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Data and software availability
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ACD Workbook Suite
Developer Advanced Chemistry Development, Inc. (ACD/Labs)
Full name ACD/Labs NMR Workbook Suite 2020
Version 14.00

File Description in Download Website

NMR WB Suite 2020.1.2

Setup Wizard Description of Software

Name

ACD/Labs 2020 Desktop Software

Version 14.00
Build Sep/8/2020
Others

Compatible Operating System (OS)

e Windows 8.1 and above (64-bit)

Link to public website https://www.acdlabs.com/products/spectrus/workbooks
/nmr/?gclid=EAIalQobChMIidyK20n48QIV2AkrCh2
mlIAAQEAAYASAAEgLPuvD BwE

MestReNova

Full name MestreNova

Short form Mnova

Version used 14.2.0

Version available from 29" September onwards

Latest version 14.2.1

developer MestreLab Research

Compatible Operating Systems (OS)

Windows, Mac, Linux

Link to version 14.2.0 manual

https://mestrelab.com/downloads/mnova/manuals/Mest
ReNova-14.2-0_Manual.pdf
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NOVA

Mestrelab Research

a B » B3 =) o om

Link to official website

Structuye
Elucidation
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ChemDraw
Full name PerkinElmer ChemDraw
Version 20.0.0.41
Developer PerkinElmer Informatics, Inc.
Compatible Operating Systems (OS) Windows, MacOS

OS used for experiment

Windows 10 (64 bit)

Link to trial website:

http://scistore.cambridgesoft.com/ScistoreSoftware
Display.aspx?Trial=Trial

=

05w

Link to official website:

Link to full compatibility list:

https://informatics.perkinelmer.com/Support/Knowl
edgeBase/details/Default.aspx?TechNote=13386
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NMRShiftDB
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Full name

nmrshiftdb2

Version used

1.4.15 (2018)

Link to the homepage

https ://nmrshiftdb.nmr.uni-koreln.de

Collaboration

Clarivate.com
ChEBI
UniChem
PubChem
Rlsoueces
Cheminfo
Idnmr
Nmredata.org
Fairsharing.org
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Appendix A. 30 organic compounds used for analysis and their chemical structure

No. Compound

Chemical structure

1. delta-heptalactone

2. Santonin

3. 1,1'-vinylenebis(8-
(allyloxymethyl)naphthalene

4. [-menthyl stearate

5. 1l-ethoxy-1-methylthio-4-phenyl-

2-butanone

6. 4’-(11-hydroxyundecyloxy)-4-
biphenylcarbonitrile
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7. glycerol 1-oleate 2,3-distearate

8. (S)-(-)-3-benzyloxy-1,2-
propanediol

9. 2,3-dihydroxypropyl decanoate

10. DL-3-hexadecyloxy-1,2-
propanediol

11. 2,3-dihydroxypropyl
cis-13-docosenoate

12. 1,2,3-propanetriyl tris(cis,cis-
9,12-octadecadienoate)
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22. l-menthyl butyrate

23. Ethyl 5-acetoxyoctanoate

24. Brucine

25. S-benzyl-N-benzyloxycarbonyl-
L-cysteine

26. Noscapine
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27. 5-acetoxy-6-methoxy-1,2-
anthraquinone

28. 1-(4,5-bis(ethoxycarbonyl)-
1H-1,2,3-triazol-1-yl)-8-(4-
ethoxycarbonyl-1H-1,2,3-
triazol-1-yl)naphthalene

29. Fluacrypyrim

30. Fenpyroximate
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Appendix B. The comparison of the calculated and experimental ' H NMR chemical shift values

delta-heptalactone

Experimental (ppm) Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB ~ ChemDraw ACD Workbook

position Suite
A 4.226 4.63 3.74 4.16 4.308
B 2.581 2.53 2.62 2.4 2.44
C 2.447 2.44 2.62 2.4 2.44
D 1.92 1.87 1.8 1.84 1.795
E 1.91 1.76 1.62 1.9 1.714
F 1.85 1.84 1.62 1.9 1.714
G 1.73 1.8 1.64 1.55 1.667
] 1.65 1.5 1.64 1.55 1.657
K 1.533 1.62 1.8 1.84 1.795
L 1.004 0.848 1 0.91 0.963

Santonin
Experimental (ppm) Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB ~ ChemDraw ACD Workbook

position Suite
A 6.718 6.697 6.24 6.4 6.68
B 6.25 6.626 6.68 6.95 6.2
C 4.823 4.8 3.46 4.88 4.78
D 2.447 2.44 2.09 2.3 2.39
E 2.131 2.11 2.05 1.98 2.11
F 2.04 2.02 1.56 1.19 1.977
G 1.92 1.97 1.56 1.25 1.425
J 1.83 1.83 2.13 1.93 2.143
K 1.72 1.69 1.56 1.19 1.801
L 1.52 1.65 1.54 1.25 1.932
M 1.341 1.3 0.99 1.45 1.305
N 1.281 1.07 0.99 1.12 1.25

1,1'-vinylenebis (8- (allyloxymethyl)naphthalene

Experimental (ppm) Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB ~ ChemDraw ACD Workbook

position Suite
A 7.944 7.26 6.69 6.56 7.262
B 7.87 7.84 7.7 7.75 7.67
C 7.832 7.82 7.7 7.68 7.666
D 7.727 7.54 7.44 8.03 7.743
E 7.589 7.26 7.44 7.06 7.423
F 7.495 7.53 7.29 7.72 7.631
G 7.462 7.44 7.58 7.38 7.497
] 5.804 5.77 5.85 5.92 5.95
K 5.103 5.27 5.23 5.35 5.303
L 4.976 5.16 5.23 5.23 5.202
M 4.932 4.73 5.34 5.24 4.808
N 3.924 4.11 4.02 4.04 4.111
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I-menthyl stearate
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw ACD Workbook

position Suite
A 4.676 4.85 4.62 4.51 4.78
B 2.267 2.3 2.62 2.35 2.29
C 1.982 1.85 1.78 1.75 1.289
D 1.867 1.9 2.18 1.41 1.62
E 1.67 1.45 1.26 1.63 1.541
F 1.66 1.65 1.3 1.63 1.32
G 1.63 1.27 1.29 1.33 1.32
] 1.488 1.78 1.43 1.54 1.515
K 1.36 1.46 1.3 1.83 1.231
L 1.265 1.53 1.55 1.29 1.8535
M 1.06 1.39 1.3 1.38 1.32
N 0.96 1.61 1.78 1.5 0.912
P 0.9 0.79 0.93 0.86 0.804
Q 0.89 0.86 0.88 0.83 0.896
R 0.88 0.89 0.87 0.89 0.875
S 0.86 1.2 1.26 1.38 1.261
T 0.759 0.86 0.88 0.83 0.72

1-ethoxy-1-methylthio-4-phenyl-2-butanone
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw ACD Workbook

position Suite
A 7.271 7.26 7.28 7.28 7.245
B 7.21 7.18 7.19 7.23 7.1
C 7.19 7.23 7.24 7.19 7.18
D 4.785 5.04 3.68 5.2 4.694
E 3.842 3.77 3.88 3.88 3.583
F 3.437 3.64 3.88 3.88 3.65
G 3.038 2.85 2.75 2.78 2.899
J 2.95 2.88 2.94 2.83 2.937
K 2.757 2.73 2.75 2.78 2.899
L 1.843 2.16 2.33 2.14 1.997
M 1.244 1.3 1.34 1.21 1.284
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4'-(11-hydroxyundecyloxy)-4-biphenylcarbonitrile

Experimental (ppm) Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook

position Suite
A 7.679 7.9 7.69 7.93 7.65
B 7.634 7.83 7.65 7.84 7.548
C 7.522 7.6 7.44 7.63 7.597
D 6.989 6.99 6.87 6.99 6.964
E 3.999 3.99 4.07 4.11 4.01
F 3.635 3.57 3.63 3.62 3.63
G 1.803 1.76 1.56 1.74 1.757
] 1.563 1.56 1.56 1.58 1.506
L 1.47 1.43 1.44 1.43 1.521
M 1.35 1.31 1.44 1.47 1.224
N 1.3 1.26 1.44 1.27 2.087

glycerol 1-oleate 2,3-distearate

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook
position Suite
A 5.35 5.36 5.93 5.34 5.329
B 5.268 4.75 4.3 5.85 5.291
C 4.291 4.23 3.75 4.17 4.323
D 4.148 4.15 3.75 4.42 4.179
E 2.311 2.31 2.62 2.33 2.306
F 2.009 1.99 1.98 2.02 1.991
G 1.61 1.6 1.55 1.66 1.568
] 1.3 1.28 1.38 1.4 1.312
K 1.28 1.27 1.29 1.33 1.213
L 1.25 1.26 1.29 1.26 2.087
M 0.879 0.89 0.87 0.89 0.869

(S)-(-)-3-benzyloxy-1,2-propanediol

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook

position Suite
A 7.34 7.34 7.34 7.31 7.315
B 7.33 7.29 7.34 7.31 7.306
C 7.3 7.3 7.59 7.32 7.297
D 4.544 7.51 5.34 4.63 4.57
E 3.88 3.81 4.45 3.8 391
F 3.684 3.72 4.05 3.63 3.71
G 3.62 35 4.05 3.38 3.63
] 3.56 3.73 3.43 3.59 3.59
K 3.53 3.51 3.43 3.53 3.55
A 7.34 7.34 7.34 7.31 7.315
B 7.33 7.29 7.34 7.31 7.306
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2,3-dihydroxypropyl decanoate

Experimental (ppm) Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook

position Suite
A 4.168 4.42 3.75 4.33 4.208
B 4.147 4.17 3.75 4.08 4.218
C 3.926 3.61 4.3 4.19 3.939
D 3.69 3.48 3.43 3.59 3.649
E 3.592 3.23 3.43 3.53 3.678
J 2.347 2.32 2.62 2.32 2.365
K 1.623 1.6 1.55 1.66 1.63
L 1.3 1.27 1.29 1.3 2.087
M 1.26 1.26 1.29 1.26 2.087
N 0.879 0.89 0.87 0.89 0.895

DL-3-hexadecyloxy-1,2-propanediol

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook

position Suite
A 3.87 3.83 4.3 3.8 3.86
B 3.712 3.73 3.43 3.59 3.405
C 3.645 3.51 3.43 3.53 3.595
D 3.53 3.68 3.75 3.63 3.675
E 35 3.46 3.75 3.38 3.755
F 3.47 3.47 4.07 3.35 3.47
G 3.46 3.45 4.07 3.35 3.47
L 1.58 1.54 1.56 1.56 1.467
M 1.3 1.29 1.44 1.46 1.348
N 1.26 1.26 1.31 1.26 2.087
P 0.881 0.89 0.88 0.89 0.853

2,3-dihydroxypropyl cis-13-docosenoate

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook

position Suite
A 5.35 5.36 5.93 5.34 5.329
B 4.182 4.42 3.75 4.08 4.175
C 4.152 4.17 3.75 4.33 4.2
D 3.93 3.61 43 4.19 3.925
E 3.694 3.48 3.43 3.53 3.625
F 3.599 3.23 3.43 3.59 3.675
J 2.347 2.32 2.62 2.32 2.296
K 2.012 1.99 1.98 2.02 2.008
L 1.622 1.6 1.55 1.66 1.597
M 1.3 1.27 1.2 1.38 2.683
N 1.26 1.26 1.29 1.27 2.087
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1,2,3-propanetriyl tris(cis,cis-9,12-octadecadienoate)

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw  ACD Workbook
position Suite
A 5.35 5.38 5.97 5.36 5.358
B 5.27 4.75 4.3 5.85 5.323
C 4.295 4.17 3.75 4.3 4.315
D 4.147 4.17 3.75 4.3 4.305
E 2.769 2.68 2.65 2.8 2.759
F 2.315 2.32 2.62 2.32 2.407
G 2.049 2.01 1.98 2.02 2.077
J 1.61 1.6 1.55 1.66 1.626
K 1.36 1.35 1.38 1.4 1.345
L 1.3 1.29 1.3 1.25 1.567
M 0.889 0.89 0.87 0.89 0.842
N-cyclohexyl-p-toluenesulfonamide
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
A 7.771 7.75 7.53 7.66 7.77
B 7.289 7.31 7.36 7.39 7.27
D 3.123 3.18 4.05 2.52 3.188
E 2.423 2.39 7.32 2.43 2.404
F 1.744 1.76 1.93 1.71 1.648
G 1.618 1.62 1.8 1.68 1.604
J 1.501 1.46 1.44 1.66 1.409
K 1.21 1.44 1.8 1.15 1.269
L 1.19 1.46 1.93 0.94 1.563
M 1.13 1.45 1.44 1.14 1.583
chlorimuron-ethyl
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
B 8.4 8.04 0.36 0.1296 B
C 7.71 8.02 -0.31 0.0961 C
D 7.69 7.53 0.16 0.0256 D
E 7.67 7.77 -0.1 0.01 E
G 6.486 6.12 0.366 0.133956 G
J 4.385 4.31 0.075 0.005625 J
K 4.122 3.96 0.162 0.026244 K
L 1.388 1.4 -0.012 0.000144 L

C. R. Chimie— Supplementary material



Wern Huay Mah et al.

Fenamiphos
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
A 7.127 7.21 7.53 7.14 7.295
B 7.07 7.08 6.86 7.08 6.982
C 7.06 7.01 6.72 7.07 6.93
D 4.155 4.13 4.03 4.19 4.076
E 3.464 3.42 4.05 3.42 3.214
G 2.422 2.46 2.39 2.46 2.49
] 2.332 2.29 2.72 2.34 2.346
K 1.347 1.3 1.29 1.29 1.218
L 1.17 1.18 1.25 1.16 1.211
M 1.15 1.18 1.25 1.16 1.211
Pyraclofos
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
A 7.953 .77 8.02 7.65 7.49
B 7.636 7.75 8.02 7.8 7.767
C 7.592 7.6 7.21 7.89 7.663
D 7.409 7.49 7.1 7.69 7.444
E 4.31 4.26 4.03 4.19 4.345
F 4.31 4.26 4.03 4.19 4.415
G 291 2.89 3.45 2.54 2.918
J 2.87 2.89 3.45 2.54 2.848
K 1.716 1.72 1.92 1.31 1.64
L 1.43 1.37 1.29 1.29 1.304
M 0.994 0.98 0.97 0.99 1
Diflumetorim
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
A 8.317 8.48 7.92 8.34 8.223
B 7.324 7.19 7.2 7.22 7.475
C 7.086 7.02 6.87 6.89 7.056
D 6.481 6.61 6.52 7.36 6.411
F 5.118 4.94 4.05 4.19 4.87
G 2.45 2.46 2.36 2.59 2.534
] 1.92 2.06 1.87 1.85 1.86
K 1.91 1.84 1.87 1.85 1.926
L 0.953 0.94 0.84 0.96 0.842
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Triflumizole
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook
position Suite
A 8.29 7.89 7.5 8.14 7.797
B 7.684 7.16 7.25 7.14 7.152
C 7.659 7.8 7.47 7.65 7.603
D 7.498 7.37 7.1 7.43 7.356
E 7.123 7.52 6.96 7.46 7.347
F 6.82 7.38 7.21 7.21 7.43
G 4.292 4.8 4.18 4.21 5.274
] 3.363 3.46 4.07 3.35 3.433
K 1.552 1.6 1.08 1.57 1.566
L 0.882 0.92 1.02 0.94 0.883
indoxacarb-MP
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ~ ChemDraw ACD Workbook
position Suite
A 7.552 7.61 7.44 7.42 7.893
B 7.38 7.44 7.06 7.07 7.194
C 7.34 7.31 7.29 7.41 7.196
D 7.31 7.08 7.47 7.24 7.521
E 7.221 7.16 7.06 6.79 7.275
F 5.702 5.85 3.68 4.96 4.958
G 5.223 5.78 3.68 5.06 5.938
] 3.73 3.74 3.73 3.76 3.73
K 3.72 3.79 3.77 3.67 3.837
L 3.492 2.89 1.92 3.44 3.675
M 3.268 2.61 1.92 3.19 3.796

3',4’-diacetamido-5’-chloro-2-(2,4-di-tert-pentylphenoxy)-2'-hydroxybutyranilide

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ~ ChemDraw ACD Workbook

position Suite
D 8.493 8.33 6.75 7.64 7.615
F 7.221 7.27 6.94 7.48 7.162
G 7.045 7.09 7.31 7.34 7.162
J 6.654 6.72 6.73 6.6 6.69
K 4.639 4.71 4.3 4.7 5.151
L 2.295 2.23 1.97 2.2 2.12
M 2.196 2.23 1.97 2.2 2.169
N 2.1 2.2 1.43 2.09 2.248
(6] 1.96 1.77 1.92 1.54 1.662
P 1.93 1.77 1.92 1.54 1.662
Q 1.579 1.66 1.92 1.54 1.66
R 1.469 1.37 1.39 0.91 1.285
S 1.434 1.36 1.39 0.91 1.285
T 1.233 1.31 1.39 0.91 1.322
0] 1.135 1.11 1.25 0.91 1.123
\% 0.693 0.69 0.97 0.91 0.682
w 0.655 0.71 0.97 0.91 0.753
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2'-acetamido-3'-chloro-5'-(2-(2,4-di-tert-pentylphenoxy)butyrylamino)-6'-hydroxybenzanilide

Experimental (ppm)

Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw  ACD Workbook

position Suite
D 8.478 8.33 6.75 7.64 7.635
E 7.929 7.95 7.8 7.96 7.818
G 7.568 7.5 7.4 7.53 7.32
J 7.488 7.44 7.5 7.54 7.54
K 7.229 7.27 6.94 7.48 7.284
L 7.082 7.09 7.31 7.34 7.162
M 6.703 6.72 6.73 6.6 6.69
N 4.666 4.71 4.3 4.7 5.151
P 3.369 2.23 1.97 2.2 2.183
Q 2.12 2.2 1.64 2.09 2.248
R 1.99 1.77 1.92 1.54 1.662
S 1.93 1.77 1.92 1.54 1.662
T 1.585 1.66 1.92 1.54 1.66
U 1.486 1.37 1.39 0.91 1.285
\% 1.442 1.36 1.39 0.91 1.285
w 1.237 1.31 1.39 0.91 1.322
X 1.157 1.11 1 0.91 1.123
Y 0.709 0.69 0.97 0.91 0.682
Z 0.662 0.71 0.97 0.91 0.753

I-menthyl butyrate
Experimental (ppm) Predicted (ppm)

Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook

position Suite
A 4.683 4.85 4.62 4.51 4.75
B 2.258 2.26 2.36 2.35 2.23
C 1.985 1.63 1.78 1.5 1.171
D 1.869 1.9 2.18 1.41 1.716
E 1.68 1.45 1.3 1.63 1.312
F 1.66 1.4 1.3 1.63 1.039
G 1.642 1.63 1.68 1.79 1.655
J 1.486 1.76 1.43 1.54 1.314
K 1.367 1.45 1.3 1.83 1.183
L 1.05 1.21 1.3 1.38 1.312
M 0.95 1.41 1.78 1.75 0.893
N 0.94 0.89 0.97 0.98 0.939
p 0.91 0.79 0.93 0.86 0.762
Q 0.89 0.86 0.88 0.83 0.82
R 0.861 1.15 1.3 1.38 1.039
S 0.761 0.83 0.88 0.83 0.586
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ethyl 5-acetoxyoctanoate

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook
position Suite
A 4.892 4.67 3.74 4.47 4.785
B 4.126 4.14 4.1 4.01 4.1

C 2.303 2.32 2.62 2.35 2.185
D 2.039 2.03 2.09 2.02 1.008
E 1.62 1.73 1.62 1.66 1.549
F 1.59 1.52 1.8 1.49 1.501
G 1.52 1.4 1.8 1.49 1.525
J 1.33 1.32 1.37 1.31 1.274

K 1.253 1.24 1.23 1.07 1.23

L 0.907 0.92 0.9 0.92 0.92

Brucine
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw ACD Workbook

position Suite
A 7.816 6.87 6.69 7.05 6.774

B 6.675 6.8 7.82 6.8 7.53
C 5.891 6.23 5.78 5.42 5.885

D 4.288 4.13 4.27 3.3 3.74
E 4.137 4.17 4.09 3.99 4.053
F 4.062 4.07 4.09 4.09 4.137

G 3.905 3.86 3.89 3.75 3.74
J 3.858 3.9 3.91 3.76 3.938
K 3.86 3.91 1.59 2.45 3.873
L 3.826 5.09 3.83 3.62 4.166
M 3.69 3.97 3.13 2.98 2.713
N 3.17 3.2 3.13 2.3 2.875

p 3.14 3.22 2.13 1.92 3.13
Q 3.092 2.16 2.3 1.95 1.808

R 2.838 2.88 3.13 24 3.19
S 2.71 3.26 3.13 3.08 3.693
T 2.655 2.71 2.88 2.21 2.686
0] 2.355 1.99 3.57 1.63 1.417
\Y 1.88 2.46 2.88 2.46 3.141
W 1.84 1.91 2.3 1.7 1.818
X 1.458 1.48 3.57 1.38 2.327

Y 1.261 3.26 1.27 0.9 2.25
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S-benzyl-N-benzyloxycarbonyl-L-cysteine
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
B 7.34 7.32 7.45 7.4 7.363
C 7.32 7.24 7.4 7.25 7.238
D 7.26 7.34 7.34 7.33 7.295
E 7.22 7.3 7.59 7.32 7.28
G 5.11 5.09 5.09 5.05 5.073
J 4.6 4.6 4.05 4.74 4.541
K 3.694 3.65 4.2 3.7 3.694
L 2.88 2.805 3.16 2.93 2.813
Noscapine
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
A 6.966 7.18 7.44 7.04 6.44
B 6.31 6.38 6.63 6.56 6.44
C 6.074 6.94 6.86 7.08 7
D 5.94 5.9 5.68 6.07 5.811
E 5.573 4.9 4.3 6.28 5.513
F 4.391 4.45 4.05 4.88 4.253
G 4.092 3.88 3.81 3.89 4.068
J 4.047 3.98 3.81 3.68 3.778
K 3.864 3.85 3.88 3.85 3.915
L 2.6 3.12 2.78 2.74 2.51
M 2.546 2.37 2.55 2.22 2.429
N 2.36 291 2.84 2.77 2.937
p 2.34 2.88 2.78 2.64 2.2
Q 1.91 2.78 2.84 2.73 2.725
5-acetoxy-6-methoxy-1,2-anthraquinone
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB ChemDraw  ACD Workbook
position Suite
A 8.63 8.73 8.27 8.46 8.63
B 7.68 8.92 8.27 8.43 7.68
C 7.92 7.79 8.14 7.68 7.92
D 7.42 7.13 6.86 7.06 7.42
E 7.59 8.73 6.83 8.7 7.59
F 6.53 6.74 6.68 6.4 6.53
G 4.02 3.86 3.87 3.83 4.02
H 2.5 2.18 5.27 2.29 2.5
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1-(4,5-bis(ethoxycarbonyl)-1H-1,2,3-triazol-1-yl)-8-(4-ethoxycarbonyl-1H-1,2,3-triazol-1-yl) naphthalene

Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook
position Suite
A 8.27 7.84 7.7 7.84 7.843
B 8.25 7.84 7.7 7.84 7.843
C 8.001 9.41 2.36 8.08 8.395
D 7.73 7.65 7.24 7.48 7.6
E 7.72 7.64 7.34 7.48 7.712
F 7.53 7.86 7.21 7.48 7.923
G 4.445 4.39 4.38 4.25 4.433
K 4.226 4.37 4.38 4.25 4.434
L 1.44 1.36 1.33 1.3 1.409
M 1.43 1.36 1.33 1.3 1.385
N 1.151 1.36 1.33 1.3 1.317
Fluacrypyrim
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook
position Suite
A 7.548 7.23 6.62 8.13 7.385
B 7.485 7.43 7.44 7.35 7.491
C 7.36 7.35 7.32 7.25 7.167
D 7.35 7.34 7.32 7.36 7.344
E 7.189 7.28 7.44 7.37 7.491
F 6.625 7.06 7.21 5.94 6.672
G 5.343 5.52 5.34 5.16 541
J 5.292 5.19 4.58 5.24 5.325
K 3.797 3.72 3.75 3.8 3.883
L 3.673 3.78 3.87 3.69 3.765
M 1.397 1.41 1.29 1.35 1.401
Fenpyroximate
Experimental (ppm) Predicted (ppm)
Hydrogen SDBS MestReNova NMRShiftDB  ChemDraw ACD Workbook
position Suite
A 7.91 7.54 7.44 7.36 7.49
B 7.813 7.97 8.11 9.04 8.02
C 7.31 7.4 7.29 7.19 7.309
D 7.29 7.53 8.07 7.98 8.02
E 7.096 6.99 6.82 6.93 7.26
F 6.871 7.09 6.88 6.82 7.13
G 5.022 5.02 4.18 4.79 5.165
J 3.586 3.69 3.8 3.48 3.952
K 2.337 2.45 2.36 1.98 2.241
L 1.589 1.56 1.56 1.63 1.555
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