 100.63 97.59 92.94 47D 94.98 103.00 102.5!
OVCAR-8 102.82 99.35 103.93 101.50 100.81 99.00 01.20 99.92 103.34 100.68
NCI/ADR-RES 97.51 99.35 101.07 98.86 102.58 102.72 101.82 102.71 110.8: 113.0f
SK-OV-3 104.58 104.43 96.62 104.08 102.49 94.52 05.26 104.4: 111.7¢ 116.42
Renal Cancer
786-0 106.47 103.33 102.09 102.05 100.61 103.81 00.98B 102.5 105.5: 106.21
A498 121.94 118.17 121.98 123.86 113.01 110.84 3.1¢71 110.32 133.78 120.2
ACHN 101.88 104.48 101.69 104.48 103.60 104.51 .838 98.25 102.54 107.14
CAKI-1 84.79 88.92 86.14 91.11 89.17 86.56 91.p2 80.65 90.12 93.18
RXF 393 108.56 112.49 106.62| 115.48 114/05 112.92 111.86 111.4 116.8 120.1B
SN12C 98.92 96.52 99.43 101.48 95.98 9§.28 9553 96.24 98.60 100.68|
TK-10 113.31 105.99 113.01 101.86 110.p0 104.12  03.09 105.0: 110.6: 109.4Y
UO-31 67.66 72.64 63.90 72.11 70.5 65.42 76(52 0.63 71.10 78.40
Prostate Cancer
PC-3 93.13 96.33 96.06 95.35 92.9 93.64 92,34 5491 100.23 99.89
DU-145 111.47 113.10 115.55 109.63 113.64 112.22 113.02 113.34 113.5! 115.5¢4
Breast Cancer
MCF7 96.27 97.85 96.02 97.69 95.1 96.70 96|21 A4 100.10 99.86
MDA-MB-231/ATCC 98.76 100.32 96.41 103.00 102.57 9.4 102.07 99.48 101.0B 105.94
HS 578T 108.55 108.86 104.42 106.06 102]15 100.28 101.96| 95.63 114.64 115.46
BT-549 102.49 105.74 104.06 103.83 101.49 95.56 00.0D! 97.41 106.65 108.3
T-47D 113.29 110.14 104.84 9251 107.08 102.66 9.78) 104.8 112.33 106.1
MDA-MB-468 103.40 101.24 104.47 105.06 103.59 106. 105.47 105.62 108.10 108.88




Cell Line Mean Growth percent

(59) (5h) (50) (5) (5K) (5) (5m) (4e) (4) (49)
Leukemia
CCRF-CEM 94.31 103.21 97.51] 98.23 103.2) 1.19
HL-60(TB) 99.11 99.74 98.47° 100.6 98.0 101,23 99.70 98.34 98.93 99.51
K-562 104.12 103.93 104.99 105.78 105.56 95.85 .86 96.48 95.29 98.85
MOLT-4 108.34 111.87 106.25 110.47 105.91 104.09 103.80 100.95 99.68 98.54
RPMI-8226 104.54 106.26| 100.16| 112.34 104163 626 102.50 99.53 93.11 97.25
SR 101.36 99.99 120.31 109.76 104.29 105.22 1703. 94.89 104.41 111.04
Non-Small Cell Lung Cancer
A549/ATCC 105.93 103.95 108.71 98.41 106.[72 402. 102.18 97.48 103.88 101.17|
EKVX 104.27 103.35 102.71 100.77 112.00 91.74 588 91.54 95.17 98.33
HOP-62 105.54 101.43 97.82 102.20 102,03 102.60 101.57 100.96 101.54 98.30
HOP-92 105.06| 118.78 116.47| 108.77 114)16 104.21 95.43 105.77 97.29 107.01
NCI-H226 104.34 105.35 101.81 105.86 109.40 86.9 95.26 100.31 101.15 103.12]
NCI-H23 105.52 105.48 99.85 109.59 105.16 105.61 102.10 99.90 102.60 106.38|
NCI-H460 107.25 105.63| 103.16! 103.18 104.101 1404. 105.75 107.45 105.82 105.78
NCI-H522 93.26 89.66 102.21 93.85 94.89 96.39 7892 96.03 89.87 88.08
Colon Cancer
COLO 205 110.95 111.65 108.56 108.64 11011 209.3 109.65 111.96 110.29 108.49
HCC-2998 106.55 113.26 107.61 115.63 106,47 2B07. 105.71 103.44 102.96 102.81
HCT-116 104.50 102.54 101.10| 100.71 99.84 104.34 98.94 99.37 98.58 105.59
HCT-15 106.72 104.12 107.45 107.89 108.52 104.12 105.45 106.83 105.48 111.03
HT29 101.30 103.38 101.18 103.69 107.27 10556 04.06 103.33 97.46 101.87
KM12 106.26 103.28 104.51 108.56 106.14 101187 04.75 104.02 106.66 102.60
SW-620 104.82 104.87| 96.41 99.91 98.28 96.43 L4102 113.32 103.63 107.05
CNS Cancer
SF-268 103.31 101.62 101.71 98.8 99.59 101.14 5.719 97.76 99.26 101.76
SF-295 100.76 104.77, 103.94 103.66 102,68 101.40 102.38 103.21 99.72 102.98
SF-539 104.69 99.44 99.68 99.54 93.86 95.02 495.2 96.16 99.04 91.11
SNB-19 97.68 101.99 99.23 102.36 100.52 99.31 426 97.94 96.77 100.85
SNB-75 103.14] 93.60 103.43] 100.70 97.45 94.47 6.55 78.19 99.84 91.98
U251 100.53 102.07 103.67 97.83 103.10 97.24 .8007 98.86 99.01 98.25
Melanoma
LOX IMVI 97.94 93.71 95.65 96.57 96.23 95.9 Re:ii) 96.03 92.68 94.20
MALME-3M 99.85 101.71 114.08 101.0: 93.12 97.68 95.06 88.20 92.67 103.64
M14 100.73 103.47 99.89 102.00 100.69 98.08 197.1 98.20 98.86 105.43
MDA-MB-435 108.58 110.06 105.18 105.12 105.95 104 101.67 100.23 107.46 106.13
SK-MEL-2 104.43 102.08 105.35 105.29 107.25 1887 103.27 107.61 100.06 103.68
SK-MEL-28 104.05 108.09 101.02 102.99 104.67 .893 103.85 101.86 98.83 102.58
SK-MEL-5 101.24 104.06 97.36 99.49 99.06 100.48 96.50 101.60 99.58 101.33
UACC-257 110.78 106.18 110.09| 106.03 106.22 D5, 103.68 100.44 107.95 96.51
UACC-62 100.27 99.47 100.10 98.08 99.3: 99.59 .896 97.75 96.60 93.07
Ovarian Cancer
IGROV1 101.04 96.59 96.77 97.28 96.33 100.17 304. 98.11 96.16 99.00
OVCAR-3 110.30 111.48 107.45 107.12 105.20 ®41  104.79 101.09 104.66 106.17|
OVCAR-4 120.33 115.56 113.29 109.05 112.32 1831 111.58 101.15 116.91 108.48
OVCAR-5 99.68 103.56 99.69 98.61 101.97 99.88 00.34 102.81 99.71 105.65
OVCAR-8 103.60 101.27 100.37 100.31 101.49 1902 103.81 95.96 100.60 96.69
NCI/ADR-RES 112.36 109.24 107.51 106.55 110.90 5.2 103.52 99.85 102.68 104.22
SK-OV-3 110.66 101.62 101.87 109.71 111.09 107/5 101.35 88.01 100.29 95.44
Renal Cancer
786-0 105.42 102.39 106.44| 108.46 104.85 10382 103.41 101.15 101.28 102.43|
A498 110.32 133.83 112.31 129.30 120.57 125/04 33.11 116.28 116.05 108.64
ACHN 109.34 102.97 101.68 101.32 101.52 102.80 5.84 100.69 104.62 97.92
CAKI-1 97.87 89.94 87.41 87.57 87.49 86.79 82.89 91.50 91.13 90.25
RXF 393 120.16 120.33 116.15 113.61 116.09 Bl8l2 111.59 121.19 110.15 114.54
SN12C 105.48 101.85 98.28 98.5. 100.47 10005 6294 97.59 102.37 99.36
TK-10 109.50 107.37 113.43 102.57 106.34 107.85 112.36 104.28 104.84 97.87
UO-31 76.30 66.75 67.01 65.95 67.06 70.22 62.14 73.14 70.06 74.23
Prostate Cancer
PC-3 98.03 95.55 97.94 96.31 96.70 93.25 93.11 97.59 95.10 97.74
DU-145 118.63 112.98 118.79 117.27 118.08 115/86 112.86 111.69 113.78 113.66|
Breast Cancer
MCF7 98.72 101.01 98.13 99.97 100.68 95.58 ®1.7 91.72 92.68 98.41
MDA-MB-231/ATCC 102.30 101.55 105.44 98.88 104.61  102.09 94.79 101.18 92.55 97.17
HS 578T 111.44 104.36 103.38 100.61 104.56 100{7 107.86 112.66 101.90 108.83
BT-549 104.80 112.45 113.43 103.05 107.26 102/12 102.55 102.40 101.56 103.02
T-47D 109.58 102.93 102.06 102.41 110.99 10172 108.12 96.21 101.04 95.84
MDA-MB-468 105.42 112.96 113.60 109.92 116.25 951 102.51 105.42 105.17 105.5Q




Cell Line

Mean Growth percent

(4h) (40) (4) (5n)
Leukemia
HL-60(TB) 97.87 99.08 97.93 97.71
K-562 102.10 99.53 98.53 90.47
MOLT-4 102.16 105.42 97.99 103.66
RPMI-8226 95.18 91.94 93.08 85.17
SR 114.45 108.71 110.71 95.98
Non-Small Cell Lung Cancer
A549/ATCC 104.79 98.45 104.05| 101.19
EKVX 101.87 84.66 111.43 86.44
HOP-62 95.20 99.37 100.98| 95.69
HOP-92 107.23 99.12 102.94 93.26
NCI-H226 97.30 101.06 102.80| 102.58
NCI-H23 95.32 101.68 103.71] 101.15
NCI-H460 100.80 102.45| 102.23 102.78
NCI-H522 97.44 91.71 95.93 94.81
Colon Cancer
COLO 205 113.25 109.71 111.72 103.98
HCC-2998 101.16 107.87 101.8: 105.81
HCT-116 99.51 100.07| 103.91 98.23
HCT-15 103.83 109.02 110.83 102.67
HT29 97.04 102.57 110.63 100.18
KM12 105.31 107.15 103.27 100.12
SW-620 95.36 97.67 99.37 98.97
CNS Cancer
SF-268 97.21 97.14 99.39 97.07
SF-295 99.16 101.19 100.49 99.54
SF-539 95.44 94.01 91.00 85.36
SNB-19 95.37 97.51 95.88 95.16
SNB-75 92.61 88.11 85.40 77.68
U251 102.90 99.05 100.85 95.23
Melanoma
LOX IMVI 90.63 99.50 94.59 92.63
MALME-3M 99.97 91.50 96.67 88.76
M14 99.63 98.73 100.38| 94.48
MDA-MB-435 108.39 102.08 98.33 101.03
SK-MEL-2 104.13 101.40; 104.92 105.07
SK-MEL-28 101.16 97.28 100.67 96.25
SK-MEL-5 96.23 98.46 98.03 98.87
UACC-257 103.57 97.50 100.77 102.65
UACC-62 97.89 96.36 97.39 94.90
Ovarian Cancer
IGROV1 98.35 93.96 92.19 93.89
OVCAR-3 103.29 103.28 101.00Q 100.93
OVCAR-4 105.43 104.30 102.65 106.84
OVCAR-5 98.74 97.12 97.91 95.07
OVCAR-8 96.69 99.73 102.07 97.78
NCI/ADR-RES 100.25 105.76 105.7 102.59
SK-OV-3 98.41 99.72 99.74 97.89
Renal Cancer
786-0 104.23 106.42 104.17 100.57
A498 108.24 108.28 112.09 120.55
ACHN 99.70 99.30 97.58 95.73
CAKI-1 88.09 93.08 86.72 77.29
RXF 393 113.63 115.7: 115.61 120.59
SN12C 96.38 97.67 98.28 96.31
TK-10 103.94 97.23 104.52 107.55
UO-31 69.14 73.35 67.09 62.89
Prostate Cancer
PC-3 96.47 98.27 94.20 86.82
DU-145 117.52 109.3 113.51 110.12
Breast Cancer
MCF7 92.22 94.50 95.18 90.31
MDA-MB-231/ATCC 100.23 100.00 95.29 91.76
HS 578T 98.60 99.89 95.72 97.09
BT-549 103.74 97.64 101.8 97.06
T-47D 103.07 96.21 103.9 94.81
MDA-MB-468 105.42 106.29 109.0: 106.26




In silico ADME prediction

The pharmacokinetics of the compounds under study, ADME predictiomsdeee for the
compounds using Qikprop v3.5 (Schrodinger, Inc., New York, NY, 201&). the

compounds prepared by LigPrep were used for the calculation of pharmaicoinperties
by QikProp. The program QikProp, utilizes the method of Jorgensemrotopute
pharmacokinetic properties and descriptors such as octanol/patitioning coefficient,
aqueous solubility, brain/blood partition coefficient, intestinall vegrmeability, plasma

protein binding and others.

TableS2Calculation of Lipinski’'s ‘ruleof 5’parametersf&@enzothiazole-triazole hybrids

S.No

(Molecule) Mol wt donor HB(<5) Accpt HB (<10) QP logPo/w (<5 Rule of five (<4)
(4a) 393.419 0 7.25 2.819 0
(4b) 365.409 1 7.25 3.118 0
(4c) 379.436 1 7.25 3.534 0
(4d) 393.462 1 7.25 3.898 0
(4e) 393.419 0 7.25 2.738 0
(4f) 407.446 0 7.25 3.104 0
(49) 410.406 0 6.25 3.088 0
(4h) 444.305 1 7.25 3.681 0
(4i) 390.419 0 6.75 2.995 0
(4j) 393.419 0 7.25 2.379 0
(5a) 289.311 1 6.2 1.348 0
(5b) 335.383 1 6.5 2.976 0
(5¢) 357.429 2 7.25 2.579 0
(5d) 353.373 1 6.5 3.208 0
(5e) 365.409 1 7.25 3.067 0
(5f) 299.35 1 6.5 2.275 0
(59) 341.43 1 6.5 3.155 0
(5h) 360.392 0 6 2.576 0
(5i) 349.409 1 6.5 3.279 0
(5)) 301.365 1 6.5 2421 0
(5k) 315.392 1 6.5 2.76 0
(51) 329.419 1 6.5 3.094 0
(5m) 343.446 1 6.5 3.022 0
(5n) 377.463 1 6.5 4.0090 0

2 Calculated using Qikprop v3.5.



Table S3SADME predictions for Benzothiazole-triazole hylsid

S.No PercentHumanOralA .

(Molec bsorption(>80%- QPPCaco nms! PPMDCK

ule) high,<25% poor)? (<25 poor,>500 QPlogBB Q QPlogKhsa QPlogHERG

a (-3.0-1.2 (<25 poor (-1.5t01.5% (<-5 causes #rotor
great) >500 great * concern)? (0-15)

(4a) 80.36 115.33 -2.03 83.90 -0.156 -6.754 8|
(4b) 93.48 498.26 -1.17 396.68 0.023 -7.066 6|
(4c) 100.00 628.38 -1.09 553.86 0.178 -7.03 [§
(4d) 100.00 644.312 -1.166 568.357 0.29 -7.118 1
(4e) 82.395 159.323 -1.694 123.119 -0.236 -6.152
(49 85.26 174.83 -1.85 98.14 -0.043 -6.604 8
(49) 80.00 89.92 -2.02 66.43 0.052 -6.341 8
(4h) 96.78 498.11 -1.02 1050.36 0.157 -6.986 g
(4i) 83.77 156.63 -1.77 120.95 -0.106 -6.5 8
(4)) 79.702 147.672 -1.56 111.635 -0.349 -5.206 8
(5a) 75.22 180.27 -1.47 100.38 -0.399 -5.143 6
(5b) 95.50 719.50 -0.73 640.72 0.062 -6.672 3
(5¢) 88.43 390.52 -1.08 330.57 0.073 -5.723 4
(5d) 96.85 718.39 -0.62 1154.75 0.102 -6.547 3
(5e) 96.08 723.20 -0.82 644.07 0.063 -6.573 4
(59) 92.43 821.13 -0.63 738.68 -0.15 -5.572 3
(59) 100.00 807.14 -0.69 724.64 0.219 -5.814 3
(5h) 81.84 167.72 -1.32 130.28 -0.106 -5.344 5|
(5i) 100.00 717.60 -0.76 638.91 0.214 -6.584 3
(5)) 92.27 721.27 -0.84 642.11 -0.159 -5.707 5
(5k) 94.29 724.28 -0.93 644.64 -0.06 -5.862 6
(51) 95.08 622.87 -1.10 547.97 0.055 -6.02 7
(5m) 94.52 612.34 -1.04 440.99 0.052 -4.929 8|
(5n) 100.00 734.11 -0.94 654.31 0.436 -6.845 5

2 Calculated using Qikprop v3.5. The ranges/recomgndlues, shown in parenthesis, were calculated 85% of known drugs
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| ‘ | | ‘ Pulze 2 85666667 [uz]
| Irx Atn Dec 26.16[4B]
s = = o - Irs Atn Dec Cale 26.16[4B]
2 £ & = =S Irs Atn Dec Default Calc = 26.16[dB]
pr R = = o Trr_ Atn Hoe 26.16[aB]
2 8 3 o =] = Irr Dec_Banchidth He 47826087 [Hz]
X - parts per Million : Carbonl3 Trr_Dec_Bancheidth Ppm 11.96572048 [ppm]




=5 JEOL 5
1 Filename DSR_SRI-256R_Proton|
] Authox = delt:
] Bxperiment proton.
@ Sample_Id DSR_SHI-258R
= Sol- oMSG-D
= Actunl Start Time §-AUG-2019 11:32:3
] Revicion Time = 21-MAR-2020 23:02:3
] Comment
b Data_Format
] @3 e
) { Damain
] C N3 |23
| Dim Units
b Dimenzionz
] Field Ser 9.3876521[T] (400
] ¥_Acq Duration 1.81927936(z]
i ¥ Demain roton
- 1 ¥ Preq 35569219616 [MHz]
=] X Offz=t 6.5[ppm]
] ¥ Points 16384
] ¥_Prescanz 1
i ¥ Resolution 054366819 [Hx]
4 [ Swmap = 9.00576369 [kHz]
1 7.20461095 [kBx]
] Proton
] 399 69219616 [MHz]
el Ipgal
= = Proton
1 35569219616 [MHz]
] Sippa]
] = 2lus]
] FALSE
b ]
1 Total Scans B
o1
=] Relaxation Delay = 51s1
] Recvx_Gain 46
q | | Temp_Get 23.6[4C]
1 | | X_90_Width 9.5[us]
] 11l / ¥ Aoy Time 1.81827936[=]
1 ¥ _Angle 45 [Sag]
] ¥ Atn 4.51B]
— ( Pulze 4.75[uz]
= Trx_Mode off
=1 I Tri Mode ofs
] Dante ] 500
s ] Dante Presat FALSE
2 B | Dacizmation Rate L]
£ Tnitial Wait 11=1
e ] Phaze {0, 90, 270, 180, 1
2 ] Prezat Time 51=1
= Prezat Time Flag FALSE
T T T T T T T T Relaxation Delay Cale = 0[z]
120 110 10.0 40 30 20 1.0 0 Relaxation Delay Temp = 5[z]
| | Repetition Time = 6.51927936(=]
= 2
S S -
X - parts per Million : Proton
---- PROCESSING PARANNTERS
1 sexp( 3.0[Hsl, 0.0[s] )
4 trapesoid{ D[%], O[%#], 80[%], 100[%] }
= N serofill( 2, TRUE }
= £FE( 1, TRUR, TRUD )
ol | \ machinephase
NH Fr
1 S
3)
1 c N;
Filename = BK _SRI-258R Cart)
h Zuthor delta
4 Bxperiment cnxbon . Jum
Semple Id BK_SRI-258R
_ Solvent miSo-Ds
2 Actual Start Time = 3-ADG-2019 16:1)
= Revision Time = 9-ER-2020 12:1f
Comment zingle pulze ded
h Data_Format 1D CoMpLEX
4 Dim_Size 26214
¥ _Domain Caxboni3
B Dim_Title Carxban13
i Dim Units tpsal
imensicns x
4 Spectrzometer = JWI-ECE400S/L1
h Field Stx 9.38765211T1 {4
4 %_Acq Duration 0.51904512[=]
¥ Demain Carboni3
B ¥ rreq 100 0267226 1
2 | X Offzct 100.0[ppm]
= ¥ Point= 16384
4 ¥ Precosnz 4
¥ _Rezolutien 192661476 [Hz]
7 % Sweep 31.56565657 [kHz]|
4 ¥ Sweep_Clipped 2525252525 k= )|
Izr Domai Froten
4 Lrx_Freq = 33969219618 ma]
Irx Dffzet = Slppml
Blanking = S[u=]
4 Clipped = raLsH
7 Soant sz
& Total Scans =512
z A
E Relaxation Delay 2151
2 4 Recve Gain 56
e _ l l J ‘ Tamp_Gat 22.314C]
A X_90_Width 8.57[us
T T T T T T T T T T T T T T T T T T T T T (%Qm u.?;zg;mz[:]
2200 2000 180.0 160.0 140.0 120.0 100.0 80.0 60.0 40.0 200 0 -200| ypen Yot
( Pulse 2 85666667 [us]
Izx_Atn Dec 26.16[B]

168340 —

X : parts per Million : Carbonl3

148.902

Irr_Atn Dec Defsult Calc
Trr_Atn Hoe

Ixz_Dec Bandwidth Hz
Lrr_Dec Bandwidth Ppm =

4.7826087 [kHz]
1196572948 [ppal|




ce

abundal

1

002 883 004 005 056 007 BE3 0 0

rr—

=

120 11.0

10.0

%
2
0

o
X : parts per Million : 1H

70 6.0

AN

o
A
08
=

=3

7.318
7277

o =
=5
%
S

8351
7.978

v«.
o
=

JEOL

Soutions forlnnavaticn

---- PROCESSING PARAMETERS -
raLsE

de_balanee
zexp_aute : 0.2
trapessidd : 03]
£eo:o1

machinephaze
de_correct

Erm

thresh : S[8] - 1
pesk_pick - ClHz]
auts_reference

0 1lppm)
sts)

8031 : 100[%]

: Both : o[HE]

Pilename
Author
Bxpeximent

Spactrometex
Pield Strength
X_Acq Duration
X Demain

DSR_SRI-283-A1_PROTON-6.3d

single_pulze. ex2
DSR_SRI-283-A1
DI5D-DE

16-AUG-2018 11:47:29
4-SEP-2013 18:24:12
4-SEP-2015 18:24:19

10 coMpLEX
13107

1E
Ippm]

x

Bcx 4002
DELTAZ MR

9.389766[T] (400 (MHx])

= 2.183§59521=]

1\
33975219838 (1]

i
©0.85734635 [Hx]
7.5030012 [kHe]
1\

39975219838 [1H=]
Sippal

1

39975219838 1]
sipp=]

FALSE

s

(thousandths)

06 07 08 09

Ll i

92.282

X : parts per Million

4108

Carbon13

163.361

AT 15

T R

SoiZiseng
FERZBERER
e
e R R R s s K Rl

61.717

52105

Fatl

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0

NN

-10.0 -20.

Solutions for lwnovation

zexpl 3.0[Hsl,
trapezoid( 0[3],
zexofill( 2 }

- PROCESSING PARAMMTERS
0.0(=]
ors1,

8o[s], 100[8] )

££6( 1, TRUN, TRUB )

machineshaze
Fr=

Pilename DSR_SRI - 283 B1 C
Zuthor = delt

Experiment e

Spectrometer

Ficid Strengin
X_Acq Duration
X Deanin

X reeq

X oesaet

X peiats

X Prescans

X Resolution
KSweer

X Sweer_Clipped
Tz, Domain

Dacimatisn Reg
Total Scanz

Ralaxation Dalay
Gain

9-HOV-2018 23:51
- a-smE-2013 13:25
4-SEE-2019 18:26

zingle pulze decou
10 coMELEX
= 26214

Carboni3

Ippm]

%

JWM-BCE200S/L1

$.3837661T] (4001
©0.51304512 (=]
Carbon1l
100.52530333 [ME=]
= 100(ppal

16384

4

1.92661478 (8]
3156565657 [XHs]
= 2525252525 (kHE]
Proton
39978219838 [MH=]

*: 1380 197) ,3: 39
s000

= s000

= 30(deq]




X : parts per Million : Carbo?]l? B

Irx Dec Bandwidth Ppm

o = on
S e JEOL
= od o8 e
T
-~ PROCRSSING PARAMATERS —---
= dc_balance : 0 : PALSH
< scxp_anto : 0.2
trapezsid3 : 0[8] : BOCR] : 100(%]
£e : 1
machinephase
do_coxzect
= eem
=9 threzh @ S5[%] ¢ 1
pesk pick : O[Hzl : 0.1lppm] : Both : O(Hs]
sute referemee : S[31
= . T .
24 —NH Filename DSR_SRI-268-F_PROTON-7.3df
Bathox aelte
N A s e
DSR_SRI-268-F
DMSD-DE
- S-NOV-2018 10:08:13
] = S-sEP-2019 20:41:09
s S-5EP-2019 20:41:23
10 comprEx
13107
- m
= twpal
b x
mCx 2002
TS T ol S 75 75 77 78 75 75 73 78 1 75 65 i R—— oALTAz MW
I
AN A AL ot g < 2 svmete sssmen
<4 i L . LN RN X_Acq_Duration 2.18365952(=]
Ll g 8392381 Bl xD
P A A * A Exe = 39378219838 (MHx)
K osfzer Sipp=l
X Points 16384
X Prescanz ¥
=1 X Rezelutica 0.45794685 (a1
ol X Sweep 7.5030012 (k=]
Irx_Domsin
I Freq 39978219838 (MHx]
Tex Dffzet Sippal
(2 Tri Domain 13
5] (8 S
w =116 Tei Dffzet = Siep=)
g Clipped FaLsE
g Soans
= Total_Scans
£ fon Delsy
= Recvs Gain
12.0 11.0 5.0 4.0 30 2.0 1.0 -1.0 2.0 |Te=p Gt
X 50 Wiatn
X Acq i
X Angle
K Atn
g 5 = = X Pulse
i e ] =+ ol Trx Mode
i i ol = Tei Mode
. Dante Prezat
X : parts per Million : 1H Initial Weit
<] D
1 - PROCESSING s
1 sexp( 3.0[Hsl, 0.0[=] )
1 trapesoid( 0[31, D[3]1, B0I8], 100131 )
merofill( 2, TRUE )
1 £FE( 1, TRUA, TRUB )
] machinephaze
| rra
e
1 S O Filename DSR_SRI-268B_Cax|
1 >—NH B delta
4 /7 = o Bxperiment carbon . jxp
] N N Semple Td DSR_SRI-268B
Nj Solwvent DHST-D6
1 b Bctual Start Time 15-1BR-2020 05:1
i Revision Time 23-MRR-2020 19:4
b Comment single pulse ded
1 Data Format 1D coMELEX
= Dim Size 26214
= ¥ Dommin Carboni
1 Dim Title Cazbon13
1 Dim Units Ippm]
| Dimenszicns x
Spectreometer JRM-BCE400S/LL
] Field 3 9_385766[T] (400
( Acq Duration 0.51904512 (=]
1 ¥ Domai Cazbon13
1 ¥ Preq 10052530333 [MAs|
] K _Offzet 100 [ppa]
¥ Points 15384
1 ¥ Prescans 4
= ¥ Rezclution 1.92661478 [Hz)
- X Sweep 31.56565657 [kiz]
¥ Sweep_Clipped 2525252525 [kHz]
L Izr_Domain Broten
] Irx Freq 39878219835 [1Es|
Izr Dffzet 5 [ppm)
4 Blanking S[u=]
A Clipped = FaLsm
7 Sean= 3500
& Total Scans 3500
3 Belaxation Delay
| Becve_Gein
i | " | l L Temp Get 460 _0[4C]
2o ) n - A X_90_Width 8
T T T T T T T T T T T T T T T T T T T T T T T T x—“‘““ﬁ‘“ = 065[190;512[ 1
2200 2000 180.0 160.0 140.0 120.0 100.0 80.0 60.0 400 20.0 0 -20.0| Efes —
nzo + o
g2z A =
g =
= z & 7826087 [kHx)

= 11.96303566[ppm]

10




o T
==
i 'JEDLD
~--- PROCHSSING PARAMETERS -
j zexp( 0.3[Hz], 0.0[=]
] 3 Z trapzzasd( 0131, OL%], 80[%1, 100081 }
e | I I zexofill( 1)
= f b ££E( 1, TRUB, TRUB )
machinephaze
X e
Filename DSR_ SRI-203 Protoa-i
1 s Authox delta
E = Bxperiment proton. jxp
Sample T& DSR_ SRI-203
Solvent oHsO-DE
& Actusl Start Time 5-0CT-2018 13:36:48
= Revizion Time 5-5MP-2019 15:52:05
Comment = zingle pulze
Data_Pormat 10 couprmx
Dim Bize 52123
1 X_Domain Froten
F Dim Title Proton
£ Dim Units tppm]
H Dimensions
€3 /11
Ficld Streagth = 5.389766(7] (400 [¥Hs]
X_Acq Duration 1.813279361=]
X Demain Proten
X Freq 39978219835 (=]
= X osezer 6.50p
=a X Points 16382
g X Prezcan:
- X Rezolution 0.54366815 [Hx]
X Sweep 5.00576365 [xBz1
X Sweep_Clipped 7.20461085 [kHa]
, |82 g[= Irr_De: p—
[fer ala Try Freq 399.78219838 [Ez]
Irx Offzet [rpml
T2 Domain Proton
[ Tei_Freq 399.78219838 [Ez]
2 Pxi Dffzet Sippml
1= Blanking 2lus]
) Clipped raLsa
Seans 5
1 | Total Scanz H
T T T T T T \—T#JLJ T T T T T Relaxation Delay St=1
4 Recvr_Gain T
150 140 130 120 110 50 40 30 20 10 0 -10 20 Temp, Bat 22141
I X950 Width 5 5tem
[ ¥_Acq_Time 1.819279361=]
e o = oxm P X Angle 451223
a = 2 %22 £ Waea 4.50a8]
& = M e = X Pulze 4.75[uz]
= Trx Mode oze
X : parts per Million : Proton Tes ode e
=)
& JEOL
|
=
i
=7 - EROCHSSING PARAMETERS ----
= zexp( 3.0[Hs], 0.0(=] )
trapezsid( 01%], Q[8], BO[%1, 100081 )
= zexofill{ 2 }
= £££( 1, TRUE, TRUE )
= machinephaze
B Pr=
=3
i
o
<
= Pilename DSR_SRT - 293 Caxb
=] Buthor delta
Experiment carbon. jxp
= Sample_1a DSR_SRI - 293
i Solvent - omso-re
Actusl Skart Time 9-DCT-2018 03:49
=3 Reviciza Time Z 20-ame-z01s 16-01
= Comment zingle pulze decoum
= Data_Format 10 cowrax
=7 Dim Fize 26214
] %_Domain Carboni3
= P, =
F Dim Units [rpm]
- Dimcnsions X
e spectrometer = nms-Eczsoos/Ly
= Picld Strensth = 5.389766(7] (400
= ¥_Acq_Duration = 0.51804512(=]
¥ Domain Garben13
=1 X Preq 100.52530333 [iHa]
< X 0ffzet 100 [ppml
% Pointz 16384
=3 ¥ Prezasn: a
i ¥ Rezolution 1.92661278 (8]
¥ Swe. 3156565657 [kBx]
< K weep_Clipped 25 25252525 xEa]
i Irz Demain Proten
&3 Irr Freq 39978219838 (=]
= Irz 0ffzet = Stre=1
=73 Blanking Spus]
=S Clippea rPaLsE
= &4 2 3000
g Total Seams = 3000
2 = Relaxation Delay
= Fecvz_Gain
= 3 bl 1 " Temp_Bat
T T T T T T T T T T T T T T T T X 90 wiatn
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.020.0 80.0 70.0 60.0 50.0 40.0 30.0
| N ) / I ‘ |
! v 7 /
2oz braza e = = Irr Atn D
FSRESEARIRE 7oA =z Tes Atn Dec Gale
fEsEc =229 z o s Trr Atn Dec Defmalt Cale
e e Irz_Atn_Noe
X - parts per Million - Carbon13 Tex Dec Bandwidth B2 = 4.7826087 (kEx]

11




o >
g g
5 7 JEOL >
s ox 3s . I SN
=] : ars
-+ l [ machinephase

< de_coxzect

prm
thresn @ 53] -

S, C 1
O~ e I e e e

4d N
Fileasme = SuS_SRI-296_PROTON-8.3df
Author delia
Baperiment nsie_pulze ex2

sMs_SRI-288
DHS3-DE

22-0CT-2018 17:48:26
= s-sme-2019 16:20:5%

Actual_Start_Time
izion Time

1D coMPIEx

tpp=1
=] = mcx 4002
ci Spectrometer = DELTA2 WMMR

Pield Strengtn = 9.389766(TI (40D(MHz])

2.19365852[=]

¥ Doma
X Prex 39578219838 (1ma1

(= ofEoat e

g X Points 16304

1
0.45794685[Ha]
7.5030012 [kB=]

X Recolution
P X Swen
= =1 Trx_Domain 1|
= TerFaea 39570219838 (a1
Irs Dffzet Sippnl
Tri Demain =
Tri Freg 39578219838 [1Hz]
Tri Offzer 5[epm]
Clipped raLss
" anz 16
: Total Scanz 6
z Relaxation Delay = 4lz]
z Recvr_Gain 10
= \_ Temp_Ge 65.11401
T T T T T X 50 Widtn 12.25[us]
120 110 100 50 40 30 : 0 -10 X heq v 2.is365852121
¥_Angle 45 [dea]
N Xata s1am1
; X _Pulze 6.125 [us]
o 2 S g9y Irx Mode ofe
a bt oA Z Tri_Mode = ozs
= i e el el el Dante_Prezat = raism
X : parts per Million : 1H Initial Wait = 1121
g JEOL ;
Il
g S: 0
=3 7 NH4<_ /%(\0 — PROCESSING PARAMETEES
o N N zexp( 3.0[Hz], 0.0[=] )
= N:N trapesoid( O[3, O[%], BO[3], 100[%] }
=1 merofill( 2 )
= 4c £FE( 1, TRUB, TRUE )
o machinephaze
=1 prm
=i
=
s
< = BES_SRI - 298_Caf
i = delta
= = carban_j
= = BES_SRI - 298
= = misBn6
= = 26-0CT-2018 07:1f
o = 23-MAR-2020 16:3]
ﬁ = zingle pulzs dad
=7 = 1D CoMPLEX
= = Carbom13
= = Carbon13
= = [ppal
=1 Dimenzions =X
. Spectrometer = MWf-BCE400S/L1
i Field Stx = 9.389766[T] (400
X_Acq Duration 0.51904512 [=]
¥ Domain = Carbom13
¥ Freq = 100.52530333 [MHs}
X Offzet = 100 [ppal
¥ Points = 16384
X _Prescanz =1
¥ Recolution = 1.92661475 [Hz]
¥ Sweep = 31.56565657 [kHz]
% Sweep_Clipped 25. 25252525 [kEx]
Irr_Domain = Proton
Irr Freq = 39976215538 [MHs}
Irr_Offcet = S(ppm]
Blanking = S[us]
Clipped = TROB
@ Seans = 3500
£ Tatal Scans = 3500
ERE -
3o B Relaxation Delay 2121
5 = Recvr_Gain 56
271 Temp_Get = 20.5[4C]
2.1 1 | J l N ¥ 90 Width = 8.57[us]
T T T T T T T T T T T T T T AR T T T T T Q—L”‘L]Sm‘ = 365;:“;;“2[:]
210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 0.0 80.0 70.0 60.0 50.0 40.0 300 200 100 0 |Fpee Z 38
| | | X Pulze = 2.B5666667 [us]
| ! / Trx_Atn Dec = 26.16[4B]
seneccezeznn o - . - Irr_Atn Dec_Calc = 26.1614B]
P § EC R g = 3 = Irr_Atn Dec_Default Cale = 26.16[dE]
TR e e et o S = o o = Irr_Atn Noe = 26.16[dB]
ErurFFamaad e = & = Irr_Dec_Bandwidth Hz = 4.7526087 [Hz]
X : parts per Million : Carbonl3 Irr Dec Bandwidth Ppm = 11.96303566 [ppm]




ce

abund;

=

PROCESSING PARAMATERS -

machinsphaze
de_zozrest

=
theesh © S[8] - 1
peak_pick : O[Hz] : 0.1lppml : Both : O[Hs]

anke_refereace : 53]
Pilename = DSR_SRI-299-A1 PROTON-5.3d
Author dslEs

Expeziment single pulse ex?

Sample_Id = DSR_SRI-299-31

Solveat DUSD-DE

25-0CT-2018 12:38:46
T S-SEP-2013 23:12:48
Curzent Time = s5-sEP-2019 23:13:09

Sundma

* Data_Pormst 10 comeLEx
=1 = 13107

] e
L] [pp=]
=7 -x

3 Site BCX 400F
-1 Spectrometer = DALTAZ MR
=

i Ficld_Strength = 9.389766[T1 (400(MHz])
< 4 X_Acq Duration 2.18365952[=]
= ¥ _Demain 18

X rreq 39975219838 ums]
] ¥ offzat = stpe=l
=7 ¥ Poiat 16384
¥ Prazzan: -1

| X Bezolution = 0.45794685[Hz]
= W Sweep 75030012 [xHx]

| Trr_Domain =18
L) ‘rmo\ Txr_Freq 39378219838 (1]
=7 o = Ter Dfezet siep=1

] | gl ed | T2: Domasn 1n

39978219838 [H]
sipp=1

.,
0.95
0.99
—
04,
1.03
aun
i
s
Tlo'n
pas
o3
13

FazsE
| Seanz 15
LJ ‘ ! | | e Tie
2 I |
= U \k‘#ﬂ_____;bL,_“W‘_A__JL_“_.J M |Relaxation Delay
T T T T T T T T T T T T T A T T T T T T T T T R T T T T T Recvr_Gain
80 70 6.0 2
= 12.25[us]
2 18365952021
45[deg]
e
en y
] e a g B 2 5.125[uz]
a b ] * 9 5] oz
c wi v P o = - s
v = Prezat FansE
X : parts per Million : 1H Initial Wait = ir=]

H oZ JEOL

Soitions for lonavation

- PROCESSING PARAMBTERS --—-
sexp( 3.0[F=], 0.8[=] )

0 N Eraperoid( D141, 0181, BOIMI, 100131 )
ceroiti( 2
s e 1, TaUR, TRUB )
machincphase
>—N|— wEm
4e

= DSE_SRI - 293A1_Ca
delta

carbon. jxp
DSR_SRI - 299A1
DMSG-DE

= 27-0CT-2018 22:37:
4-sEP-2019 16:39:
4-SEP-2013 16:40

= 5
= single pulce decou
o Comsrmx
= 2621
Carbont3
[pFm]

x
Spectxometer TMI-BCI4005/11

Pield Strensth
X_Acg Durstisn

$.383766[T] (400[H
0.519045121=]

¥ Domain Carboni3
X Prag 100.52530333 [1MH=]
X ofzat 100 (ppm]

X Points 15384

P
1.92661478[Ha]

3156565657 [kAs]
2525252525 [kAs]

oz Domain eoton
Iore < 355 70210038 nma
- Trx Offact = Sippml
2 Blazki Stus
E Ciipped. razon
5 e e ismpata
g Semnz 3s00
H J | Total Scans 3500
2 bz ok i} |
=S Felaxation Telay 2121
RBSSN R SRR SR ARRANRANAS AL SRS AS AN ASESN ASRRARSSANRSNAN ARAAN RARSSRARASRARS] RARAN RARRSRARASRARSS LR AN LAARS URAE LSRR L S 56
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 100 0 -10.0 -20.0| Te=mp_Get 20.314C]
3 30 Widtn 5.57[a
//// I L Cmities Z o sto0asi2(el

| N ] e

" AL OE Mm@ =t = inm e o o b

€ HERRESROLEsRA8ER s & Ea =

4 1 aseSaddeSnnBdn > o Trx Atn Dec
o N D e g, o oo Trz At Dec_Cale
& EREYnnanS4aNaRE @ e e T

&
X : parts per Million : CarbonT

fre

Trx_Atn Woe = 26.16am)




i
459

1 . JEOL D

---- PROCASSING PARAMATERS ----

de balance : 0 : FALSE
/ a sexp_suto : 0.2
trapesoid3 : O[3] : 80[%] : 100[%]

0.24

1
!
= C £ - 1
< machinephase
€ do_correct
>—NF =
< 4 thresh : 5[8] : 1

pesk_pick : O[Hz] : 0.i[pgm] : Both : O[Hs]
H

auto_reference

DSE_SRI-284_PROTON-7.5
delts

0.16

10-5SBE-2018 18:35:49
23-MAR-2020 18:13:34

=+ -

= 1D COMPLEX
13107
1\

o 1\

= [pp=]

= - =

L HCX 400P

9.389766[T] (400[ME=])
2.183659852(=]

18
399.76219835 [MH=]
S lppm]

0.08

16384
1

0.45794685 [Hz]
7.5030012 [kHz]

0.06

399.76219835 [MH=]
5 lppm]

0.04

399.76219835 [MH=]
5 [ppm]

Total Scanz

o
2
El Relaxation Delay = 4[]
] Recvr_Gain 34
5 1 Temp_Get = 71.6[4C]
£z -1 X_90_Width 12.25[az]
= =7 2 e TAcq_Time 2.183650852[=]
X_Angle = 45[daq]
120 110 “ata £12B]
¥ Palze 6.125[ns]
Ixx_Mode = osf
Hode oEE
DanEe_Fresat FALSE
: s o Initial Wait = 1[=]
X : parts per Million ‘lH Repetition Time £.18365952[<]
Solutions far lnnavation
= - PROCESSING PARRMETERS —-—-
= sexp( 3.0(Hz], 0.0[=] )
=z txapezoid({ 03], O[%], BO[%], 100[8] )
o) =exofill( 2
B ££6( 1, TRUR, TROE )
N machinephaze
< >—Nl- =
=-
= 4f
=
& F— P ————
Authox = aslta
Experiment carbon. xp
Sample_Id DSR_BD - 72
Solveat DHSG-DE
Cxeation_Time 16-80V-2018 15:53
Revizion Time 4-5EP-2018 17:53:
Gurrent Time 4-sEP-2019 17:54:
Commeat single pulze decou
Data_Pormat 10 comprEx
Dim Size 26214
Cazboni3
trpml
Dimenzicas x
Spectrometer = DM-BCZ400S/LL
=] Picld Strength 5.3800613(71 (2001
ES X_hca Duration © 51904512(=
¥ Domain Cazbon13
X Frea 100. 51775892 [1Ha]
¥ of£zet 200 [ppal
X_Points 163812
> X Prescanz 1
= ¥ Rezolution 1.52661478(8x]
¥ Swue. 3156565657 (kA=)
% owecp_Clapped 2525252525 kA=)
Irr Doms Proton
sy 393.75213401 [1Ha]
i Irr Offzet step
7 = Blanking Sru=1
== Clipped PazsE
= Decimaticn Rey r: 198( 197) g: 38
g ‘ “I \ Total_Scans 3500
E | | L
£ T SO ! Lo R ——— - 2tm
B AR R e e R e BEaRsEmmmm T T I T T T T Reces Gain s6
220.0210. 0"00019()0180017001600150014001300170011001000900 80.0 70.0 60.0 50.0 40.0 300 200 100 0 -10.0 -20.0f Te=p_Get 20.2(4c]
_80_Widtn 8.57[az]
X Acy Tame 0.s1304512(2]
///, X_Angle 3012em
2 X Atn 7.8a8]
CoTNoON~O T O a e T =
2 gEadbogrs FRAN 2 A 3 S ST
% o F _QQQQ‘Qﬁ“‘!"!’ﬁ"{ S = o & Irz Ata Dec 26.160481
< Sei®wo——= oG o~ = o o e i Bes r1E i
ECEFTLSSELASHaE S & LemsRbT Bechnen 26 Loromn)
BoAZIEIanofdasas Irr Atn Dec Default Cale = 26.16[4B]
X : parts per Mfﬂmn Carbon13 R Bl g




=
o
Solutions for innovation
= ---- PROCHSSING PARAMETERS ----
= de_balance : 0 : FALSE
cexp_suto : 0.2
txapesoid3 : 0[%] : 80[3] : 100[%]
££e - 1
machinephaze
de_corzect,
= rrm
= threzh : S[8] : 1
pesk_pick : O[Hzl : 0.1(ppm] : Both : 0(Hz]
2 e auto_refersace : 5[%]
FuTr i
= Filename = DSR_SRI-292_PROTON-B.jas
5 Authox
e Experiment Lex2
Sample_Ta
Solvent
Crestion Time 05:08:48
Revizicn Time = 17:07:00
Current_Time = 4-38P-2019 17:07:18
=1 2
b Data_Format 10 comprax
Dizm_Fiz 13107
Dim Title i
Dim Units tppm)
Dimenzions X
Site mCx 4002
< Speatrometer DpRLTA2 MR
Field Stxeagth 5.305766[T1 (400[MAa])
¥ Acg Duzation 218385952121
¥ Domazn i
X Preq 39975219838 [MHz]
X 0g£zat Sippal
2 ] 16384
P 5
(= 045794685 [Hx]
= 75030012 [kHx]
Id 1
re | 395.78213838 [UAz]
S sippal
‘ = g i
Copn] 39978219838 [MH=]
o { | %3't Sippal
: B[ F8E
g ) T : io
= Total Scanz 16
S A JJ\ Relaxation Delay = 40=1
C s Ea L LA T TR Recws Cain 1
120 11.0 100 9.0 80 7.0 4.0 30 20 10 o -10 2.0 | Temp_Get 70 [4C]
X_50_waden 12.25[us1
¥ Acy Time 2.18365952(=]
|| s
¢ ¥ _ata s1a3]
88 5 g bt W pulze 6.1251u21
VRS “ = = Irx Mode ££
Ld e Tri Moae s
Dante_Brezat rarsa
X - parts per Million : 1H Initial Wait 1121
= JEOL 5
] NO, e p——
i sexp( 3.0[Hs], 0.0[=] )
] s o trapesoid( O[%], O[%], BO[%], 100[%] }
merofill( 2, TRUE }
7 @[ >7NH4<; /\’/\O ££t( 1, TRUN, TRUB )
= = machinephase
Enl N N prm
1 49 =N
=l = BE_SRI-282
= = DMSO-D6
bt = 8-SEP-2019 05:Q
4 = 14-DEC-2019 05
4 single pulze ded
4 10 coErAx
26214
] Caxbonl3
h Caxboni3
q Ippm]
o x
=g = JWi-BCE400S/11
a
Field Str = 9.3871521[T] (49
1 X_Acq Duration = 0.518504512[=]
b ¥ Domain = Caxboni3
B ie: = 100.49731934 (MEx]
4 X Dffet = 100[pp=]
4 ¥ Points = 16388
i ¥ Prescans =4
¥ Recoluticn = 1.92661478[Hz]
7 X _Sweep = 31.56565657 [kHz]
= X Sweep_Clipped 25.25252525 [kHz]
= Irr Domais = Proten
= Irx_Freq = 39967090793 (1|
] Lrx Offzet = Sippml
] Blanking = 5[us]
Clipped = FaLsE
a7 Scanz = 3500
k=l 4 Total Soans = 3500
-
g Relaxation Delay = 2[s=]
= ] Recvr_Gain =56
b= J u H Temp Bet = 22.814C]
= L N N | l . X_90_Width = B.57[usl
= T T T T T T T T T T T T T T TrrTT S anaiad T T T ﬁ—%f“" Shrreste ol
210.0 190.0 170.0 150.0 1300 1100 90.0 700 50.0 300 100 -100 0 [ S
| ¥ Pulze 2 85666667 [us]
| ITx_Atn Dec 26.16[dB]
N - - Irx_htn Dec_Cale 26.16[B]
EodzmnEozgsE o o5 Irr_htn Dec_Default Cale = 26.16[dB]
N =t 53 T Tl e s 2 L Iex_Atn Hos = 26.16[aB]
EEeEEFTnaSaannn e = Irr Dec Bandwidth Hz = 4.7826087 [kHz]
X - parts per Million : Carbon13 Irr Dec Bandwidth Ppm = 1196636683 [pem]




—179
—71.79
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—1.56
—38.70

JEOL

Solutions for innovation

- PROCESSING PARAMBTERS
o : FaisE

6

] X -parspae M - 1E

0.2
trapesoidd : O(3] : BO(3] : 100041

££e

machinephase

do_coxzect

)

thresh - S[8] - 1

penk_pick : O[Hs] : 0.ilppm] : Both : O[Hs]
anto_refesence : 5(3]

Filenase = DSR_SRI-285_PROTON-7.3af
Autnox aerea

Bxperizent ingle pulse.exz

Sample Td = DSR_SRI-205

Solvent DMSO-D8

Creation Time 22-0CT-2015 09:15:14
Revizien Time 3 smp 2010 16:32
Current Time 4-5BP-2015 16:52:39
Data_Format 10 comMenEx

Dim Fize 13107

Dim Title 18

Dim Units Ipr=1

Dimsasicns ®

Site BCx 400

Spectrometer DELTAZ MR

Field Strength 9.389766071 (400 [MHs])
X_Acq Duratien 2.18365952 3]

¥ Domain 18

¥ Preq 39978219838 [MH=]

K ofeser S

¥ _Points 16384

0.457946865 [Ha]

] K Sweer 7 5030012 (kEa1
(o Ire_Domain 16
a Irs_Pzeq 399.76219838 [1E=]
] o Tea Otfact 5 tppm]
4 (f fofm Tri_Domain 18
] 3 g/s g 39578219836 (1052
& o P 4 ] TeiOffzet St
g €5 (5 Clipped s
ERn = ==o e | Seans s
g ] J J J Potal Seanz &
Z_] ‘ Relaxation Delay = 41=]
L L AU SIL Ak Recve Gain 5
120 11.0 6.0 5.0 4.0 30 20 1o 0 -1.0 -2.0 | Temp Get §9.914C]
X 30 wiatn 12 25 [u=)
¥ hsg T 2.18385952
¥ 2ngle = 45[deq]
X ata
o8 = 8 9 X Pulac
v o= oy - 1 Trr Mode
o wi v Ll i — Tri Mode
Dante_Presat
X : parts per Million : 1H Initial Wait
Solutions far Imavation
Br [ —————
zexp( 3.0[Hs], 0.0[=] )
s o txapesoid( O[], O[8], 80[3], 100[s] )
zerafill( 2 )
££6( 1, TRUN, TRUN )
L~
N N N rem
Filename RC_SRI - 295_Carbo
Authox = delta
Experiment carbon. jup
Sample_Td RC_SRI - 295
Solvent oMED-06
Creation Time 24-0CT-2018 05:04
Revizion Time 4-5ER-2019 16:41
Curzent Time 4-5ER-2019 16:43
Comment single pulse decou
Data_Format 10 comerax
Dim 54 26214
Dim Title Carboni3
Dim Units [ppm]
Dimensionz -x
Spectxometer THM-BCS400/L1
Field Strength 5.3897661T] (4000
¥_Acq Duration 0 51804512121
¥ Domain Carboni3
¥ Freq 10052530333 [MA=]
K ofEzet 100[pp=]
X Paints 16352
% Prescans 1
X Rezolution 1.9266147818x1
¥ Swees 3156565657 [kix]
¥_Sweep_Clipped 2525252525 [kHx]
Trr_Domain Proton
Trr Freq 39978219838 =]
- | Irs Offzet = Sippal
=z i Blasking S(us1
= ‘ Clipped - raisz
= | Decimation Reg 198( 1971 ,g: 38
2 Scanz 00
g b L | .
£ =3 ') z), ekl Relaxation Delay 2t=1
R R e L e L LA B L L R B B AR A AN CAR A LR AR Sty SR 6
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0 -10.0 -20.0f Te=p_G=t 23.6040]
X 30 Width 8.57(uz
3 | ¥ hex_Ts 0 51804512121
T \ ¥ Angle 30[deg]
e A el el s -~ B | - o1 HonEs, 7-8(dB)
St IDexs 3 aea s = ¥ Pulze 2. 83666667 1uz]
M—awoqaS® o s S = Irx Atn Dec = 26.160aB1
oo =g -~ ci o o xx_Atn Dec Cale
grgddSne SEd SIS Irr Atn Dec Cal 26.161aB]
: nEnODRN S i Irz Atn Dec Default Cale = 26.16(dB]
X : parts per Million : Carboni3 T 26.161aB1
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2o o
o o CN
- oagais JE
3 Ml o JEOL
-~ PROCESSING PARAMATERS -
/%NHJ& ~"0 o o
N semp_suto : 0.2
= trapezoids : 021 : B0l : 100
4 N P
machinephas
de_correct
S 5
> | erm
- . « e ee thresh : 5081 : 1
s R Ir,f ] T peak_pick : O[Hz] : 0.1lppm] : Both : 0[Hz]
- ! 1 (] auto_refexence : 5[]
B Filensme DSR_SRI-293_PROTON-7.jdf
3 Author delta
Expeximent ingle pulze.ex2
s ] Sample_Td DSR_SRI-294
=] : P ohsdne
J - Crestion Time 12-0CT-2018 11:12
g l Rewizion Time 4-SMP-2019 17:01:47
i- Curzent Time 4-5EP-2015 17:01:58
T WA IR Date_Format - in cournax
| I . Bin 13107
OAA AR =
A AN Dim Units tppal
3 333 FE Dimenzions -x
: B < Site - Bcx a00p
< e i
=l e = Spectrometer = DELTA2 MR
Picld Stremgth = 9.389766[T] (400([MH=z])
X heg Dustion = 2.18365952[z]
¥ Domain 1
¥ Frea 39570215030 (1x]
X ofEset s (ppm)
X Points 16304
X Prescans 1
¥ Resolution 0.45794685 [Hx]
= K Swaep 75030012 (kA1
=7 Ire_Domsin 10
Lex_Pre. 39975219830 (=]
L Irs Difzet Slppml
= Tri Domain 18
B = Tri Fre 395.76219330 (MHx]
& - 5 = Tri Dffset 5 [ppal
b S fEi a Clipped ranss
g =3 s is
z I Total Scanz 18
E ) D N N tesateon Bty 40
= ST Recvs_Gain 38
120 110 10.0 90 80 7.0 6.0 50 4.0 30 20 10 o -10 -20 | Temp_Get 68.5[dc]
X_90 Width 12 25[uz]
) |1 ¥Theq Time 2.18365952121
e R ¥ Angle 15[aeg]
=2 L ¥ ata stas)
2 =8 b 8 = ¥ Pulse 5.125[us]
=S - = & g ] Ire toze 5
o v L ol ] Tri_lode ozs
Dante_presat ranss
X - parts per Million : 1H Initial Wait 101
- DROCESSING PARAMBTERS -
2] sexpt 3.00Hs1, 0.0(=]
= CN trapesoid( 0[%1, O[%], BOL%], 100[%] )
merofill( 2 )
o £56( 1, TRUR, TRUE )
machinephaze
Vs NH‘<§ /Y\O FEm
N
4
<
2] E— STy
Buthox = aelta
Experiment caxbon. jxp
Semple Id DSR SRI - 294
Solvent oMsE-Ds
Crestion Time 14-0CT-2018 11:25:
Revizion Time 16-NOV-2018 10:57:
Current Time 4-5BP-2019 16:55:
Comment single pulze decou
= Dats_Format 10 couPLEx
] Dim Bize 26214
= T, Erer
Dim Units (prml
Dimenzion: x
Spectrometer = AWM-BCE4005/11
|
Field Strength 9.385766(T1 (2000
X_Acy Duration = 0.51304512(21
¥ Domain axbon13
100.52530333[MH=]
100 [ppm]
16384
= N
=3 1.92661478[Hs]
31.56565657 (ka1
25.25252525[kHz]
EBroton
389.76215638 1Ex]
- S[ppml
a 5[us]
= lipped ]
g Decimation Rex = x: 1980 197) 4= 38
4 Total Seans
£ Ll | l [
2 Relsxation Delay 2121
T T T T T T T T T T T T T T T T T T T T T T T T T Recv_Gain 56
[220.0210.0200.0120.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 20.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0 -10.0-20 23.5[4C]
8.57[us]
| 0.51804512 =1
| 30 [deg]

. o 7.8[4B]
2%?:5@2?’25—{333?338 a 2 2.85666667 [uz]
mESEEmodraangan g 8 “dsram

s 2 e = o -
gddFiiangidazss : @ S
X - parts per Million : Catbon T3~~~ 7 7 7 T T T T T T 7 Irs Ata Nos - 26.16[dB]

17




p——
1

BT 53 82 1 59 78 75 77

JEOL

ns for (nnavatio

PROCESSING PARAMETERS
raLsE

sexp_suto : O
erapazeids
££E
mschinsphaze
de_correct

2
Qr2] : sors] : 1000%]

ppa
thresh : 58] - 1

peak_pick : O[Hz] : 0.1l(ppm]
suts_refarence : 5[]

Both : O[Hs]

= PRK_SRI-297-Ci_PROTON-7.3d
delta

single -
= PRE_SRI-287-C1
DM5D-DE
26-0CT-2018 12:08:12
4-SEP-2019 16:30:43
4-3EE-2019 16:30:51

10 comermx
13107
- =
o ] tepml
= = x
Site = mcx 4002
=] 2 S DpaLTAZ RIW
= !
~ Field Strength 5.388766(T1 (400 [MH2])
= X_Acq Duraticn 2.1s365952(2]
¥ Demais Pt
&2 ¥ Prea 39978219838 [MHz]
< XoEaat Sippal
“ X Points 16388
= i Prescans i
o X Rezolution 0.85732685 [He]
= L ¥ Sweep 7.5030012 [kHs]
= Trr_Domsin 1
- Irs Freq 39978219838 (1m=1
= e oy = Sippml
| ] T2 Domnin 13
] = Teipre 399.78219833 1Ee1
G A I T Offeet Sipp
2 — i GClipped rFaLss
ES | w | o
E L Total Scans 16
= Relaxation Delay = 4[]
= T T T T T A T T A T OO Becve_Gain 36
2 110 X A 6.0 50 40 30 20 1 (1]
= 12 25uz)
/ | |
- N~ |
o T e © = ) el
) SRR854 E £8 2 g =
= mARhnTT I n el = = a
= e A i i ci -
X : parts per Million : 1H
N JEOL
B Y
N ” (0] =0 Solutions forlnovatic
1 \
i N - PROCBSSING PARAMDTERS -
sexp( 3.0[Bxl, 0.01s1 )
1 trapesoid( OI3], O[%], 8031, 20081 )
zexofill(
1 ££6( 1, TRUB, TRUE )
4 machinephaze
4 il -
=)
=
&
B PRE_MAR - 287SR_Ca
delEa
q = carbon. 3zp
PRE_MAR - 297SR
b Duso-Ds
15-007-2018 05:17
B 4-5ER-2019 16:34
= a-sER-2013 1s:3%
zingle pulze decon
b 10 comprEx
26214
b = Carboai3
1 x
o Spectzometex mi-BCE4008/L1
S
- Ficld_Streagth = 9.389766[T1 (4000
o X_Acg Duration 05190851221
¥ Domain Caxl
1 X Freq 100.52530333 [MEx]
¥ DEfaet 100 tppm1
il X Points 16382
X Prezcans s
il ¥_Resolution 1.92661478 [H=]
¥ Eweep = 3i_sesesestremel
il X _Sweep Clipped 2525252525 [xEz]
Irr Demain zoton
il Tra Taeq 389. 78215838 ma1
| Irs Offzet Stppa)
n Blamking = Sfus]
= Clipped
z 1 Decimation Reg Lo 39
: J ‘ | I e s
£ | -1 i Jl ik
g Relaxation Delay
T T T T O T T T T Recvr_Gadn
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0 -10.0 -20.0) Temp_G=t
X 30 Width
| o NS | | o
~ T NS o
I P R e S R =R =) oo LoRtn
en C—hxXxeowononaL®nS = n X_Pulze
= Sod G000 sl e o 02 Ss e b b G | Trr Atn Dec
— - - = o
§ SHESIZaZSSINsssd s o AT
X : parts per Million : Carbon13 Trs Atn_Noe 26.16[dB]
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—7.79
—71.79
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Solutions for lnnavation

- PROCESSING DARAMETERS -

19

1 dc balsnce : 0 : PALSE
b zexp_auto : 0.2
1 trapmzoid3 : 0[3] : 80[3] : 100[3]
££e 2 1
1 mochinephaze
b do_coxrect
B Frm
thxesh : S[3] - 1
= peak_pick : O[Hz] : 0.ilppm] : Both : O[Hz)
— sutc referemze : 5[3]
B It
B Filenazme DSR_SRI-286_PROTON-5.jdf
i Authox 1ta
Bxperiment cingle pulze.ex2
b Sample : DSR_SRI-288
1 Solwent ou53-D6
] Creaticn Time 19-5BP-2018 13:14:44
Revizion Time 4 smp 2018 17:41:02
b Current Time 4-5EP-2015 17:41:08
= Dats_Format 10 comerax
i Dim Bise 13107
Dim Title i
1 Din_Units tppal
Dimzacio x
1 Site = Bcx 400@
N Spectrimeter DELTAZ MIR
Ficld Strength 5.389766[7] (400 [ME=])
1 ¥ Acq Duratien 218365952121
b i
1 399.78219838 tmx]
] Ste
= 16384
= 1
1 045754685 [Hx)
(s (o 7.5030012 [kHx)
] s | i
B . o L) 39578219838 [1mz]
1 Irx Dffzet 5ippm)
Tri_Domain m
1 Tri_Prea 39578219838 [MHx]
o Tri Offzet = 5(ppal
2 Clipped 5
E Total Soaas
H Ll A S ——
- T T T T T T T T Recwr_Gain
120 11.0 30 20 10 0 -1.0 2.0 | Temp_Get
X_90_Width
¥ae
o = i
¥ Ata
2 = i ¥ Pulze
B 3 « Irx Yode
il o - Tri Mode
Dante_Presat = raLss
X : pasts per Million : 1H Initial Wait 11=1
Sodtlorns fow kmrvztion
=)
= - PROCESSING PARAMETERS ----
G sexp( 3.0[Hs], 0.01=] )
0 trapezsid( 0[%], O[], BO[%]1, 100[%] )
b S zexofill( 2 )
NH £2e( 1, TRUB, TRUB )
b machinephaze
1 D N/ﬁ/\OH =
] N=N
5a
Pilename DSR_SRI-288_Caxbon
1 Author aslta
= Bxperiment carbon. 3xp
& Sazple_zd DSE_SRI-288
R Solvent DMSD-DE
Creation Time 23-5E-2018 15:51:
1 Rewizion Time 4-SEP-2019 17:27:
1 Current_Time 4-5ER-2013% 17:30:
B zingle pulze decou
D comprmx
1 26214
1 Cazbon13
(ppm]
B Dimenzicnsz x
| Spectrometer n-BCI4005/Ta
1 Pizld Strengtn 2.3880613[7] (4001
= X Acq Duration 0 51804512121
S % Demain = Cazboni3
= A Freq 10051775892 (=]
1 xofzet 100 [ppal
1 * Points = 15384
% Prazes 4
1 X _Resolution 1.92661476[Ha]
Ksweer = 3156365657 kEa]
1 3 Sweep_Clipped 2525252525 [kBx]
o Irr Domain ton
Irr_Fre 39975219481 [MHz]
s Irz Offzet
2 Blanks;
£ Clipped
s‘ q I Decimation_Reg L@z 39
z Totel_Sesns
E] il J i J I
2 Relaxation Delay = 2121
T T T T T T T T T T T T T T T T T T T T T T T T TTT Recvr_Gain s6
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0 -100 -20
| /A =) |
| e | £y
e ot
E=SmE e e ]
TSeinamxSanad n S
D S5 90 06 — D i Tl — wioci
b STl e o LS B Ha s e
X : parts per Million : Carbon13
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145

EROCESSING PARAMATERS

o - FaLSE
0.2
0131 : BO[] : 100[%]

££e

machinephase

de_corzect

prm

thresh : 5081

peak_pick : Q[Hz] : 0.ilppm) : Both : 0(Hz]

suto referemce : S[3]

Revizion Time

<= -
4 Cuxrent Time 9-sBp-2019 00:07:48
Data_Pormat 10 comprmx
Dim Size 13107
Dim Titic 18
Diz Units Ippml
Dimenzions %
S| Site =cx 00
o Spectrometer oELTA2 MR
T e e B TS T T =
| I \\ Pizld Stxength 9.389766[T] (400 [MH=])
TN 1 X Acq Duration = 218363952021
T L, K Demain
z & 833AF X rren 39978219838 (1m=]
= 5 ¥ ogEzet Sipr=
a7 X pointz 16308
¥ Prezasn: 1
¥ Resolution 0.45794685 [B=1
X Swmep 7.5030012 [kite]
Trx Domsin P
Tex_Freq 39978219838 (1Hx]
e TexDffzet Siepa:
& Tr: Domain 18
Tes_Freg 39978219838 (1m=]
o a ‘ ‘ TeiDEfzet Siep=l
& Clipped ranss
g ans 16
= Total Seans =15
i Reluxation Delay = 41s]
T T T T T T DA T T T T T T T T Recvr_Gain 36
12.0 110 10.0 90 0 70 60 50 40 30 20 10 0 -10 2
= N Q g H g
© n = T o A
& “ o o = -
X : parts per Million : 1H Tostiml wast
= S C ---- PROCESSING EARAMETHRS
;, sexp( 3.0[Hs], 0.0[s] )
= trapescid( D[%], DI%], BOI%], 1001%] )
) 7 NH ~ zexofill{ 2, TRUE )
1 N N ££t( 1, TRUB, TRUE )
4 S machinephace
J NT PEm
4 5b
S Filename DSE_SRI-EN-15_Caf
4 Znthor dalta
4 Hxperiment cazbon. 3xp
Semple_Id DSR_SRI-BN-15
1 Solveat DHST-DE
4 Ackusl Start Time 8-SEP-2019 08:3)
4 Revizion Time = 14-DEC-201% 0S:
c t zingle pulze ded
q Data_Format B
B Dim Size 26214
4 XD Carben13
= | Dim Title = Carbanl3
s Dim Units = fremr
i Spectrometes - TmrmCcE200S/11
Ficla Strength = 9.3871521[T] (s
i X_Rog Duration 0.51904512(=]
4 ¥ Demain Carbon13
4 X P 100.49731934 e
X Dffcet 1001,
7 ¥ Points 16384
4 %_Preccans 4
_ A ¥ Rezalution 1.92661478 [He]
2] X Sweep 31.56565657 [kHz)|
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