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GISSMO_v2
File Edit View Go Bookmarks Help
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GISSMO_v2 ' - =
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Maybridge RO3_

liorar) 9.8 MB executable Thu 09 Aug 2018 09:05:13 AM CDT

874 bytes shell script Wed 08 Aug 2018 09:36:12 AM CDT
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Music
[ Picture:
[E videos
& Trash
Network
= Brow...

"run_GISSMO_GUI.sh" selected (125 bytes), Free space: 4.0 GB

7 GISSMO_v2 |

g ef o 0 W i ([ (B (2] Right ctrl



Fa =) (=) E

File Machine View Input Devices Help

@Applications Places System @E.’ S 5 g}y ThuAug 9,13:39 [a]

nmrfam's Home

BMRB_metabolites

itial [Running] - ©racle' VM VirtualBox

NMRFAM_GISSMO_

File Edit View Go Bookmarks Help

GISSMO_v2 ' v &4 = 50% (2 | List View
il 12 <|[Enmitam| Epesktop | [aissmo_va)|

Maybridge RO3_
library

v | Size Type Date Modified

9.8 MB executable Thu 09 Aug 2018 09:05:13 AM CDT
874 bytes shell script Wed 08 Aug 2018 09:36:12 AM CDT
run_GISSMO_GULsh es shellscript Wed 08 Aug 2018 03:03:15PM CDT

Do you want to run
"run_GISSMO_GUI.sh", or display its
contents?

"run_GISSMO_GULsh" is an executable text file.

& Trash
Network
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"run_GISSMO_GUI.sh" selected (125 bytes), Free space: 4.0 GB
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Setting up environment
LD_LIBRARY_PATH is .:
/local/MATLAB/MATLAB R
v901//sys/os/glnxa64:
64

Help
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GISSMO' (Guided'Ideographic Spin System Model ©ptimization)'- v.
File Tools

YT

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo...

Get integral

Draw full experimental spectrum

Show 2D figure ‘

Water region (PPM):

a6 | [ = |

delete water region

DSS region (PPM):

[o1 ] [o1]

delete DSS region

Reset integral

Num points: 2~14

Same as exp. data

Line width: 0.3
Field strength:

Same as exp. data

Lorentzian coeff:

w
b =] <
=]

Gaussian coeff: 0.2

ROI region:

to 12

get ROI from exp. spectrum

Save automatically simulation info

compound_name

[ 2 2
1]
2 |
3 |
4]
Process | Optimization ‘ Group and optimize |
Copy selected cells ‘ Paste cells ‘ Swap two cells |
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Tools  Help

GISSMO' (Guided'ideographic Spin System Model Optimization)'- v. 2.0
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SlE

Create a project

Setting up environmen
LD_LIBRARY_PATH is .:
/local/MATLAB/MATLAB |
v901//sys/os/glnxa64:

Open a project file,

Get integral

Draw full experimental spectrum

64

p b
Save workspace r
Save spectra 3

Export for webserver

Exit

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo...

‘Water region (PPM):

a6 | [ = |

delete water region

DSS region (PPM):

[o1 ] [o1]

delete DSS region

Reset integral

Mum points:

Line width:

Field strength:

Gaussian coeff:

ROI region:

to 12

get ROI from exp. spectrum

Save automatically simulation info

Same as exp. data

Same as exp. data

Lorentzian coeff:

2n14

0.3

0

w
=]

0.2

compound_name

[ 1
1]
2 |
3 |
4]
Process | Optimization ‘ Group and optimize |
Copy selected cells ‘ Paste cells ‘ Swap two cells |
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L -« GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0
File Edit View Search | Fjz Tools Help

Setting up environment & & O

LD_LIBRARY_PATH is .: Get integral Draw full experimental spectrum Reset integral

/local/MATLAB/MATLAB_F =
v901//sys/fos/glnxa64: ‘ Num points: 2~14

64 Show 2D figure

Same as exp. data

Water region (PPM): Line width: 0.3

' Field strength:
a6 | E

delete water region
2 Same as exp. data

DSS region (PPM): Lorentzian coeff:

[o1 ] [o1]

w
b =] <
=]

Look In: |C3 GISSMO v2 Gaussian coeff: 0z

delete DSS region

o One Level

ROI region: to |:
compound_name
r [ 2 2
Folder name:
Files of Type: |All Files '|
Process | Optimization ‘ Group and optimize |
Save automatically simulation info
Copy selected cells ‘ Paste cells ‘ Swap two cells |

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo...
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L -« GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0
File Edit View Search | Fjz Tools Help

Setting up environment & & O

LD_LIBRARY_PATH is .: Get integral Draw full experimental spectrum Reset integral

/local/MATLAB/MATLAB_F =
v901//sys/fos/glnxa64: ‘ Num points: 2~14

64 Show 2D figure

Same as exp. data

Water region (PPM): Line width: 0.3

' Field strength:
a6 | E

delete water region
2 Same as exp. data

DSS region (PPM): Lorentzian coeff:

Select a directory containing all of your compounds =)

[o1 ] [o1]

delete DSS region v ‘E‘ Heskion v| @ Gaussian cosf 02

w
=] <
=]

B_metabolites
£3 GISSMO_w2
C3 Maybridge_RO3_library

ROI region: to |:
compound_name
[ [ 1 2

Folder name: |1homelnmrfam!DesktupIBMRB_metaboIites |

Files of Type: |AH Files '|

o))

pfflen selected file
Process | Optimization ‘ Group and optimize |
Save automatically simulation info

Copy selected cells ‘ Paste cells ‘ Swap two cells |

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo...
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File Edit View Search | Fjz Tools Help
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= GISSMO' (Guided'Ideographic Spin System Model ©ptimization)'- v.

Setting up environment & & O

LD_LIBRARY_PATH is .: Get integral

Draw full experimental spectrum

/local/MATLAB/MATLAB_F =

v901//sys/os/glnxa64:
64 1/sysfos/g Show 2D figure ‘

Water region (PPM):

a6 | [ = |

delete water region

DSS region (PPM):

[o1 ] [o1]

delete DSS region

Reset integral

Num points: 2~14

Same as exp. data

Line width:

=]
w

Field strength: 500

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

ROI region:

to 12

database entries:

get ROI from exp. spectrum

Save automatically simulation info

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo...

bmse000001(1,3-Diaminopropane)-initialvalues

Load

compound_name
[ 2 2
1]
2 |
3 |
4]
Process | Optimization ‘ Group and optimize |
Copy selected cells ‘ Paste cells ‘ Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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File Edit view Search | fio Tools Help

Setting up environment & & O

LD_LIBRARY_PATH is .: Get integral Draw full experimental spectrum Reset integral

/local/MATLAB/MATLAB_F =

v901//sys/os/glnxa64: Ffme
64 //sysfos/g Show 20 figure ‘ Num points: 2~14

Same as exp. data

Water region (PPM): Line width:

4.6 | | 5 | Field strength:

delete water region
2 Same as exp. data

DSS region (PPM): Lorentzian coeff:

[o1 ] [o1]

Gaussian coeff:
delete DSS region

database entries: |bms2000001(1,3-Diaminopropane)-Initialvalues v Load ‘
=

bmse000570((S)-(+)-2-hydroxy-3-methylbutyricacid)-Initiahvalues
- bmse000571(2-hydroxyhexanoicacid)-Initialvalues
12 get ROIfrom exp. spectrum bmse000572(2-hydroxyoctanaicacid)-Initishvalues
~|bmse000573(3-hydroxymandelicacid)-Initialvalues
| |bmse000574(3-methyl-2-oxopentanoicacid)-Initialvalues
_|bmse000575(3-methylglutaricacid)-Initialvalues
_|bmse000576(acetosyringone)-initialvalues
_|bms=000577((-)-cotining)-Initiabvalues P
c iahvalu
bmseo00579(monoethylmalonate)-Initialvalues \ S
bmse000580(mano-methylglutarate)-Initialvalues ks
bmse000581(3-methyl-2-butencicacid)-Initialvalues
bmse000582(4-Hydroxybenzaldehyde)-Initialvalues
bmse000583(4-Hydroxy-benzoicacid)-Initialvalues
bmse000584(acetovanillone)-Initiahvalues
bmse000585(dihydroconiferylalcohol)-Initialvalues
bmsenoosaé(dihydro-sinapylalcohal)-Initialvalues
bmseo00s87(Ferulicacid)-Initishvalues
bmse000588(gly-pro)-Initialvalues
lhmesnnnsaalmethulsinanatalinitiahalie =3

ROI region:

Process | Optimization ‘ Group and optimize |

Save automatically simulation info
Copy selected cells ‘ Paste cells ‘ Swap two cells |

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo... < |

B bgef @ O W [@ @[] Right ctrl
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= GISSMO' (Guided'Ideographic Spin System Model ©ptimization)'- v.
File Edit View Search | Fjz Tools Help

Setting up environment & & O

LD_LIBRARY_PATH is .: Get integral Draw full experimental spectrum Reset integral

/local/MATLAB/MATLAB_F =

v901//sys/os/glnxa64: Ffme
o4 //sysjos/q Show 20 figure ‘ Num points:

Same as exp. data

Water region (PPM): Line width:

46 | | 3 | Field strength: 500

delete water region
2 Same as exp. data

DSS region (PPM): Lorentzian coeff:
(o1 ] [ o1

Gaussian coeff:

delete DSS region

database entries: |bmseUUU578(ethylmalonicacid)-Initialvalues 'ﬂ Lo

ROI region: to 12 get ROI from exp. spectrum
| compound_name
r [ 2 2
1]
2 |
3 |
4]
Process | Optimization ‘ Group and optimize |
Save automatically simulation info
Copy selected cells ‘ Paste cells ‘ Swap two cells |

[ GissMo_vz B Terminal 4 GISSMO (Guided Ideo...

=) bge? @ 0] @ & [ & (8] Right ctrl
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Setting up environment

Q0 e

LD_LIBRARY_PATH is .:
/local/MATLAB/MATLAB F
v901//sys/os/glnxa64:
64

Show 2D figure

Water region (PPM):

a6 | [ = |

delete water region

DSS region (PPM):

[o1 ] [o1]

Get integral

Draw full experimental spectrum

Reset integral

Num points: 55536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff: 0.2

10 8

6 4 2

-2

database entries:

bmse000578(ethylmalonicacid)-initiahalues -

Load |

ROI region: to 12 .
e T et | ethylmalonic acid(merged) |
T T [ 10 11 [ 12 [ 13 | 1a [ 15
1+ = 10 0.9450 -12.4000 0 7.3800 7.3800 1.3300
aal -12.4000 0.9450 0 7.3800 7.3800 1.3300
12 Q 0 0.2450 7.3800 7.3800 1.3300
0.8 - T 13 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
14 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
15 1.3300 1.3300 1.3300 6.6700 5.6700 3.3101
0.6 A
0.4 - q
0.2 - B
0
1 L 1
10 6 4 0 -2
Proce Optimization ‘ Group and optimize |
Save automatically simulation info
Copy selected cells Paste cells ‘ Swap two cells |

[ GissMo_vz B Terminal ‘4 GISSMO (Guided Ideo... || 4« Reporting properties

el |

L
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File

System @E‘

Tools  Help
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LD_LIBRARY_PATH is .:
/local/MATLAB/MATLAB F
v901//sys/os/glnxa64:
64

Get integral

Draw full experimental spectrum

Reset integral

Show 2D figur

Warning: Setting the
mode is active.
> In matlab.uitools.i
In matlab.uitools.i
s)) (line 86)
In GISSMO=Draw_expe
In GISSMO>Draw_full
In gui_mainfen (1ling
In GISSMO (line 16)
In matlab.graphics.
raw_full_exp_spectrum

o

Water region (PPM):

[4s | [5 |

delete water region

DSS region (PPM):

[o1 ] [o1]

Num points: 55536

Same as exp. data

Line width:

Field strength: 499.84

Same as exp. data

Lorentzian coeff:

b i
Gaussian coeff: 0.2
delete DSS region
1 | | | | 1 |
10 8 6 4 2 0 -2
database entries: bmse000578(ethylmalonicacid)-Initiahvalues v| Load
ROI region: to 12 .
e T et | ethylmalonic acid(merged) |
2 T T T [ 10 11 | 12 13 14 | 15
10 0.9450 -12.4000 0 7.3800 7.3800 1.3300
1+ — aal -12.4000 0.9450 0 7.3800 7.3800 1.3300
12 Q 0 0.2450 7.3800 7.3800 1.3300
0.8 13 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
: 14 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
15 1.3300 1.3300 1.3300 6.6700 5.6700 3.3101
0.6 B
0.4 B
0.2 B
0 L i i
.02 I I I I I
10 8 B 4 2 0
Process | Optimization Group and optimize |
Save automatically Neormalized RMSD: 0.15758
Copy selected cells ‘ Paste cells ‘ Swap two cells |

[ GissMo_vz B Terminal ‘4 GISSMO (Guided Ideo... || 4« Reporting properties

[ {3} &3 (2] Right Ctrl
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#

GISSMO (Guided Ideogr:

File Edit View Search

File Tools Help

4

R

@Eﬂﬂ) Thu Aug 9, 13:47 IEI
S——

Setting up environment

Q0 e

LD_LIBRARY_PATH is .:

/local/MATLAB/MATLAB F

v901//sys/os/glnxa64:

64

Warning: Setting the
mode is active.

> In matlab.uitools.irn
In matlab.uitools.in

s)) (line 86)
In GISSMO=Draw_exper
In GISSMO>Draw_full]
In gui_mainfen (lineg
In GISSMO (line 16)
In matlab.graphics.i

raw_full_exp_spectrum

Show 2D figure

Water region (PPM):

[ 2s | [ =

delete water region

DSS region (PPM):

[ 01 ] [ o1

Get integral

Draw full

delete DSS region

ROI region:

10

get ROI from

1.2 v

0.8

0.6

0.4 -

| InChl=15/C5H804/c1-2-3(4(6)7)5(8)9/h3H,2H2,1H3,(H,6,7)(H.5,9)

ol T—

ce— 17

e as exp. data

e as exp. data

65536

499.84

0.2

15

1.3300
1.3300
1.3300
6.6700
5.6700
3.3101

o0 o0 o000

10

Save automatically

Normalized RMSD: 0.15758

3 GIssMO_vz B Terminal 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4. Show 2D figure

Process |

Optimization ‘

Group and optimize

Copy selected cells ‘

Paste cells ‘

Swap two cells
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- Show 2D figure (=) =[x GISSMO'(Guided'Ideographic Spin System Madel'@pti BEE
& 8 B e Tools Help
Bk B
| InChi=15/CSH304/c1-2-3(4(6)7)5(8)9/h3H,2H2 1H3,(H,56,7)(H.8.9) |
Get integra Draw full experimental spectrum Reset inte..

og— 17

/

[ — oe— 16

N/
o /N

11-1

! 1 14
12 13

Close

‘ Show 2D figure |

DSS region

-0.1

Water region (PPM]:

delete water region

(PPM):

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

1.2

10 8 6 4 4] -2
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load
ROI region: to 12 :
TR PGy o | ethylmalonic acid{merged)
T T T T [ 10 1 [ 12 [ 13 [ 14 15

10 0.9450 -12.4000 0 7.3800 7.3800 1.3300
11 -12.4000 0.9450 0 7.3800 7.3800 1.3300
12 Q Q 0.2450 7.3800 7.3800 1.2300
13 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
14 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
15 1.3300 1.3300 1.3300 6.6700 6.6700 3.3101

L —
1 1 1 1 - | I 2

10 8 6 2 0
Process | Optimization ‘ Group and optimize |

Save automatically Normalized RMSD: 0.15758

Copy selected cells | Paste cells | Swap two cells |

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Ell ||

() g P @ 0 M i [ @B (8] right ctrl
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File Machine View Input Devices Help

@ Applications Places System @E‘ B 5 g}) ThuAug 9,13:48 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

B o a

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

‘ I I I I I ‘ MNum points:

Same as exp. data

Show 2D figure

Line width:

Water region (PPM]:

/08—17 Drag around region to expand

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3 4 DSS regi
gion (PPM): .
N Lorentzian coeff:
10 / 15 \\ 0.1 0.1 l -m
2 ! Gaussian coeff:
< o7

]
11-1 delete DSS region
1 | 1 1 1 1 |

32 ]13 14 10 8 6 4 2 0 2

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘

i to 2 TR PGy o | ethylmalonic acid{merged)
Close
L2 T T T T T [ 10 11 | 12 | 13 | 14 15
M 0.9450 -12.4000 0 7.3800 7.3800 1.3300
- M -12.4000 0.9450 0 7.3800 7.3800 1.3300
M Q Q 0.2450 7.3800 7.3800 1.2300
ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
1 M 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
E 1.3300 1.3300 1.3300 6.6700 6.6700 3.3101
L —
1 1 Il 1 1 1 - | I 2
10 8 6 4 2 0
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.15758
Copy selected cells | Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl
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File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Madel'@pti

@Eﬂﬂ) Thu Aug 9, 13:49 IEI

MIEE

B o a

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

! 1 14
12 13

Close

Show 2D figure ‘

Get integra

Draw full experimental spectrum

Reset inte..

DSS region

Water region (PPM]:

delete water region

delete DSS region

(PPM):

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

1.2

I |
22 £l 3 2.9 2.8 247 2.6 2.5
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
ROI region: to 12 get ROI from exp. spectru “‘
L3 | ethylmalonic acid{merged)
T T T T T [ 10 1 [ 12 [ 13 [ 14 15
10 0.9450 -12.4000 0 7.3800 7.3800 1.3300
- 11 -12.4000 0.9450 0 7.3800 7.3800 1.3300
12 Q Q 0.2450 7.3800 7.3800 1.2300
13 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
14 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
15 1.3300 1.3300 1.3300 6.6700 6.6700 3.3101
L —
1 1 1 1 1 - | I 2
10 8 4 2 0
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.15758
Copy selected cells | Paste cells | Swap two cells |

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

el |

() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help
@ Applications Places System @E‘ S 5 g}) ThuAug 9,13:50 (0]
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

4

File Tools _Help

)
®)
InChi=15/CSH304/c1-2-3(4(6)7)5(8)9/h3H,2H2 1H3,(H,56,7)(H.8.9)
I | s
ect a point on spectra
Get integra Draw full experimental spectrum Reset inte..

‘ I I I I I ‘ MNum points:

Same as exp. data

Show 2D figure

og— 17

/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3——4 ; :
10 / \15 \\ DSS region (PPM): Lorentzian coeff:
]
2 “ o7

Gaussian coeff:
11 -1

delete DSS region

1 I I 1 1 1 1
! 14 22 £l 3 2.9 2.8 247 2.6 2.5

|
12 13
Load

database entries: bmseooo578(ethylmalonicacid)-initialvalues -

ROI region: to | 3.215 | | get ROI from exp. spectrum | ethylmalanic acid{merged) ‘
Close
T T T T T [ 10 1 [ 12 [ 13 [ 14 15
M 0.9450 -12.4000 0 7.3800 7.3800 1.3300
M -12.4000 0.9450 0 7.3800 7.3800 1.3300
M Q Q 0.2450 7.3800 7.3800 1.2300
ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
M 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
E 1.3300 1.3300 1.3300 6.6700 6.6700 3.3101
1 1 Il Il Il 1 1 1 ‘l I'
3.2 31 3 2.9 2.8 2.7 2.6 2.5
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.15758
Copy selected cells | Paste cells | Swap two cells |

Ell ||

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | £
() g P @ 0 M i [ @B (8] right ctrl
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File Machine View Input Devices Help

@ Applications Places System @E‘ S 5 g}) ThuAug 9,13:50 (0]
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum | Reset inte..

Show 2D figure | | H ‘_ | H I I I Num points:
L | Peak pick: left-click on top of peak

/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3——4 ; :
10 / \15 \\ DSS region (PPM): Lorentzian coeff:
]
2 “ o7

Gaussian coeff:
11 -1

delete DSS region

1 I I 1 1 1 1
! 14 22 £l 3 2.9 2.8 247 2.6 2.5

|
12 13
Load

database entries: bmseooo578(ethylmalonicacid)-initialvalues -

ROI region: to | 3.215 | | get ROI from exp. spectrum | ethylmalanic acid{merged) ‘
Close
T T T T T [ 10 1 [ 12 [ 13 [ 14 15
M 0.9450 -12.4000 0 7.3800 7.3800 1.3300
M -12.4000 0.9450 0 7.3800 7.3800 1.3300
M Q Q 0.2450 7.3800 7.3800 1.2300
ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
M 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
E 1.3300 1.3300 1.3300 6.6700 6.6700 3.3101
1 1 Il Il Il 1 1 1 ‘l I'
3.2 31 3 2.9 2.8 2.7 2.6 2.5
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.15758
Copy selected cells | Paste cells | Swap two cells |

Ell ||

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | £
() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Madel'@pti

@Eﬂﬂ) Thu Aug 9, 13:50 IEI

MIEE

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

[ — oe— 16

\

3—4
© /O
]
11-1 2 o7
I 1> 14
12 13

Close

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

T T
Num peints:

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

PPM: 2.8871
Amp: 0.206 Same as exp. data
PPM is copied to clipboard
| |
Water region (PPM]: Line width:
Field strength:
delete water region
] e Same as exp. data
DSS region (PPM]):
Lorentzian coeff:
Gaussian coeff:
delete DSS region
1 I I 1 1 1 1 I
22 £l 3 2.9 2.8 247 2.6 2.5
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load
ROI region: to lm get ROI fram exp. spectrum
| ethylmalonic acid{merged)
T T T T T [ 10 1 [ 12 [ 13 14
10 0.9450 -12.4000 0 7.3800 7.3800
11 -12.4000 0.9450 0 7.3800 7.3800
12 Q Q 0.2450 7.3800 7.3800
13 7.3800 7.3800 7.3800 1.9046 -12.4000
14 7.3800 7.3800 7.3800 -12.4000 1.8980
15 1.3300 1.3300 1.3300 6.6700 6.6700
1 1 L L L 1 1 1 A | I 2
3.2 31 3 2.9 2.8 2.7 2.6 255
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.15758
Copy selected cells | Paste cells | Swap two cells |

Ell ||

() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Madel'@pti

@Eﬂﬂ) Thu Aug 9, 13:52 IEI

MIEE

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

ROI region:

Get integra

Draw full experimental spectrum

Reset inte..

T
Num peints:

3.2 31

Save automatically

PPM: 2.8871
Amp: 0.206 Same as exp. data
PPM is copied to clipboard
| |
Line width:
Field strength:
Same as exp. data
Lorentzian coeff:
Gaussian coeff:
1 I I 1 1 1 1 I
22 £l 3 2.9 2.8 247 2.6 2.5
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
to 3.215 .
TR PGy o | ethylmalonic acid{merged)
T T T [ 10 1 [ 12 [ 13 [ 14 15
10 0.9450 -12.4000 0 7.3800 7.3800 1.3300
11 -12.4000 0.9450 0 7.3800 7.3800 1.3300
12 Q Q 0.2450 7.3800 7.3800 1.2300
13 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
14 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700
15 1.3300 1.3300 1.3300 6.6700 6.6700
L L L 1 1 1 A | I 2
3 2.9 2.8 2.7 2.6 255
Process | Optimization Group and optimize |
Normalized RMSD: 0.15758
Copy selected cells | Paste cells | Swap two cells |

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Ell ||

() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ S 5 g} ThuAug 9,13:53 (0]
- show 2D Figure mIER) & 0 ded Ideograp D e odel Op atio 0 =

a} 9\; {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

‘ I I MNum points:

Show 2D figure PPM: 2.8871
Amp: 0.206 Same as exp. data

og— 17 PPM is copied to clipboard

Water region (PPM]: Line width:

Field strength:

delete water region
\ / * ¢ Same as exp. data

3——4 DSS region (PPM): i
Lorentzian coeff:

AY
10 15\
! Gaussian coeff:
11 =] ——72 a7 delete DSS region
| | ~ 14 1 I I 1 1 1 1 I
22 £l 3 2.9 2.8 247 2.6 2.5
12 13
database entries:  bmsa000578(ethylmalonicacid)-Initialvalues v‘ Load
ROI region: to lm
TR PGy o | ethylmalonic acid{merged) ‘
Close
T T T T T [ 10 1 [ 12 [ 13 [ 14
10 0.9450 -12.4000 0 7.3800 7.3800
11 -12.4000 0.9450 0 7.3800 7.3800
12 Q Q 0.2450 7.3800 7.3800
13 7.3800 7.3800 7.3800 1.9046 -12.4000
14 7.3800 7.3800 7.3800 -12.4000 1.8980
15 1.3300 1.3300 1.3300 6.6700 6.6700
L L | | | L L L 4 [»
3.2 31 3 2.9
Group and optimize |

2.5
Process E Optimization

Copy selected cells | Paste cells | Swap two cells |

Normalized RMSD: 0.15758

Save automatically

el |

[ [rerminal] EIEEHEEUAEEI @ reporting properties | showzongure | 5
=) bge? @ 0] @ & [ & (8] Right ctrl




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System \?E‘

(=)= x]

-~ Show 2D figure

4

JE [5l o}y ThuAug 9,13:54 [0

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

H]E)

BRROY

File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

Get integra

Draw full experimental spectrum

Reset inte..

PPM: 2.8871
Amp: 0.206
PPM is copied to clipboard

Optimization report:

1 3.962

optimization completed with the following message:

Click after opti

T T
Num peints:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

ization

database entries:

delete DSS region Simplex process coveys
1 I I
3.2 31 3 E
ROI region: to lm get ROl from exp. spectrum
0.25 T T T T
0.2 B
015+ B
0.1 B
0.05 - b
0 Note | RMSD
-0.05 . . . . . . .
3.2 31 3 2.9 2.8 2.6 255

Save automatically

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4. Optimization report:

Normalized RMSD: 0.12519

bmse000578(ethylmalonicacid)-Initialvalues v‘ Load ‘

ethylmalonic acid{merged) ‘
[ 10 1 [ 12 [ 13 14 15

10 0.9450 -12.4000 0 7.3800 7.3800 1.3300

11 -12.4000 0.9450 0 7.3800 7.3800 1.3300

12 4] 4] 0.9450 7.2800 7.3800 1.3300

13 7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700

14 7.3800 7.3800 7.3800 -12.4000 1.8980 6.6700

15 1.3300 1.3300 1.3300 6.6700 6.6700 2.8871

Click to optimize

[»

1]
Process

Copy selected cells |

Paste cells

Group and optimize

Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ B 5l g} ThuAug 9,13:54 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

MNum points:

Show 2D figure ‘ PPM: 2.8871
Amp: 0.206 Same as exp. data
og— 17 PPM is copied to clipboard
[ ]
/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3——4 ; :
10 / \15 \\ DSS region (PPM): Lorentzian coeff:
]
2 “ o7

Gaussian coeff:
11 -1

delete DSS region

| | 14 1 I I 1 1 1 1 I
12 13 22 £l 3 2.9 2.8 247 2.6 2.5

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load

ROI region:

to 3.215 get ROI fram exp. spectrum

ethylmalonic acid{merged) ‘

Close
B3 T T T T [ 10 11 | 12 | 13 14 15
09450 -12.4000 0 73800 7.3800 13300
| -12.4000  0.9450 0 73800 7.3800 13300
o 0 09450 73300  7.3800  1,3300

7.3800 7.3800 7.3800 1.9046 -12.4000 6.6700
7.3800 7.3800 7.3800 -12.4000 1.8980 5.6700
1.3300 1.3300 1.3300 6.6700 6.6700 2.8871

= el

[»

Il Il 1 Il Il 1 1 - |

3.2 31 3 2.9 2.8 2.7 2.6 2.5
Proc Optimization Group and optimize |

Save automatically Normalized RMSD: 0.12519

Copy selected cells | Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System \?E‘

-~ Show 2D figure

BIEIR) (6

BRROY

File Tools Help

S [5l o}y ThuAug 9,13:55 [0

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

4
10 \
. \
11-=1 o7
1
12

Close

3-bond coupling
15-13 & 15->14

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

T T
Num peints:

PPM: 2.8871
Amp: 0.206 Same as exp. data
PPM is copied to clipboard
| |
Water region (PPM]: Line width:
[s ] : .
Field strength:
delete wat
[ delete water region R ——
DSS region (PPM):
4 Lorentzian coeff:
Gaussian coeff:
delete DSS region
1 I I 1 1 1 1 I
22 £l 3 2.9 2.8 247 2.6 2.5
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load
ROI region: to 3.215 get ROI from exp. spectrum | ethylmalonic acid(margad)
0.25 ()
b T T T T 10 1 [ 1z [ 1z [ 14 Qs )
10 0.9450 -12.4000 o 7.3800 7.3800 00
02k i 11 -12.4000 0.9450 0 7.3800 7.3800 1.3300
: Q Q 0.2450 7.3800 7.3800 1.2300
13 7.3800 7.3800 7.3800 1.9046 -12.4000
L i 14 7.3800 7.3800 7.3800 -12.4000 1.8980
0.15
1.3300 1.3300 1.3300 6.6700 6.6700 2.8871
o ' Hold ctrl butt
Oola Ctri button
005 - Left-click on d d cells;
eTl-ClICK On daesired cells;
0 Group & optimize
4] »
-0.05 . . . . . . .
3.2 31 3 2.9 2.8 2.6 255
Process | Optimization Group and optif§ize
Save automatically Normalized RMSD: 0.12517
Copy selected cells | Paste cells | Swap two cells

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties 4 show 2D figure

@ © tgef & 0] & [ @ (=) Right ctrl




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

4

GISSMO (Guided Ideographic Spin System Model Optimization) -

v. 2.0

@Eﬂﬂ) Thu Aug 9, 13:55 IEI

H]E)

File Tools Help

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

fo S —1

\

11-1

! 1 14
12 13

Close

3—4
0 /s \\
]
2\ o7

a2 o

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Get integra

Draw full experimental spectrum

Reset inte..

PPM: 2.8871
Amp: 0.206
PPM is copied to clipboard

Optimization report:

optimization completed with the following message:
Simplex process covergegipl2: 6.097

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

22 £l 3 6 2.5
database entries:  pmsenn0578(ethylmalonicacid)-Initialvalues - Load
ROI region: to lm get ROI fram exp. spectrum ‘
| ethylmalonic acid{merged)
B3 T T T T [ 10 11 | 12 | 13 | 14 15
10 0.9450 -12.4000 0 7.3800 7.3800 1.3300
02k i 11 -12.4000 0.9450 0 7.3800 7.3800 1.3300
: 12 Q Q 0.2450 7.3800 7.3800 1.2300
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
0.15 - i 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 1.3300 1.3300 1.3300 7.3126 7.3126 2.8871
0.1F 1
0.05F 1
o )
4] [»
-0.05 . I . . I I I
3.2 31 3 2.9 2.8 2.7 2.6 2.5
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.12517
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4. Optimization report:

|
BORPILERDE




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ S 5 g}y ThuAug 9,13:55 (0]
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

‘ MNum points:

Show 2D figure PPM: 2.8871
Amp: 0.206 Same as exp. data
og— 17 PPM is copied to clipboard
[ ]
/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3—4 .
DSS region (PPM]): .
N Lorentzian coeff:
10 //15 Q§ [ oe ]
! Gaussian coeff:
11 -1 2 a7 delete DSS region
| | ~ 14 1 I I 1 1 1 1 I
22 £l 3 2.9 2.8 247 2.6 2.5
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘

ROI region: to 3.215 get ROI from exp. spectrum | ethylmalonic acid(margad) ‘
Close
B3 T T T T [ 10 11 | 12 | 13 | 14 15
M 0.9450 -12.4000 0 7.3800 7.3800 1.3300
i ﬂ -12.4000 0.9450 0 7.3800 7.3800 1.3300
M Q Q 0.2450 7.3800 7.3800 1.2300
ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
i M 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
E 1.3300 1.3300 1.3300 7.3126 7.3126 2.8871
L L 1 L L 1 1 1 ‘l I’
3.2 31 3 2.9 2.8 2.7 2.6 255
Procel Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.12517
Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System \?E‘

-~ Show 2D figure

BIEIR) (6

BRROY

File Tools Help

S [5l o}y ThuAug 9,13:57 [0

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

os— 17
/
oi——5 oe— 16
N4
3——HA4
10 \\
11 _‘;_E;\A_'m@ o7

1
iy 13

Close

4-bond couplings
15-1015-11 15->12

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

PPM: 2.8871
Amp: 0.206
PPM is copied to clipboard

T T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

3.2

31 3 2.9 2.8 2

2.6 2.5

ROI region:

database entries:

get ROI fram exp. spectrum

0.25

Usually small (often manually set to 0)

31 3

-0.05
3.2

Save automatically

2.9 2.8 2.7 2.6 2.5

Normalized RMSD: 0.12508

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties 4 show 2D figure

Load

bmse000578(ethylmalonicacid)-Initialvalues

ethylmalonic acid{merged) ‘

[ 10 1 [ 12 [ 13
10| 09450 -12.4000 0o 7.3800
11| -124000  0.9450 0 7.3800
[12] 0 0 09450  7.3800
13| 73800 7.3800  7.3800 19046 -12.4000  7.3126
14| 73800 73800  7.3800 -12.4000 18980  7.3126
15| 13300 13300 13300 73126 73126  2.8871

Ctrl-left click on cells
group&optimize

1]

Process | Optimization ‘ Group and optif§ize|

Copy selected cells | Paste cells | Swap two cells

@ © tgef & 0] & [ @ (=) Right ctrl




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

4

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

@Eﬂﬂ) Thu Aug 9, 13:57 IEI

H]E)

File Tools Help

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

fo S —1

\

11-1

! 1 14
12 13

Close

3—4
0 /s \\
]
2\ o7

a2 o

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Get integra

Draw full experimental spectrum

Reset inte..

PPM: 2.8871
Amp: 0.206
PPM is copied to clipboard

Optimization report:

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

22 £l 3 6 2.5
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load
ROI region: to lm get ROI fram exp. spectrum
| ethylmalonic acid{merged) ‘
B3 T T T T [ 10 11 | 12z | 13 | 14 [ 15
10 0.9450 -12.4000 0 7.3800 7.3800 0.0365
02k i 11 -12.4000 0.9450 0 7.3800 7.3800 0.0365
: 12 Q Q 0.2450 7.3800 7.3800 0.0365
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
0.15 - i 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
0.1F 1
0.05F 1
o J
4] [»
-0.05 . I . . I I I
3.2 31 3 2.9 2.8 2.7 2.6 2.5
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.12508
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4. Optimization report:

|
BORPILERDE




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ S 5 g}y ThuAug 9,13:58 [0
- show 2D Figure mIER) & 0 ded Ideograp D e odel Op atio 0 =

a} 9\; {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental s| ectrumj Reset inte..
abiseid i pecruffl hezabigiad

Show 2D figure ‘ MNum points:

PPM: 2.8871
Amp: 0.206 Same as exp. data
og— 17 PPM is copied to clipboard

Water region (PPM]: Line width:

Field strength:

delete water region
\ / * ¢ Same as exp. data

3 4 DSS regi
gion (PPM): .
N Lorentzian coeff:
15 Qk [ oe ]

10
! Gaussian coeff:
11 =] ——72 a7 delete DSS region
| | ~ 14 1 I I 1 1 1 1 I
22 £l 3 2.9 2.8 247 2.6 2.5
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load
ROl region: to 3.215 get ROl from exp. spectrum | ethylmalonic acid(margad)
Close g
Q B3 T T T T [ 10 n [ 12 | 1z | 1s [ s
M 0.9450 -12.4000 0 7.3800 7.3800 0.0365
02k i M -12.4000 0.9450 0 7.3800 7.3800 0.0365
- [12] 0 0 08450 73800  7.3800/\ 0.0365
ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 31
0.15 - i M 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

| Probably could be set to O
| Left-click on cell — type O

[»

1]

-0.05

3.2 31 3 2.9 2.8 2.7 2.6 2.5 |

Process Optimization ‘ Group and optimize |

Save automatically Normalized RMSD: 0.12508 |

Copy selected cells | Paste cells Swap two cells |

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure ] z | ‘

=) bge? @ 0] @ & [ & (8] Right ctrl
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NMRFAM_GISSMO_
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@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

& '0o0ls Help

GISSMO'(Guided'Ideographic Spin System Madel'@pti

S [5l o}y ThuAug 9,13:58 [0

MIEE

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

Jua

og— 17

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

-0.1

Get integra

Draw full experimental spectrum

Reset inte..

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

10 8 6 4 2 0 =
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
ROl region: to 3.215 .
TR PGy o | ethylmalonic acid{merged) ‘
B3 T T T T [ 10 11 | 12z | 13 | 14 [ 15
10 0.9450 -12.4000 0 7.3800 7.3800 0.0365
i 11 -12.4000 0.9450 0 7.3800 7.3800 0.0365
12 Q Q 0.2450 7.3800 7.3800 0.0365
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
i 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
L L 1 L L 1 1 1 ‘l I’
3.2 31 3 2.9 2.8 2.7 2.6 2.5
Process | Optimization ‘ Group and optimize |

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Normalized RMSD: 0.12508

Copy selected cells |

Paste cells | Swap two cells |

Ell ||

() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Madel'@pti

@Eﬂﬂ) Thu Aug 9, 13:59 IEI

MIEE

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

B o a

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

11 1 0.9 0.8 0.7 0.6 0.5 0.4
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
ROI region: to 3.215 get ROI from exp. spectr@ | ‘
ethylmalonic acid{merged)
A
B3 T T T T [ 10 11 | 12z | 13 | 14 [ 15

M 0.9450 -12.4000 0 7.3800 7.3800 0.0365

i M -12.4000 0.9450 0 7.3800 7.3800 0.0365

M Q Q 0.2450 7.3800 7.3800 0.0365

ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126

i M 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126

E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

Il Il 1 Il Il 1 1 1 - | I 2

3.2 31 3 2.9 2.8 2.7 2.6 2.5
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.12508

Copy selected cells | Paste cells | Swap two cells |

Ell ||

() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ S 5 g}y ThuAug 9,13:59 (0]
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

B o a

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

‘ I I I I ‘ MNum points:

Same as exp. data

Show 2D figure

og— 17

/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3——4 ; :
10 / \15 \\ DSS region (PPM): Lorentzian coeff:
]
2 “ o7

Gaussian coeff:

11 -1 delete DSS region
I I I I I I I I
32 ]13 14 11 1 0.9 0.8 0.7 0.6 0.5 0.4
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load
ROI region: to | 1.127 | | get ROI from exp. spectrum
| ethylmalonic acid{merged)
Close
T T T T T [ 10 1 [ 12 [ 13 [ 14 15
M 0.9450 -12.4000 0 7.3800 7.3800 0.0365
M -12.4000 0.9450 0 7.3800 7.3800 0.0365
M Q Q 0.2450 7.3800 7.3800 0.0365
ﬂ 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
M 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
1 1 1 1 1 Il Il Il ‘l I’
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4 >
Proces Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.12508
Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl
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NMRFAM_

GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

4

File ToHIp

S [5l o}y ThuAug 9,14:00 [0

Get integra Draw full experimental spectrum Reset inte..
T T T T T
| ] .
Show 2D figure ‘ /' PPM: 0.7795 MNum points:
Amp: 1.000
Peak pICk PPM is copied to clipboard Same as exp. data
Water region (PPM]: Line width:
Field strength:
delete wat
[ delete water region R ——
DSS region (PPM):
4 Lorentzian coeff:
Gaussian coeff:
delete DSS region
I I I 1 I I I I
11 1 0.9 0.8 0.7 0.6 0.5 0.4
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load
ROI region: to IT‘ get ROI fram exp. spectrum
| ethylmalonic acid{merged) ‘
4 T T T o 11 | 12 | 13 | 14 15
0oL i 10 0.7795 2.4000 0 7.3800 7.3800 0.0365
11 0.9450 0 7.3800 7.3800 0.0365
0.8 - 12 Q Q 0.2450 7.3800 7.3800 0.0365
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
0.7 - 1 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
0.6 - i 15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
Sl ‘ [hen left-click |
en |1eft-Click on ce
0.4 1
| Crtl-v
0.2 B
01 b
i) I I o | 1 el I I I 4 | I b
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.11972
Copy selected cells | Paste cells | Swap two cells |

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Ell ||

=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Model'@ptimization)'- v. 2.0

@E Eﬂﬂ) Thu Aug 9, 14:01 IEI

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

a2 o

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

| ]
PPM: 0.7795
Amp: 1.000
PPM is copied to clipboard

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

11

1 0.9 0.8 0.7 0.

ROI region:

database entries:

get ROI fram exp. spectrum

I I 4

| L N, N I I

1.1 1 0.9

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

0.8 0.7 0.6 0.5 0.4

Normalized RMSD: 0.11972

6 0.5 0.4
bmse000578(ethylmalonicacid)-Initialvalues v‘ Load ‘
| ethylmalonic acid{merged)
[ 10 1 [ 12 [ 13 [ 14 15
10 07795 -12.4000 0 7.3800 7.3800 0.0365
11 -12.4000 0.?79% 0 7.3800 7.3800 0.0365
12 4] 0.9450 7.2800 7.3800 0.0365
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

Crtl-v

Left-click on cell

1]

[»

Process

| Optimization Group and optimize |

Copy selected cells

Paste cells | Swap two cells |

Ell ||

=) bge? @ 0] @ & [ & (8] Right ctrl
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NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Model'@ptimization)'- v. 2.0

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

a2 o

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

T m T
PPM: 0.7795

Amp: 1.000
PPM is copied to clipboard

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

11

1 0.9 0.8 0.7 0.

ROI region:

database entries:

get ROI fram exp. spectrum

I I 4

| L N, N I I

1.1 1 0.9

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

0.8 0.7 0.6 0.5 0.4

Normalized RMSD: 0.11972

6 0.5 0.4
bmse000578(ethylmalonicacid)-Initialvalues v‘ Load
| ethylmalonic acid{merged)
[ 10 1 [ 12 [ 13 [ 14 15
10 07795 -12.4000 0 7.3800 7.3800 0.0365
11 -12.4000 07795 0 7.3800 7.3800 0.0365
12 0 0 % 73800  7.3800  0.0365
13 7.3800 7.3800 7.38 1.9046 -12.4000 7.3126
14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
4] [»
Process | Optimization Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

Ell ||

=) bge? @ 0] @ & [ & (8] Right ctrl

@E Eﬂﬂ) Thu Aug 9, 14:01 IEI




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ S 5l gfy ThuAug 9,14:02 [a]
- Show 2D figure E][E] 4 0 ded'ideagrap D e odel Op atio 0 5]
a} 9\; {"}' @ File Tools Help
& &
[ InChi=15/CSHE04/c1-2-3( 4{6)7)5(8)5(h3H, 2H2, 1H3,iH,6,7)(H,8,5) | i {ﬂ”ﬁ
Get integra Draw full experimental spectrum Reset inte..
T T T T
| ] .
Show 2D figure ‘ PPM: 0.7795 Mum points:
Amp: 1.000
os— 17 PPM is copied to clipboard TR ES A,
/ Water region (PPM]: Line width:
ci— 5 oe— 1
6 : Field strength:
delete wat
\ / [ delete water region R ——
3— 4 .
DSS region (PPM]):
N Lorentzian coeff: -m
10 / 15 \\ [ ]
! Gaussian coeff:
11 =] ——72 a7 delete DSS region
| | ~ 14 1 1 I 1 1 1 1 1
11 1 0.9 0.8 0.7 0.6 0.5 0.4
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load ‘
ROl region: to 1.127
TR PGy o | ethylmalonic acid{merged) ‘
Close
4 T T T [ 10 11 | 12 | 13 14 15
0oL i 10 07795 -12.4000 0 7.3800 7.3800 0.0365
11 -12.4000 07795 0 7.3800 7.3800 0.0365
0.8 B 12 Q [u] 0.7?95‘ 7.3800 7.3800 0.0365
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
0.7 - 1 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
0.6 - i 15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
051 1 h
0.4 1
03+ B
il Note RMSD bef P '
ote elore rrocessing
01
o L L A L A | I 2
1.1 1 0.9 0.4
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.11972
Copy selected cells | Paste cells | Swap two cells |

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure ] z | ‘

=) bge? @ 0] @ & [ & (8] Right ctrl




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

4

File Tools Help

S [5l o}y ThuAug 9,14:02 [0

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

a2 o

Get integra

Draw full experimental spectrum

Reset inte..

| ] .
Show 2D figure PPM: 0.7795 Mum points:
Amp: 1.000 d
PPM is copied to clipboard ) ST EE @D, (2
Water region (PPM]: Line width:
Field strength:
delete water region
] e Same as exp. data
DSS region (PPM):
4 Lorentzian coeff:
Gaussian coeff:
delete DSS region
I I I 1 I I I I
11 1 0.9 0.8 0.7 0.6 0.5 0.4
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
ROI region: to IT‘ get ROI fram exp. spectrum
| ethylmalonic acid{merged) ‘
L2 T T T [ 10 11 | 12 | 13 | 14 15
10 07795 -12.4000 0 7.3800 7.3800 0.0365
1+ - 11 -12.4000 07795 7.3800 7.3800 0.0365
12 Q Q 7.3800 7.3800 0.0365
0.8 13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
: 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
0.6 B
0.4 F B
0.2 B
o A
e After pressing process . .
1.1 0.9 0.8 L 0.5 0.4
Process |\ | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.10969
Copy selected cells | Paste cells | Swap two cells |

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

() g P @ 0 M i [ @B (8] right ctrl
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NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System \?E‘ S 5l gfy ThuAug 9,14:02 [a]
- show 2D Figure mIER) & 0 ded Ideograp D e odel Op atio 0 =
8OV File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

T T
L .
Show 2D figure ‘ PPM: 0.7795 Mum points:

Amp: 1.000
og— 17 PPM is copied to clipboard

Same as exp. data

Water region (PPM]: Line width:

\ /””" The 3 methyl protons
3—4 are always identical

DSS region (PPM]):

0 /s N\ due to chemical shift it
RN 7 TreEmt averaging through rotation
12 13

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load ‘

ethylmalonic acid{merged) ‘

ROI region: to 1.127 get ROI from exp. spectrum
Close
1.2 T T T

10 1 [ 12 [ 13 [ 14 15
10 -12.4000 0 73800 73800  0.0365
1t 1 11| -12.2000 GEEES 73800  7.3800  0.0365
12 0 0 73800  7.3800  0.0365

0.8 = 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
. 4 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

el

0.6 - B
| Hold ctrl key
| Left-click on cells

. . Group & optimize

4] [»
02— . I I I . . .
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4
Process | Optimization ‘ Group and optiffize
Save automatically Normalized RMSD: 0.10969
Copy selected cells | Paste cells | Swap two cells

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

=) bge? @ 0] @ & [ & (8] Right ctrl
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NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

4

@Appli:ations Places System @E‘

(=)= x]

Show 2D figure

L)

4

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

@E Eﬂﬂ) Thu Aug 9, 14:03 IEI

H]E)

File Tools Help

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

a2 o

1
11-1

fo S —1

10

1
12

og— 17

/ oe— 16
\_/
LN,

1 14
13

Close

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Get integra

Draw full experimental spectrum

Reset inte..

PPM: 0.7795
Amp: 1.000
PPM is copied to clipboard

Optimization report:

optimization completed with the following message:
Simplex process covergegial2: 0.528

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

11 1 0. 0.5 0.4
database entries:  pmsenn0578(ethylmalonicacid)-Initialvalues - Load
ROI region: to 1.127 get ROI from exp. spectrum ‘
| ethylmalonic acid{merged) ‘
L2 T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.3800 7.3800 0.0365
1+ - 11 -12.4000 0.7794 0 7.3800 7.3800 0.0365
12 Q Q 0.7794 7.3800 7.3800 0.0365
0.8 13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
: 14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
0.6 - B
0.4 r b
0.2 - q
o e
4] [»
02— . I I I . . .
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.10969
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4. Optimization report:

|
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NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help
@ Applications Places System @E‘ B [5g}) ThuAug 9,14:03 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)
?% 9\, {"}' @ File Tools Help
[ InChi=15/CSHE04/c1-2-3( 4{6)7)5(8)5(h3H, 2H2, 1H3,iH,6,7)(H,8,5) |
Get integra Draw full experimental spectrum Reset inte..
T T T T T
| ] .
Show 2D figure ‘ PPM: 0.7795 Mum points:
Amp: 1.000
os— 17 PPM is copied to clipboard TR ES A,
/ Water region (PPM]: Line width:
ci— 5 oe— 1
6 Field strength:
delete wat
\ / [ delete water region R ——
3— 4 .
DSS region (PPM]):
N Lorentzian coeff:
10 / 15 \\
! Gaussian coeff:
11 -1 2 a7 delete DSS region
| | ~ 14 1 1 I 1 1 1 1 1
11 1 0.9 0.8 0.7 0.6 0.5 0.4
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load
ROl region: to 1.127
TR PGy o | ethylmalonic acid{merged)
Close
L2 T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.3800 7.3800 0.0365
- 11 -12.4000 0.7794 0 7.3800 7.3800 0.0365
12 Q Q 0.7794 7.3800 7.3800 0.0365
13 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
14 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
A
L L 1 1 1 L L L A | I 2
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4
Proce Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.10969
Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System \?E‘ = [ply ThuAug 9, 14:04 (2]
- show 2D Figure mIER) & 0 ded Ideograp D e odel Op atio 0 =
B MY File Tools Help

| - |~~o&  Optimize couplings between methyl and methylenes

Get integra Draw full experimental spectrum | Reset inte..

T T
L .
Show 2D figure ‘ PPM: 0.7795 Mum points:

Amp: 1.000
og— 17 PPM is copied to clipboard

Same as exp. data

Water region (PPM]: Line width:

: Field strength:
delete water region
\ / * ¢ Same as exp. data

3 4 DSS regi
gion (PPM): .
N Lorentzian coeff:
15 \\ [ oe ]

20
! Gaussian coeff:
11 =] ——72 a7 delete DSS region
| | ~ 14 1 1 I 1 1 1 1 1
11 1 0.9 0.8 0.7 0.6 0.5 0.4
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load ‘
ROl region: - to 1.127
- e e G | ethylmalonic acid{merged) ‘
Close
L2 T T T [ 10 11 | 1z 13 14 15
10 07794 -12.4000 0 0.0365
1+ - 11 -12.4000 0.7794 0 0.0365
12 Q Q 0.7794 0.0365

0.8 = 7.3800 7.3800 7.3800 1.9046 -12.4000 7.3126
. 4 7.3800 7.3800 7.3800 -12.4000 1.8980 7.3126
15 | 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

| Left-click on 10-13

el

-l | then shift-left-click on 12-14
. . to select rectangular region
-0.2 — : L ! L ! . . | i |ﬂ|
- v Save :utomatical\:.g b No:alized RM::&:Losss - - i : Spamesten | —— @

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Model'@ptimization)'- v. 2.0

@E Eﬂﬂ) Thu Aug 9, 14:05 IEI

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

a2 o

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

PPM is copied to clipboard

.
Get integra Draw full experimental s| ectrm_[ Reset inte..
Get integra| 2 pectrffn Reset inte.
T T n T ‘ , T T
PPM: 0.7795
Amp: 1.000

11

1 0.9 0.8 0.7 0.

database entries:

ROl region: to IT‘ get ROI fram exp. spectrum
1.2 T T T
Small change
-’
A
1 1 1 / L
1.1 1 0.9 0.8 0.7 0.6 ﬁ.s 0.4

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Normalized RMSD: 0.10962

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

6 0.5 0.4
bmse000578(ethylmalonicacid)-Initialvalues v‘ Load ‘
| ethylmalonic acid{merged) ‘
[ 10 1 [ 12 [ 13 [ 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.420 7.420 0.0365
13 7.4203 7.4203 7.42 1.9046 -12.4000 7.3126
14 7.4203 7.4203 4202 -12.4000 1.8980 7.3126
15 0.0365 0.038 0.0365 7.3126 7.3126 2.8871

[»

]-

Process

Optimization

‘ Group and optimize |

Copy selected cells |

Paste cells

| Swap two cells |

=+
@ © tgef & 0] & [ @ (=) Right ctrl




ial [Running] - Oracle’ VM'VirtualBox

NMRFAM_GISSMO_

File Machine View Input Devices Help

@E Eﬂﬂ) Thu Aug 9, 14:05 IEI

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

& 'ools Help

GISSMO'(Guided'Ideographic Spin System Madel'@pti

MIEE

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

XS

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure REERnnIE=:
og— 17 Same as exp. data
/ Water region (PPM]: (e e

[ — oe— 16

N/
VAT

delete water region

DSS region (PPM]):

Field strength:

Lorentzian coeff:

Same as exp. data

-0.1 01
. Y .
Gaussian coeff:
11 -1 delete DSS region
I | I I I I |
I
10 8 6 4 2 4] -2
12
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
ROI region: to 1.127 get ROI from exp. spectrum
| ethylmalonic acid{merged)
Close
L2 T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
- 11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.9046 -12.4000 7.3126
14 7.4203 7.4203 7.4202  -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
e
Il Il 1 1 1 Il Il Il ‘l I’
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.10962
Copy selected cells | Paste cells | Swap two cells |

el |

() g P @ 0 M i [ @B (8] right ctrl

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ B 5 g}) ThuAug 9,14:05 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

B o a

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

T T T T T T T T
Show 2D figure ‘ MNum points:

Same as exp. data

og— 17

/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3—4 .
DSS region (PPM]): .
N Lorentzian coeff:
10 / 15 \% [ oe ]
! Gaussian coeff:
11 -1 2 a7 delete DSS region
| | ~ 14 1 I 1 1 1 1 1 I 1 1
1.8 1.75 1.7 1.65 1.6 1.55 il s 1.45 1.4 1.35
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load
ROI region: to 1.127 get ROI from exp. spectrum | ethylmalonic acid(margad)

Close
1.2 T T T

[ 10 1 [ 12 [ 13 [ 14 15
07794 -12.4000 0 74203 74203 00365
. 124000 07794 0 74203  7.4203  0.0365
0 0 07794 74203  7.4203  0.0365

7.4203 7.4203 7.4203 1.9046 -12.4000 7.3126
7.4203 7.4203 7.4203  -12.4000 1.8980 7.3126
0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

= el

[»

1.1 1 0.9 0.8 0.7 0.6 0.5 0.4

Optimization Group and optimize |

Save automatically Normalized RMSD: 0.10962
Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | £
() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

@E Eﬂﬂ) Thu Aug 9, 14:06 IEI

] Show 2D figure GISsMO (Guided'Ideographic Spin System Model Optimization) - v. 2.0
?% 9\, {"}' @ File Tools Help
F RS
[ InChi=15/CSHE04/c1-2-3( 4{6)7)5(8)5(h3H, 2H2, 1H3,iH,6,7)(H,8,5)
Get integra Draw full experimental spectrum Reset inte..
T T T T T T T T
Show 2D figure ‘ LD DI
og— 17 Same as exp. data
/ Water region (PPM]: Line width:
oi——5 oe— 1
6 Field strength:
delete wat
\ / v delete water region R ——
3 4 .
DSS region (PPM]):
N Lorentzian coeff: -m
10 / 15 \\ [ ]
! Gaussian coeff:
11 =] ——72 a7 delete DSS region
| | ~ 14 1 I 1 1 1 1 1 I 1 1
1.8 1zl 1.7 1.65 1.6 1.55 17 1.45 1.4 1.35
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load
ROl region: to 1.127
TR PGy o h\‘ | ethylmalonic acid{merged)
Close
L2 T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
- 11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.9046 -12.4000 7.3126
14 7.4203 7.4203 7.4202  -12.4000 1.8980 7.3126
NO Change 15| 00365 00365 00365 73126 73126 23871
Needs “get ROJ ...”
.
A
L L 1 1 1 L L L A | I 2
1.1 1 0.9 0.8 0.7 0.6 0.5 0.4
Process Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.10962
Copy selected cells | Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | Ml | |
=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ B 5 g}) ThuAug 9,14:06 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

B o a

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

T T T T T T T T
Show 2D figure ‘ MNum points:

Same as exp. data

og— 17

/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3—4 .
DSS region (PPM]): .
N Lorentzian coeff:
10 / 15 \% [ oe ]
! Gaussian coeff:
11-1 2 07 delete DSS region
| | ~ 14 1 I 1 1 1 1 1 I 1 1
1.8 1zl 1.7 1.65 1.6 1.55 17 1.45 1.4 1.35
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load

ROI region: to | 1.811 | | get ROI from exp. spectrum | ethylmalanic acid{merged)
Close

T T T T T [ 10 1 [ 12 [ 13 [ 14 15
M 07794 -12.4000 0 7.4203 7.4203 0.0365
M -12.4000 0.7794 0 7.4203 7.4203 0.0365
M Q Q 0.7794 7.4203 7.4203 0.0365
ﬂ 7.4203 7.4203 7.4203 1.9046 -12.4000 7.3126
M 7.4203 7.4203 7.4202  -12.4000 1.8980 7.3126
E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

Then process
1 Il 1 Il 1 Il 1 Il 1 Il ‘l I'
1.8 1.75 1.7 1.65 1.6 1L 15 1.45 1.4 1.35
Proce Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.10962

Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

4

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

S [5l o}y ThuAug 9,14:06 [0

H]E)

L)

File Tools Help

FEEE

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

10 \15 \\
]

11 =1 ——2 o7
I 1™ 14
12 13

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Get integra

Draw full experimental spectrum

Reset inte..

Simulated spectrum is empty; It seems the ROl does not contain the spins

CS. You may need to reprocess.

1
135!

Num peints:

Line width:

Field strength:

Lorentzian coeff:

Gaussian coeff:

Same as exp. data

Same as exp. data

database entri

Usually ignore t

bmse000578(ethylmalonicacid)-Initialvalues

ethylmalonic acid{merged) ‘

ROI region: to lﬁ get ROI from exp. spectrum
T T T T T
| I | I | I | I | I
1.8 1.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35

Save automatically

Normalized RMSD: 0.10962

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure 4 Processing ‘4 Warning Dialog

[ 10 1 [ 12 [ 13 [ 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.9046 -12.4000 7.3126
14 7.4203 7.4203 7.4202  -12.4000 1.8980 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
4] [»
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help
@ Applications Places System @E‘ B 5 g}) ThuAug 9,14:08 [0
- show 2D Figure mIER) & 0 ded Ideograp D e odel Op atio 0 =

& 8 B File Tog Ip

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

e
Get integra Draw full experimental spectrum Reset inte..
T T T T T T T T
Show 2D figure ’/4>. o et
og— 17 - PPM: 1.6131 Same as exp. data
Pick peak
) PPM is copied to clipboard
Water region (PPM]: Line width:
°© 3 %— 16 : Field strength:
\ / delete water region S B o, e
3— 4 .
DSS region (PPM]): .
N Lorentzian coeff:
0 /s N\
! Gaussian coeff:
11 =] ——72 a7 delete DSS region
| | ~ 14 1 I 1 1 1 1 1 I 1 1
1.8 1zl 1.7 1.65 1.6 1.55 17 1.45 1.4 1.35
12 13

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load ‘

ROI region:

to 1.811 get ROI fram exp. spectrum
Close
0.5 — T T

ethylmalonic acid{merged) ‘

T T [ 10 1 [ 12 [ 13 14 15

10 07794 -12.4000 0 74203 74203 00365

11| -124000 07794 0 74203  7.4203  0.0365
0.4+ .

12 0 0 07794 74203 0.0385

13 74203  7.4203  7.4203 124000 7.3126
03k i 14 7.4203  7.4203  7.4203 18980  7.3126

15 0.0365 00365 00365 73126 7.3126  2.8871

0.2+ | Left CI'Ck On Ce”
0.1r 1 Ctl’|-V

[»

1]

0.1 I L I

1.8 1.75 L7 1.65 1.6 1.55 1.5 1.45 1.4 1.35 |

Optimization

Process Group and optimize |

Save automatically Normalized RMSD: 0.10962
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] [ 4 clssMo (Guided Ideo... | 4 Reporting properties | 4 show2Dfigure | & |
=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System @E‘

4 Show 2D figure

L)

File Tools Help

GISSMO'(Guided'Ideographic Spin System Model'@ptimization)'- v. 2.0

S [5l o}y ThuAug 9,14:08 [0

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

a2 o

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Get integra

Draw full experimental spectrum

Reset inte..

PPM: 1.6131
Amp: 0.497
PPM is copied to clipboard

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

1
1.7 1.65 1.6

1
1.55 Bk

!
1.45 1.4

1
135!

database entries:

ROI region: to lﬁ get ROI from exp. spectrum
0.5 — T T T T
| I | I | I | I | I
1.8 1.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Normalized RMSD: 0.10962

bmse000578(ethylmalonicacid)-Initialvalues v‘ Load

| ethylmalonic acid{merged) ‘
[ 10 1 [ 12 [ 13 14 15

10 07794 -12.4000 0 7.4203 7.4203 0.0365
11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
14 7.4203 7.4203 7.4202  -12.4000 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.312 2.8871
4] [»
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

el |




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ B 5 g}) ThuAug 9,14:09 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..

‘ MNum points:

Show 2D figure

[
og— 17 PPM: 1.6131 Same as exp. data
Amp: 0.497
) PPM is copied to clipboard
Water region (PPM]: (e e

oo——h oe— 16 Field strength:

\ / delete water region
3 4 DSS ragion (PPM):
N
10 / 15 \\
}
2 “ o7

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

delete DSS region

1 1 14 1 1 1 1 1
18 1.75 17 1.65 16 1.55 15 1.45 14 1.35
12 13

11-1

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load

ROI region:

to 1.811 get ROI fram exp. spectrum
Close
0.5 — T T T T

ethylmalonic acid{merged) ‘

[ 10 1 [ 12 [ 13 14 15
07794 -12.4000 0 74203 74203 00365
| 124000 07794 0 74203  7.4203  0.0365
0 0 07794 74203  7.4203  0.0365

7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
7.4203 7.4203 7.4203  -12.4000 16131 7.3126
0.0365 0.0365 0.0365 7.3126 7.3126 2.8871

= el

[»

1.8 1.75 L7 1.65 1.6 1.55 1.5 1.45 1.4 1.35

Optimization ‘ Group and optimize |

Save automatically Normalized RMSD: 0.10962
Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘
- Show 2D figure == 4
'Q} 9» é‘n), @ File

Tools  Help

S 5l o}y ThuAug 9,14:09 [0

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

\ / delete water region

PPM: 1.6131
Amp: 0.497
PPM is copied to clipboard

T T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

! 1 1
14 18 Lzl 1.7 1.65 1.6 1.55 Bk

! 1
1.45 1.4 135!

3\ 4 DSS ragion (PPM):
10 1 \ ‘
. 50N\
11 =1 ——2 07 delete DSS region
I ™ '
12 13

ROI region:

database entries:

get ROI fram exp. spectrum

Close
0.5 — T

0.4 -

03r

0.2r

-0.1

1.8 1.75 L7 1.65

Save automatically

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

1.6 1.55 1.5 1.45 1.4 1.35

Normalized RMSD: 0.01083

bmse000578(ethylmalonicacid)-Initialvalues v‘ Load ‘

| ethylmalonic acid{merged) ‘
[ 10 1 [ 12 [ 13 [ 14 15

10 07794 -12.4000 0 7.4203 7.4203 0.0365

11 -12.4000 0.7794 0 7.4203 7.4203 0.0365

12 4] 4] 0.7794 7.4203 7.4203 0.0365

13 7.4203 7.4203 -12.4000 7.3126

14 7.4203 7.4203 7.4202  -12.4000 7.3126

15 0.0365 0.0365 0.0365 7.3126 2.8871

Hold ctrl:left-click on cells
Group & optimize

1]

Process | Optimization ‘ Group and optif§ize

Paste cells | Swap two cells

Copy selected cells

el |

=) bge? @ 0] @ & [ & (8] Right ctrl




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

Show 2D figure

(=)= x]

4

4

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

S [5l o}y ThuAug 9,14:10 [0

H]E)

L)

File

Tools  Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

og— 17
o ——5 oe— 16
3 4
\
10 / 15 \\
1
11 —=1=—2 o7
1 1™ 14
12 13

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

PPM: 1.6131
Amp: 0.497

PPM is copied to clipboard

Optimization report:

optimization completed with the following message:

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

delete DSS region Simplex process coverg 0.656
I | I I I
1.8 1zl 1.7 1.4 1.35
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load
ROI region: to lﬁ get ROI fram exp. spectrum
| ethylmalonic acid{merged) ‘
02 T T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
04 i 11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
: 12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
03l | 14 7.4203  7.4203  7.4203 -124000) 16131  7.3128
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
0.2+ 1
0.1 1
0
4] [»
01 e . I . I . I . I .
1.8 1.75 L7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.01083
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4. Optimization report:

=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ B 5 g}) ThuAug 9,14:10 (0]
« Show 2D figure GISsMO (Guided'Ideographic Spin System Model Optimization) - v. 2.0 !

?% 9\, {"}' @ File Tools Help

a2 o

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..
T T T T T T T T
Show 2D figure ‘ . o et
og— 17 PPM: 1.6131 Same as exp. data
Amp: 0.497
) PPM is copied to clipboard
Water region (PPM]: Line width:
°© 3 %— 16 : Field strength:
\ / delete water region S B o, e
3—4 :
DSS region (PPM]): .
N Lorentzian coeff:
0 /s N\
! Gaussian coeff:
11 =1 ——2 07 delete DSS region
| | ~ 14 1 I 1 1 1 1 1 I 1 1
1.8 1.75 1.7 1.65 1.6 1.55 143 1.45 1.4 1.35
12 13

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues v‘ Load ‘

ROI region: to 1.811 get ROI from exp. spectrum | ethylmalonic acid(margad) ‘
Close
02 T T T T [ 10 11 | 12 | 13 | 14 15
M 07794 -12.4000 0 7.4203 7.4203 0.0365
i M -12.4000 0.7794 0 7.4203 7.4203 0.0365
M Q Q 0.7794 7.4203 7.4203 0.0365
ﬂ 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
| 14| 74203 74203 7.4203 -124000) 16131  7.3128
E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
Done

Rmsd<.01 is good

1 L 1 L 1 L 1 L 1 L ‘l I’
1.8 1.75 L7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Proce Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.01083

Copy selected cells Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | Ml | |
=) bge? @ 0] @ & [ & (8] Right ctrl




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help
@ Applications Places System @E‘ B 5 g}) ThuAug 914112 (0]
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)
?% 9\, {"}' @ File WGHIEN Help
Edit compound's properties 3
[ InChl=15/CSHB0 4/c1-2-3(4(6) 7)5(8)9h3H,2H2, 1H3,{H.6,7) (H.8,5) |
Splitting spin matrix options ~ #
Additional coupling constant  » EI Draw full experimental spectrum | M
T T T T T
Disable/Enable spins | R i

optimization

o 17 wwen FiNish by changing status in Notes

Auxiliary tools ]
oi——5 oe— 16 Parameters )
Field strength:
Z View workspace properties
Same as exp. data
3— 4 .
DSS region (PPM]):
N Lorentzian coeff:
10 / 15 \\
! 2 Gaussian coeff:
o7
~ I I

11-=1
1 1 1 1

delete DSS region

! 1 14
12 13 3 2.5 2 15 1 0.5
|

database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load

ROI region: to 3.251 get ROI from exp. spectrum | ethylmalonic acid(margad) ‘
Close
L2 T T T T T [ 10 11 | 12 | 13 14 15
M 07794 -12.4000 0 7.4203 7.4203 0.0365
- ﬂ -12.4000 0.7794 0 7.4203 7.4203 0.0365
M Q Q 0.7794 7.4203 7.4203 0.0365
ﬂ 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
1 M 7.4203 7.4203 7.4202  -12.4000 1.6131 7.3126
E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
A

1 1 1 L 1 1 ‘l I’

3 25 2 1.5 1 05
Process | Optimization ‘ Group and optimize |

Save automatically Normalized RMSD: 0.01073

Copy selected cells | Paste cells | Swap two cells |

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | eyl | |
() g P @ 0 M i [ @B (8] right ctrl




ial [Running] - Oracle’ VM'VirtualBox

File Machine View Input Devices Help

NMRFAM_GISSMO_

@Appli:ations Places System @E‘

mEE)

H 5l o) ThuAug 9,14:12 [0

« Show 2D Figure [RIENER) (5 Notes (=@
RN Ao File Tools Help Status:
FEEE _
[ InChi=15/CSHBO04/c1-2-3(4(6)7)5(8)91h3H,2H2.1H2,(H.6,7)(H 8.9) | initial values -
choose status
Get integra Reset inte..
4‘3' Notes: |Initial values 4}
———~ 3 :
Active :
1 MNum points:
Show 2D figure ‘ Approximately done 14 p
og— 17 Complicated Same as exp. data
. Difficult
Water region (PPM): No C-H protan Line width:
o] — oe— 16 2H exchange )
Problemn Field strength:
delete water region
] e Same as exp. data
3— 4 .
DSS region (PPM]): L
N - Lorentzian coeff:
10 / 15 \\
! Gaussian coeff:
11 =1 2 o7 delete DSS region Apply Cancel
~ 1 1
; ! 14 3 0.5
12 13
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
.
Good RMSD: status Done
ROI region: to lm get ROI fram exp. spectrum ‘
| ethylmalonic acid{merged) ‘
Close
L2 T T T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
- 11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
14 7.4203 7.4203 7.4202  -12.4000 1.6131 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
A
1 1 1 L 1 1 A | I 2
3 25 2 1.5 1 05
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.01073
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4 Notes

PIOL[cdedm] T e




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

@Eﬂﬂ) Thu Aug 9, 14:13 IEI

— "y ote =
4 [=][=5]
File Tools Help Status:
= y
|i A Done -
Get integra Reset inte..
—————— 1 MNotes: T
Show 2D figure =3 LD DI
Ad d any Same as exp. data
Water region (PPM]: Com ments here Line width:
Field strength:
delete water region
] e Same as exp. data
DSS region (PPM]): L
= Lorentzian coeff:
Gaussian coeff:
delete DSS region Apply Cancel
1 1
3 0.5
database entries:  pmsen00578(ethylmalonicacid)-Initialvalues - Load ‘
ROl region: to 3,251 .
TR PGy o | ethylmalonic acid{merged)
L2 T T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
1+ - 11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
0.8 1
14 7.4203 7.4203 7.4202  -12.4000 1.6131 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
0.6 B
0.4 F B
0.2 B
o A
-0.2 L L | L L 4 [»
3 25 2 1.5 1 05
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.01073
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4 Notes

PIOL[cdedm] T e




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

fo S —1

\

10

11-1
! 1 14
12 13

Close

oe— 16

/

3——4
\
/ 15 \\
1
2\ o7

4

File Tools Help

EE [5lof) ThuAug 9,14:13 [0

B o a

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

Status

changed to “Done”

|

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

2.5

2 1.5 1

0.5

ROI region:

database entries: |brnseooos7&lethylmalonic acid)-Done -

Load ‘

get ROI fram exp. spectrum

1.2 T T

0.8 -

0.6 -

0.2 -

bmse0005

-0.2 ! !

brms2000570((S)-(+)-2-hydroxy-3-methylbutyricacid)-nitia |
bmse000571(2-hydroxyhexancicacid)-Initiabvalues
bmse000572(2-hydroxyoctaneicacid)-Initialvalues

' |bmse000573(3-hydroxymandelicacid)-Initislvalues

| |bmse000574(3-methyl-2-oxopentancicacid)-initialvalues
| |bmse000575(3-methylglutaricacid)-Initialvalues

E | |bmsen00576(acetosyringone)-Initialvalues

| {brms2000577((-)-cotinine]-InitialgMlesN

ylmalonic

bmse000579(manoethylmalonaNggl
| |bmseooasao(mono-methylglutarate)-initialvalues ksl
bmse000581(3-methyl-2-butencicacid}-Initialvalues
bmse000582(4-Hydroxybenzaldehyde)-Initiahvalues
J bmse000583(4-Hydroxy-benzoicacid)-Initialvalues
bmseoo0584(acetovanillone)-initiahalues
bmseoooses(dihydraconiferylalcohol}-initialvalues
bmse000586(dihydro-sinapylalcohol)-Initialvalues
bmseooosa7(Ferulicacid)-Initialvalues

b bmse000588(gly-pro)-initialvalues

[ 15
0.0365
0.0365
0.0385
7.3126
7.3126
2.8871

id -Daone

[»

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

Normalized RMSD: 0.01073

Process

Optimization ‘ Group and optimize |

Copy selected cells |

Paste cells | Swap two cells |

() g P @ 0 M i [ @B (8] right ctrl

Ell ||




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

4

File Tools Help

CEE 5l o) ThuAug 9,14:14 [0

B o a

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

il

Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

2.5 2

“Select'next s_d actrum

ROI region:

database entries: |brnsecoos7&lethylmalonic acid)-Done -

get ROI fram exp. spectrum ‘

1.2 T T

0.8 -

0.6 -

0.2 -

-0.2 ! !

Save automatically

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure

15 1 0.5

Normalized RMSD: 0.01073

Load

I bmse000555(myrtencl)-Initiahvalues 10-?9355
| |bmse000556(o-tolualdehyde)-Initialvalues 0.0365
| |bmse000557(o-toluicacid)-Initialvalues 0.0365
| |bmse000558(pentadecancicacid)-Initialvalues 7.3126
| [bmsen00559((s)-(-)-perillylalcohel)-Initialvalues 7.3126
| |bmseooosso(phenanthrene)-Initialvalues 28871

| |bmse000561({pinocarveol)-intialvalues

bmseo00550(sthylheptancate)-intialvalues
bmse000551{methyljasmonate)-Initialvalues
bmseooossz{m-tolualdehyde)-Initialvalues
bmse000553(m-toluicacid)-Initialvalues
bmse000554(m

ene)-Initialv:

bmse000562(retinoicacid)-Intialvalues
bmseo00563(undecanoicacidl-Initialvalues
bmse000564(9-hydroxyflucrene)-Initialvalues
bmse000565(cis-5-dodecencicacid)-Initialvalues
bmse000566(glyceryltridecancate)-Initialvalues
bmseoo0557(tetrabromobisphencla)-initiahvalues
bmse000568(1,2-dichloroethane)-initialvalues
bmse000568(1,6-anhydro-beta-d-glucose)-Initialvalues

4

4] [»

Process | Optimization ‘ Group and optimize |

Copy selected cells | Paste cells | Swap two cells |

Ell ||

() g P @ 0 M i [ @B (8] right ctrl




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System @E‘ B 5l g} ThuAug 9,144 [0
« Show 2D figure (=) (=) GISSMo (Guided'Ideographic Spin System Model Opti EEE)

?% 9\, {"}' @ File Tools Help

B o a

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59) |

Get integra Draw full experimental spectrum Reset inte..
T

‘ MNum points:

Same as exp. data

Show 2D figure

og— 17

/ Water region (PPM]: Line width:

oo——h oe— 16 Field strength:

delete water region
\ / * ¢ Same as exp. data

3——4 ; :
10 / \15 \\ DSS region (PPM): Lorentzian coeff:
]
2 “ o7

Gaussian coeff:
11 -1

delete DSS region

I 1 714 1 1
12 13 3 2.5 2 1.5 1 0.5
L

database entries: |bmse000554(m—xy|ene)—\mt\alva|ues

ROI region: to 3.251 get ROI from exp. spectrum | ethylmalonic acid(margad)
Close
L2 T T T T T [ 10 11 | 12 | 13 | 14 15
M 07794 -12.4000 0 7.4203 7.4203 0.0365
- ﬂ -12.4000 0.7794 0 7.4203 7.4203 0.0365
M Q Q 0.7794 7.4203 7.4203 0.0365
ﬂ 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
1 M 7.4203 7.4203 7.4202  -12.4000 1.6131 7.3126
E 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
A
1 1 1 L 1 1 ‘l I’
3 25 2 1.5 1 05
Process | Optimization Group and optimize |
Save automatically Normalized RMSD: 0.01073
Copy selected cells | Paste cells | Swap two cells |

Ell ||

[ [rerminall | 4 cIssMo (Guided Ideo... | 4 Reporting properties | 4 ShowzDfigure | £
() g P @ 0 M i [ @B (8] right ctrl




File Machine View

Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

Show 2D figure

(=)= x]

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

CEE 5l o) ThuAug 9,14:14 [0
(=)=

INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

File Tools Help

O

Get integra

Draw full experimental spectrum |

Reset inte..

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM]):

delete DSS region

0
9 Would you like &

S

Save status

ave the current workspace?

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

3 2. 0.5
database entries:  brnse000554(m-xylens)-Initialvalues - Load ‘
ROI region: to 3.251 get ROI from exp. spectrum
| ethylmalonic acid{merged) ‘
L2 T T T T T [ 10 11 | 12 | 13 | 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
1+ - 11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
08| | 13 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
: 14 7.4203 7.4203 7.4202  -12.4000 1.6131 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
0.6 - B
0.4 r b
0.2 - q
o A
4] [»
0.2 I I I . I I
3 2.5 2 15 1 0.5
Process | Optimization ‘ Group and optimize |
Save automatically Normalized RMSD: 0.01073
Copy selected cells | Paste cells | Swap two cells |

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4 Savestatus

||
BORPILERDE




File Machine View Input Devices Help

NMRFAM_GISSMO_

ial [Running] - Oracle’ VM'VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

(=)= x]

L)

4

GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

JH 5l o) ThuAug 9,14:15 [0
(=)=

| INChi=15/C5HE04/c1-2-3( 4(6)7)5(815(h3H,2H2, 1H3.iH.5,7)(H.B.59)

og— 17

/

[ — oe— 16

N/
o /N

11-1

1 14

1
12 13

Close

File

Tools  Help

B oa

Get integra

Draw full experimental spectrum

Reset inte..

Show 2D figure ‘

delete water region

delete DSS region

Water region (PPM]:

DSS region (PPM]):

Save completed!

The spin matrix is saved to

relative to the spin matrix file.

Keep them all in the same direcoty

ROI region:

fhome/nmrfam/Desktop/BMRB_metabolites/bmse000578/spin_simulation.xml
Paths to external files (experimental spectrum, mol and figure files) are

|

T
Num peints:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

1.2 T T

0.8 -

0.6 -

0.2 -

-0.2 ! !

Save automatically

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4 Save completed!

15 1 0.5

Normalized RMSD: 0.01073

0.5
na)-Initialvalues - Load

| ethylmalonic acid{merged) ‘

[ 10 1 [ 12 [ 13 [ 14 15
10 07794 -12.4000 0 7.4203 7.4203 0.0365
11 -12.4000 0.7794 0 7.4203 7.4203 0.0365
12 Q Q 0.7794 7.4203 7.4203 0.0365
13 7.4203 7.4203 7.4203 1.6131 -12.4000 7.3126
14 7.4203 7.4203 7.4202  -12.4000 1.6131 7.3126
15 0.0365 0.0365 0.0365 7.3126 7.3126 2.8871
4] [»
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

|
BORPILERDE




File Machine View Input Devices Help

NMRFAM_GISSMO initial [Running] - Oracle’ WM VirtualBox

@Applications Places System @E‘

Show 2D figure

GISSMOE'(Guided'Ideographic SpiniSystem Model ©ptimization)- v. 2.0

% "1, é\"? @ Tools  Help
| InC hl=15/C5HE04/c1-2-3{4{6)7)5(2)5/h3H, 2H2, 1H3, H,6,7)iH.8,5)
Get integra Draw full experimental spectrum Reset inte..]
T T T T T T T
Show 2D figure ‘ Num points: -
oe— 17 Same as exp. data
/ e ) Start next spectrum
oi—— 5 os— 1
6 Field strength:
delete wat i
\ / elete water region Same as exp. data
3 4 DSS region (PPM]:
\ JJ Lorentzian coeff:
10 15 \ .
' Gaussian coeff:
11 =—1 2 o7 delete DSS region
~ 1 1 1 I 1 1 1
| 1 14
10 8 6 4 2 0 -2
iz i3
database entries:  hmse000554(m-xylens)-Initialvalues - Load |
ROl region: -1 to 12 .
| ‘ ‘ get ROI from exp. spectrum | m-xylens(mergad) |
Close
T T 9 10 [ 1 [ 12 | 13 14
1rF g 9 2.3370 -12.4000 0 [u] [4]
10 Q 0 0 Q [4]
1T -12.4000 0 2.3370 o] Q 4]
08 1 12 0 0 0 2.3370 0 0
13 Q 0 1] 0 2,3370  -12.4000
14 Q 0 0 0 -12.4000 2.3370
0.6 1 15 0 0 0 0 0 0
16 1.3300 1.3300 1.3300 0 Q (4]
04k | 17 Q 0 0 1.3300 1.3300 1.3300
. 18 1.3300 1.3300 1.3300 1.3300 1.3300 1.3300]
0.2 B
0
L 1 L 1 A ‘ I ‘ L
10 8 6 4 2 0 -2

Save automatically

[Terminal] ‘4| GISSMO (Guided Ideo... | 4 Reporting properties 4 Show 2D figure

simulation info

Process | Optimization

| Group and optimize |

Copy selected cells

Paste cells

‘ Swap two cells |

= < I =

B © Ugep @ M & {0 @ (@] Right Ct
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