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NOVA

e Standard in Mnova 14.1 when a Mnova file has a molecule

» Save As -> Script: NMReData (*.zip)

=
s NMR ) y
Home  View  Molecule  Prediction  Tools  Datadnalysis  Database  Verfication  Elucidation [P ERRIIN @ @ options -
& . - B= | Assignment Labels
g
A A x @ = ] Assignment Qualities
Auto Manual - Swap  Deduce NMR  Molecule
ignment | Assi B asi | Assign Symmetric Atoms | Assignments| Window
Assignments Quick Options View
H A N =R Al e S ¢S ] - ol -
Pages & X | [G] Mebeverin_Autoassigned % Assignments a x
=
- - = 3 -
@ x 4 w3 #
. < n = © " ~ n 00 ReportTable Copy  Delete Expand Colapse Hide  Setup Deduce
d mehm}rin.ll.ﬂd g : 2 4 I_': : N Avaiiable spectra: I s
Mebevert hydrochloridfin n 5 o o 3000 » || di_mebeverin.14.ser Mebeverini hydrochlori &
around 50ma in MeOD | | | | ) dj_mebeverin.10.fid Mebeverini hydrochlori
3.dim MP_zadc 9 | 2800 4 | gj_mebeverin.16.1.2ir Mebeverini hydrochlc .
] - ‘ '
adim y 2600 Atom Gppm)  Min..Max (ppm) Qualty 3 HSQC  COSY HMBC |~
@ 20721 1C  |145.8648  148.7943..145.9353/0.90 V13,6
MestReNova Document (~.mnova) 2cC 153.5900  153.5900..153.5000 0.90 7|8
0. 4. . 14, 16 N ¥ 3C 110.5850  110.4882..110.5718 0.89
5.dj_m e Sy g MestReNova Pages (*:mnpag *mnova) H 17.098 7008170657 089 8.5008) ar o
m = H Adobe PDF Files (*.pdf) v ac
BMP Image (*.bmp) H 7.7102 7.6912..7.7293 8.50(3. v]3,6
C 2 4 g P
6.di_m H3'°\D/ \a/ i Enhanced Metafile (*.emf) - é E 1235100 123,5000..123.5100/0.90
Galactic (*.
Ej | JZAEM';(_&S(E?dxa dx ™ jem *.cs " jeamp) H 7.5650 7.5455..7.5840 0.90 1.80(4) v 4 V|1
Jo A e s vac
. JM"E;’”;%E (’JFSS dpeg) H3 3.9051  3.8911.3.9158  0.61 G
caiLy estReC (*.mrc) v wc
Multiplet Regions (".txt) - H3 38654  3.8638.3.8671  0.64
Q Save s NMR CSV File (*.csv * 1) 11C  158.9600  157.9900..159.9400
PNG Image (*.png) v 1ac
1 T PPM \maga f"PPm) H2  4.4192 4.3849..4.4513 0.70 v 15
visc
1 VG Image (5vg) HZ 19819  1.9572.19667  0.83 V114,18, 17
[ ] Y Orgenizar v wyTIFF Image (“4iff) v i6C
XBM Image (*xbm) H2 19773 1.9700..1.9846 0.90 v 15
cample | XPMimage (“xpm) v c
Script: 1D Multiplet Integral Series (*.cov *txt) H:I 3.2942 3.2400..3.3458 -1.00 v 15
figures Script: Assignments (~.ux) W 33818 3345434284 089 S
output Script: NMR 1D Custom CSV (%.csv *.tx) 4 »
Seript: NMR 1D Peak List (*.csv ".txt)
& OneD: Script: NMR C5V Matrix (*.csv *.bx) Assignments | Parameters  Integrals  Multplets  Peaks
nedrive Script: MMR CSV Matrix (Transposed) (%.csv ") %
Nombre. |So0Bt NMR Peak Table (.cov ") Compounds 8
ombre: =
B % B
Tipo: | Script: NMReDATA (“.zip) Report Add Delete Setup = Graphical Props
Molecule Properties
~ Ocultar carpetas Cancelar Holecular Form
- A Average Mass:,
" w Monoisatopic M
L ]
Name:
o L m Labek
e o7 T Color:
200 1 ,
Assignments:
i Y Y ' Py 'l vt ", g #. A g Molealar com
3 g 3 3 2 =2 22 5 2= 400 =
T T T T T T T T T T T T T T -
170 165 160 155 150 145 140 135 130 125 120 115 110 105 s
[ ] fL(ppm) n ¥
[=1ll¢ »E[« ¥
s@Y O > pectrum region. Press Shift to swap the modes: snap to peak/pick a peak fresly. Signature: % Licenses: () DB: ©




NOVA

Assignments and J-Couplings will be exported as in assignment table

Unassigned J-couplings will not be exported in J-Tag

[FEI S I

H3,
H4,

3,

H&,
HE,
H10,
11,
H14,
H15S,
H1E,
H17",
H17"",
H1S,
H20",
H20"",
H21,
H22Z,
H23,
24,
H25,
H2E,
27,
H28,
H2S,
H31,

=

H3, H4,

=

<NMREDATRE ASSIGNMENT> »
145.8648, 1\
153.5900, 2\
110.5850, 3\
7.0328, H3\
7.7102, HAa\
123.5100, 5\
7.5650, HE\
3.9051, HB\
3.8654, H10\
158.%600, 11\
4.4192, H14\
1.9619, H15\
1.9773, H1e\
3.2942, H1TM
3.3818, H17T\
3.7040, H19\
3.32e4, H20M\
3.3344, H20\
1.4238, H21\
3.151%, H22\
1.2485, H23\
130.0300, 24\
7.1893, H23\
6.8820, H2E\
159.0400, 27\
6.8820, H2B\
7.1893, H29\
3.78259, H31\

<NMREDATZ J>
8.50, nb=3\

<NMREDATZ 1D 1H> v
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NOVA

 Multiplets or Peaks must be assigned to be exported as such in Spectrum Tags

> <NMREDATA 1D 1H>
HMR Lamgr:Eﬂﬂ_ 13303851:'?"1

Prediction Tc ) Database Verification Elucidation Processing Analysis

N £ kX veskcuves | JHE R 3¢ G2 multplet abes ﬂ\f 1 RO ntegrats Spectrum Location=file:./dj mebeverin/10/fid\
e e SR reime | SR SEE waterenses s JE K s S yRE=5043de £2cBe9aTb759781158b6d65a2c\
- picking M%) - - Analysis 4 &l Multiplet Curves | integration J% 3¢ Integral Curves | Fitting~
Reference Peaks Multiplets Integrals Fitting Pul = Epr o gr am== g_3 1] "\.
e e L 7.7076, S=dd, L=H4, N=1, E=101400.16, J=8.53(H3),1.93\
Ld| = 7.5664, 3=d, E=108858.6&6, J=1.79\
Cud RNERR P a3 7.18%4, s=d, IL=H2S5, H2%9%, N=1, 1, E=182705.05, J=B.53\
2.(1) d dintnpbeverin. 10.fid ~ I~ M~ o~
Mebmzerﬁ'ti’ﬁydmchloridum\/ Vol 7.0328, 5=d4, L=H3, N=1, E=87130.41, J=8§.385%
around 50mg in MeQD
ﬂ MP-PROTON MeOD Jopt/topspin3.5pl5/data/jeannerat nmr 19 &£.883%, s8=d, IL—=H2&, H28, ¥N=1, 1, E=171c4%.67, J=8. 53\
- -18000 < dj_mebeverin.11fic
' 8 zla/ e 17000 :j:::::::}i:w
j O A N e s -16000 [
R “ \\i o ¢ ¢ '\g zﬂ \T [ 15000 Atom GEpm)  Min.Max(pm)  Quaity 3
. o 0 PR i
Gdim (14000 v 3C 110.5850 | 110.4982..110.6718 0.89

B
I

7.0328 7.0081..7.0657 0.89 8.50{4)
13000 v ac
7.7102 7.6912..7.7293 -1.00 8.50(3)

~12000 123.5100 | 123.5000..123.5100 0.80

~
C3
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<
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=3

H 7.5870 7.5570..7.5770

11000 BTG
H3 3.9051 3.8911..3.9168 0.61
4 (dd) B (d) 25,29 3/(d) 26,28 (d) 10000 v o
7.71 7.57 7.19 7.03 6.88 H3 33854 3.8633.3.8671  D.64
~9000 1€ 158.9600  157.9900..159.9400
v 14cC
000 — CHZ 44192 438%9.44513 0.0
H2 19619 1.9572..1.9667 0.83
7000 v BC
H2 19773  19700..1984%  0.90
¥ 17 C
. H 32942 3.2400.3.3458  -L00
AS S Ig n e d " 33818 3.3454.3.4284  0.89
¥ 19
37040 3.6392.3.75%4  0.90

573 28:28 4000

C
H
c
H  3.3264 3.3198..3.3318 0.17
H
o}
H.
C

| 3 o 3000 " 3.3344 3.3288..3.3416 0.00
I ‘ v 21

4 ! 3 1.4238 1.4100..1.4600 -1.00
-2000 ¥ 2

o H2 3.1919 3.1704..3.2134

-1000 v 3cC

H3  1.2485 1.2178..1.2762 0.%0

0 24C 1300500 | 130.0500..130.0600 0.89

—

2 AE (E
T T L e 1000 H 7.1893 7.1600..7.2188
= S 3 g & v®scC
= = = = = H 68820 6.8527..6.9111 0.89
T T T T T T T T T T T T T T T T T T T T 27 C  155.0400 | 159.0300..159.0400 0.50
nis 770 7.65 7.60 7.55 7.50 7.45 7.40 735 7.30 7.25 7.20 7.15 7.10 7.05 7.00 6.95 6.90 6.85 6.80 v BC

6.8820 6.8527..6.9111 0.89

f1 (ppm)




NOVA

 Multiplets or Peaks must be assigned to be exported as such in Spectrum Tags

> <NMREDATA 1D 1H>
HMR Lamgr:Eﬂﬂ_ 13303851:'?"1

Home w e Prediction Data Analysis Database Verification Elucidation Processing Analysis

N & KRE Croccmes  Jpo K R B S vonpietaoer ﬂﬁ 1 RO ntegrats Spectrum Location=file:./dj mebeverin/10/fid\
e | e SRl e e S et e s mene e MD5=5043de£2c8e9a7b759781158b6d65a2c\
= Picking e ¥ Analysis ks 1 ultiplet Curves  Integration J&. ntegral Curves  Fitting~
.Reference Peaks !\.mltip\ets Integrals Fitting Pul = Epr o gr am== g_3 1] "\.
e 7.7076, s=dd, L=H4, N=1, E=101400.16, J=8.53(H3),1.93\
ages Mebeverin_Autoassigned* x
= 7.5664, 3=d, E=108858.6&6, J=1.79\
— djﬁ{a‘:be%eﬁn.l[).ﬁd [E},E? EE 7.18%4, s=d, IL=H2S5, H2%9%, N=1, 1, E=182705.05, J=B.53\
Mebmzerﬁ'ti’ﬁydmchloridum\f Vol 7.0328, 5=d4, L=H3, N=1, E=87130.41, J=8§.385%
around 50mg in MeQD
ﬂ MP-PROTON MeOD Jopt/topspin3.5pl5/data/jeannerat nmr 19 &£.883%, s8=d, IL—=H2&, H28, ¥N=1, 1, E=171c4%.67, J=8. 53\
- -18000 < dj_mebeverin.11fic
' i zla/ & 17000 :j:::::::}i:w
i Hsc/o\‘/&\\\s/"\o/“\u/W"‘W/N\‘w/ﬂ\za/ﬂ‘\‘m 16000 : :
2 ‘ | \ Il | [ 15000 Atom GEom)  MinMax(pm)  Quaty ]
) Hﬂ%\u/z\ e ) - /”\0/5“\"‘3 A
Gdim . - (14000 v 3cC 110.5850 | 110.4982..110.6718 0.89

B
I

7.0328 7.0081..7.0657 0.89 8.50{4)
13000 v ac
7.7102 7.6912..7.7293 -1.00 8.50(3)

~12000 123.5100 | 123.5000..123.5100 0.80

~
C3
El
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@
o0
=3

H__|7.5670 7.5570..7.5770

11000 CEG
H3 3.9051 3.8911..3.9168 0.61
B (d) 3(d) 26,28 (d) -10000 v o
7.57 7.03 6.88 H3 3.8654  |3.8638..3.8671  0.64
~9000 1€ 158.9600  157.9900..159.9400
v 14cC
000 — CHZ 44192 438%9.44513 0.0
H2 19619 1.9572..1.9667 0.83
7000 v 15¢C
H2 19773  19700..1984%  0.90
¥ 17 C
. d H 32942 3.2400.3.3458  -L00
. " 23318 3.3454.3.4284  0.89
ot assignhed SS|gne v
37040 3.6392.3.75%4  0.90

573 28:28 4000

C
H
c
H  3.3264 3.3198..3.3318 0.17
H
o}
H.
C

6
| 3 o 3000 " 3.3344 3.3288..3.3416 0.00
I ‘ v 21
4 ! 3 1.4238 1.4100..1.4600 -1.00
-2000 ¥ 2
o H2 3.1919 3.1704..3.2134
-1000 v 3cC
H3  1.2485 1.2178..1.2762 0.%0
0 24C 1300500 | 130.0500..130.0600 0.89
—_—

2 AE (E
T T L T 1000 H 7.1893 7.1600..7.2188
= Z 3 g & v®scC
= = = = = H 68820 6.8527..6.9111 0.89
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NOVA

e Standard inputin Mnova 14.1 from .zip File or Folder

* Following operations will import NMReData:
* File Open
* Drag & Drop

e serialization.open(aPath)

@ Open x
&« v » Esteequipo » Escritorio » Issues » MMReDATA » SMASH » eample » v Buscar en example yel
Organizar + Mueva carpeta == ~ [N 9
releases 2 MNombre Fecha de modifica...  Tipo Tan
Feature13318 Mebeverin 11/ Carpeta de archivos
Bug output 13/09 Carpeta de archivos
example @ Mebeverinmnova 11/09/20 Archivo MMOWVA
figures @ Mebeverin_Autoassigned.mnova 21 Archiva MMOVA
output : Menthel_full_assignments_including_2D_diag.zip 2941 Carpeta comprimi... 13
# Menthol_full_assignments_including_2D_diag_1D.zip 13/09/2019 12:19 Carpeta comprimi... 14
@ OneDrive
] Tipo: Carpeta comprimida (en zip)
8 Este equipo Tamafio: 123 MB
; Descargas o Fecha de modificacién: 13/09/2019 12:19 s
Mombre: |Menthol_fuII_assignments_including_ED_diagjD.zip v| All Files (*.%) b




NOVA

* A new Mnova Document is created, with molecule, spectra, and all imported
information, e.g. Assignments, Couplings, Multiplets , Peaks, 2D- Correlations

NMR

Home  View  Molecule  Prediction  Tools  DataAnalysis  Database  Verfication  Elucidation [EECIERIEENREIIE CR PR RO D @@ options

o (’ - kX Peak Curves J i 4 ] Multiplet Labels J' i R IRE ¥ inte ‘é
'} N j\ 4 EM I\ .
-A P ,L‘ k3 | Peak Labels % [E wa [¥] muttiplet Ranges . T e
Reference  Auto Peak Auto Muttiplet Auto Line Clean 1H  More
- picking N2 B o - Analysis @ [ muttiplet Curves | Integration Fitting= | Analysis | Spectrum~ Tools -
Reference Peaks Multiplets Integrals Fitting Advanced
4 ES « Al adr S - m-H-d5-
Pages Document 1 % [@] Document 4= Assigrments -
-
1. (1) compound; - B % + - v B @

ReportTable Copy Delete  Expand Collapse Hide Setup Deduce

L amasses Avalable spectra: Linked specra;
AN-menthol.11.1.1r MP_zgde CDCI3 /opt/topsp =

AN-mentbol.10.1.1r
MP‘-PRD‘@I{% CDd3 fopt/topspin3.5pls/data/lacour nmr 15

6000000
2. AN-menthal. 11 5 AN-menthol.16.1.2rr NOESYPHSW CDCI3 /opt/t
AN-menthol.13.1.2rr MP-cosygpppef CDCI3 /op
5500000 AN-menthel.12.1.7r MP_DEPT135 CDCI3 fopt/tc
Menthol.18.1.2rr
4 || AN-menthol.18.100.1r
3. AN-menthol, 15 | Lsa0o000 AN-menthol.17.1.2rr bbhd_psyche_clip_cosy.mk
I AN-menthnl 101 1e MP-PROTON (NI fante ©
' | 4 »
4500000 Atom a@pm) 1 HsQC | cosy HMBC NOESY
vic 34.5669 1a, 1b /| 2a, 2, 53, 6,7
4. AN-menthel. 1 Ha 0.8620 1 vl1b,2a,2b | [v]2,3,56,7
p— ] Ho | L6810 1 V13, 23,2b | 12,5
i F% 4000000 T 22,2b /|12, 1b,3,4,9
i Ha | 16285 2 V13, 1b, 2 | [/11,3,4,6,9
+ Il Ho L0067 2 vi1a,1b,2.. | []1,3
| 3500000 ¥ 3C 50.1583 3 |13, 2a, 2b, 4, 5a, 5b, 9,
5. A-menthal, 15 H 11282 3 V2,4 72,4,9, 10
= 5 v 4c 715891 4 /23,3, 5a, 5
Sy H 34281 4 v13,58,5 | [412,3,5,6,9 7|10
1§ lage 13000000 v 5C 450838 53, 5b 13, 1b, 46,7
i 343 Ha 19840 5 714, 5b 71,3,4,6,7
- Ho 09720 5 714, 5a 13,4,6,7
6. A-menthol, 1 ¥ 6C  3L6232 6 |13, 2a, 4, 58, 50, 7
— 2500000 H 13415 [ 717 71,57
= v 7c 22.2293 7 /| 1a, 5a, 5b, 6
N, H3 09331 7 76 11,56
v 80
r2000000
v 9cC 25842 9 |2a,3, 4,10, 11
7. A-menthol. 1 H 21883 E] /110,11 /12,3, 10,11
p— ¥ C 161017 10 [3,8, 11
1500000 H3 0.8308 10 V19 13,9, 11 714
vo11C 20,9880 11 219,10
H3 09483 11 V19 13,8, 10
8. AN-menthol. 1¢ 1000000

s
18
1
T 500000
B I
o 0

| — -
3 € Bow¥28heo
5 Zo=228RsS F-500000
10. Menthol. 18. T T T T T T T T T T T T T T T T T T
- ' 15 14 13 12 11 10 9 6 5 4 3 2 1 0 -1 2
? f1 (ppm) =

| &
(v}




NOVA

 NMReData is a standard input/output option, it can be used for all Mnova
automations, e.g. Mgears:

% Mnova Gears ? X

i 5 =
Input Processing q;'; Plugins Design Output Settings
E

Main Directory: |C:/Users/mitch/Desktop/Issues NMReDATA/SMASH/gissmo fdata

&
o
= Master File: o | |KE
@D NMR  MSENIS | Structures
Main Directory: C:fUsersmitch/Desktop/IssuesNMReDATASMASH  gissmo fdata
o .
Path Mask: - M
g ath Ma: zip Q
E Associate By Name
o
Associate By SDF Tag:
«
01; Result of mask *.zip in folder C:/Users/mitch/Desktop/|ssues/NMReDATA/SMASH/ gissma/data ? >

C:Users/mitch/Desktop,Issues/NMReDATA /SMASH gissmo /data/10-Maybridge_Ro3_Fragment_07_D10_simulation_1_nmredata.zip | &
C:/Users/mitch/Desktop /Issues/MNMReDATA [SMASH (gissmo/data/100-Maybridge_Ro3_Fragment_11_G08_simulation_1_nmredata.zip
Advanced Options C:/Usersmitch/Desktop/Issues/NMReDATA /SMASH,gissmo /data/ 1000-Maybridge_Ro3_Fragment_07_B03_simulation_1_nmredata.zip
C:/Users mitch/Desktop/Issues /MMReDATA [SMASH gissma/data /100 1-bmse000741_simulation_1_nmredata. zip
C:Users/mitch/Desktop/Issues/NMReDATA /SMASH gissmo /data/1002-bmse000 184 _simulation_1_nmredata. zip
C:/Users/mitch/Desktop/Issues /MNMReDATA [SMASH gissmo/data/1003-Maybridge_Ro3_Fraament_05_A06_simulation_1_nmredata.zip
C:Usersmitch/Desktop,Issues/NMReDATA /SMASH gissmo/data/ 1004-bmse000368_simulation_1_nmredata. zip
C:/Users mitch/Desktop/Issues/MMReDATA [SMASH gissma/data,/ 1005-bmse000 147 _simulation_1_nmredata. zip
C:/Users/mitch/DesktopIssues/NMReDATA /SMASH gissmo /data/ 1006-Maybridge_Ro3_Fragment_04_HO5_simulation_1_nmredata. zip
C:/Users mitch/Desktop/Issues /MMReDATA [SMASH gissma/data,/ 100 7-bmse000354_simulation_1_nmredata. zip
C:Users/mitch/DesktopIssues/NMReDATA /SMASH,/gissmo /data/1008-Maybridge_Ro3_Fragment_11_F06_simulation_1_nmredata.zip
C:/Users/mitch/Desktop/Issues /MNMReDATA [SMASH gissmo/data,/ 1009-Maybridge_Ro3_Fraament_01_GO07_simulation_1_nmredata.zip
C:Usersmitch/Desktop,Issues/NMReDATA /SMASH gissmo /data/ 10 1-bmse000666_simulation_1_nmredata. zip -

oK Cancel

[— ' ’ r ) Bt )
Resume Load From File Save To File Load From Registry === Save To Registry OK Cancel
[] []




NOVA

 NMReData is a standard input/output option, it can be used for all Mnova

automations, e.g. Mgears:

" Resume

'-.
.' Load From File l.—l Save To File Load From Registry  |=== Save To Registry OK Cancel

%y Mnova Gears ? x
Cl . Co B i
Input Jﬂ\_ Processing .[!'] Plugins Design Output Settings
Disk
Directory: C:fUsers/mitch/Desktop/Issues MNMReDATA fSMASH/gissmo results CO nve rts a | I N IVI Re Data
+| Mnova f- I . f I d .
Save Mnova Document in: I eS I n a O e r I n M n Ova
Save a Copy of the Mnova Document with the Raw Data d t
oo ocuments
DB
Expert
4
Script:
Attach Data From Input Folders Zip And Indude Raw Data Save Structure in a New Record Avoid Saving Images
Create Reports on-the-fly | | Save Resuts in Subfolders Sorting by Parameter: || @ poc\it of mask *.zip in folder C:/Users/mitch/Desktop/Issues/NMReDATA/SMASH/ gissmo/data ?

C:Usersmitch/Desktop,Issues/NMReDATA /SMASH gissmo /data/ 10-Maybridge_Ro3_Fragment_07_D10_simulation_1_nmredata. zip
C:/Users/mitch/Desktop /Issues/MNMReDATA [SMASH (gissmo/data/100-Maybridge_Ro3_Fragment_11_G08_simulation_1_nmredata.zip
C:/Usersmitch/Desktop/Issues/NMReDATA /SMASH,gissmo /data/ 1000-Maybridge_Ro3_Fragment_07_B03_simulation_1_nmredata.zip
C:/Users mitch/Desktop/Issues /MMReDATA [SMASH gissma/data /100 1-bmse000741_simulation_1_nmredata. zip
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Mgears would allow to perform a great number of analysis using NMReData as
Input or Output
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e GISSMO database: http://gissmo.nmrfam.wisc.edu/
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Comparison with Mnova predicted shifts helps with the detection of errors in

assignments (or predictions)


http://gissmo.nmrfam.wisc.edu/

Conclusions

* Mnova 14.1 supports NMReData as input and output

* Great potential for automated solutions
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If original data files are “Not found”, Mnova will ask for their location
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