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I [Terminal]

l 4 GISSMO (Guided Ideoq... l 4 Reporting properties
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Get integral

Draw full experimental spectrum

Reset inte...

T
Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

Num points:

32768

Same as exp. data

Line width:

PPM: 7.8803 Field strength:
Amp: 0.257
PPM is copied to clipboard Same as exp. data
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Opkimization report:
Lorentzian coeff:
optimization completed with the following message:
Simplex process coverged! 12: 2.374 Gaussian coeff:
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8.2 8 7.8 6.8
e000739(p-fluorobenzoicacid)-Initialvalues v‘ Load ‘

ROI region: to | 8.278 .
L) NG P T oy ‘ | p-flusrobenzoic acid{merged) |
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0
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8.2 8 7.8 7.6 7.4 7.2 7 6.8
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.05852 47
Copy selected cells | Paste cells ‘ Swap two cells |

l 4 Show 2D figure

4 Optimization report:
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Get integral Draw full experimental spectrum Reset inte...
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Num points: 32768

Same as exp. data

Show 2D figure

Water region (PPM]: Line width:

- - PPM: 7.8803 Field strength:

et ; X Amp: 0.257
ElEDS EUET E PPM is copied to clipboard Same as exp. data

DSS region (PPM):
4 Lorentzian coeff:

Gaussian coeff: 0.2

delete DSS region

|
7.2

database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues

ROI region:
L) NG P T oy p-flusrobenzoic acid{merged)

12 [ 13 [ 14 ]
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15000  7.1623

Processed

8.2 8 7.8 5 7.4 7.2 7 6.8
Process Optimization Group and optimize |

Save automatically Normalized RMSD: 0.04130 47

Copy selected cells | Paste cells Swap two cells |

I [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties l 4 Show 2D figure
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Get integral Draw full experimental spectrum Reset inte...
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Num points: 32768

E d Same as exp. data
Water region (PPM]: p
- - PPM: 7.8803 Field strength:

et ; X Amp: 0.257
ElEDS EUET E PPM is copied to clipboard Same as exp. data

DSS region (PPM):
4 Lorentzian coeff:

Show 2D figure

Line width:

Gaussian coeff: 0.2

delete DSS region \
—
7.2

database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues

ROI region:
L) NG P T oy p-flusrobenzoic acid{merged)

12 [ 13 [ 14 ]
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] 05000  8.4300
71623 15000

15000  7.1623

8.2 8 7.8 5 7.4 7.2 7 .
Process | Optimization Group and optimize |

Save automatically Normalized RMSD: 0.04130

Copy selected cells | Paste cells Swap two cells |

I [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties l 4 Show 2D figure
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Draw full experimental spectrum

Reset inte...

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

L

T
Num points:

32768

Same as exp. data

Line width:

Field strength:

Same as exp. data

Gaussian coeff: 0.2

Lorentzian coeff:

Hoed2

7.18 7.16

7.14

Yo alz il

Get ROI e ; Process database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues

ROI region:

get ROI from exp. spectrum h ‘

|

8.2 8 7.8

Save automatically

I [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties li-' show 2D figure

7.4 7.2 7

Normalized RMSD: 0.04130

p-flusrobenzoic acid{merged)
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Process | Optimization Group and optimize |
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e 2P o 0] [ i ([ @B (2] Right ctrl




File Machine View

Devices Help

GISSMOL|

L [Running] - @racle VM'VirtualBox

D@ Applications Places System .,

*

Show 2D figure

RHROLD

File Tools Help

GISSMO/(GuidedIdeographic Spin System Model ©ptimization)-v. 2.0

Sy E .79°F TueAug28, 10:33AM

| InChi=15/CTH5F 03/c2-6-3-1-5(2-4-E17(311 0/h1 -4H, (H,5,100
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I [Terminal]

4| GISSMO (Guided Ideoq...

Get integral

Draw full experimental spectrum

Reset inte...

T
Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

Yo alz

ROI region:

get ROI from exp. spectrum

Num points:

32768

Same as exp. data

Line width:
Field strength:
Same as exp. data

Gaussian coeff: 0.2

Lorentzian coeff:

bmse000739(p-fluorobenzoicacid)-Initialvalues

p-flusrobenzoic acid{merged)

12

1.5000
7.8803
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8.4300

Linewidths look broad

13

0.5000
7.1623
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14
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7.1623

7.22 7.2

Save automatically

4 Reporting properties l 4 Show 2D figure
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Normalized RMSD: 0.04130

Process |
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Copy selected cells |
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I [Terminal]
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Splitting spin matrix options

Additional coupling constant

Draw full experimental spectrum

Reset inte...

Disable/Enable spins

Auxiliary spectrum
Auxiliary tools

MNotes

Parameters

Optimize spin matrix
Optimization over groups of cells
Optimization over selected cells

Optimize chemical shifts (grained)

View workspace properties

Guided optimization

Optimize additional couplings

DSS region (PPM):

delete DSS region

T
Num points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

7.14

Yo alz

ROI region:

database entries:

get ROI from exp. spectrum

Save automatically

4 Reporting properties l 4 Show 2D figure

7.16 7.14 7l

Normalized RMSD: 0.04420

bmse000739(p-fluorobenzoicacid)-Initialvalues

p-flusrobenzoic acid{merged)
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Entire spectrum v|
Get integral Reset inte...
T T T T
Show 2D figure Num points:
14 Proceed Cancel |
. —DS‘ Same as exp. data
F8 4 ~
\ / - 12
6 2 Water region (PPM]: Line width:
I | | Field strength:
.3 5 09 delete wat i
137 0 ’//’ ~. 15 B e e Same as exp. data
1 7
. DSS region (PPM):
11 | | Lorentzian coeff:
010 Gaussian coeff:
delete DSS region
I I | I I
7.22 7.2 7.18 7.16 7.14 7.12 7.1
database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues - Load ‘

Close

I [Terminal]

I:ﬁ' GISSMO (Guided Ideoq... l: Reporting properties
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ROI region:

1.2

get ROI from exp. spectrum

0.6

0.4
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7.22

7.2

Save automatically

l 4 Show 2D figure

7.18

7.16

7.14 7l

Normalized RMSD: 0.04420

‘4| Choose optimizationr...
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p-flusrobenzoic acid{merged) |
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17 7.8803 1.5000 8.7362 0.5000
12 1.5000 7.8803 0.5000 8.7362
13 8.7362 0.5000 7.1623 1.5000
14 0.5000 8.7362 1.5000 7.1623
Process | Optimization | Group and optimize |
Copy selected cells | Paste cells ‘ Swap two cells |
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T T T T T T T
Show 2D figure Num points:
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6 2 Water region (PPM]: Line width:
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delete DSS region You may “Process”.
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Close
ROI region: to | 7.227 .
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1+ - 12 1.5000 7.8803 0.5000 8.7362
13 8.7362 0.5000 7.1623 1.5000
o8l i 14 0.5000 8.7362 1.5000 7.1623
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0.4 B
0.2 B
0
0.2 . . . . . . .
7.22 7.2 7.18 7.16 7.14 7.12 7.1
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.04420
Copy selected cells | Paste cells ‘ Swap two cells |

I [Terminal]

l 4 GISSMO (Guided Ideoq... l 4 Reporting properties

l 4 Show 2D figure

4 Optimization report:
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Get integral

Draw full experimental spectrum Reset inte...

T
Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

Num points: 32768

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

7.14 Yo alz

ROI region:

database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues

get ROI from exp. spectrum

p-flusrobenzoic acid{merged)

[ 13 | 1a ]
Processed 262

7.2

Save automatically

I [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties li-' show 2D figure

7.16 7.14 7.12 .
Process Optimization Group and optimize |
Normalized RMSD: 0.02289

Copy selected cells | Paste cells Swap two cells |
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| InChi=15/CTH5F 03/c2-6-3-1-5(2-4-E17(311 0/h1 -4H, (H,5,100

I [Terminal]

4| GISSMO (Guided Ideoq...

4 Reporting properties

Tools

GISSMO/(GuidedIdeographic Spin System Model ©ptimization)-v. 2.0

Edit compound's properties

Splitting spin matrix options

Additional coupling constant

Disable/Enable spins

Auxiliary spectrum
Auxiliary tools

Draw full experimental spectrum

Reset inte...

Optimize line shape

MNotes

Parameters

Optimize spin matrix

Optimization over selected cells
Optimize chemical shifts (grained)

View workspace properties

Guided optimization

DSS region (PPM):

delete DSS region

Optimize additional couplings

T
Num points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

0.223

Lorentzian coeff:

Gaussian coeff:

7.14

Yo alz

ROI region:

get ROI from exp. spectrum

database entries:

Save automatically

l 4 Show 2D figure

7.16 7.14 7l

Normalized RMSD: 0.02501

bmse000739(p-fluorobenzoicacid)-Initialvalues

p-flusrobenzoic acid{merged)

11 12 13 14

1 7.8803
12| 15000  7.8803 o[ llE
j 8.7362 [VET-E] 15000

14 0 8.7362 1.5000 7.1623

Optimize H-H couplings
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Process | Optimization Group and optimize |

Copy selected cells | Paste cells Swap two cells |
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cell spin nam..‘| group id |
Get integral 11-12 Group(1) (= Reset inte...
: : 11-13 Group(2) [=] T
12-14 :
Show 20 fiqure Group(2) [=] Num points:
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6 27 Water region (PPM]: Group(2) Line width:
Group(3)
I | [2e ] [ =] Group(a) Fild strength:
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1 7
- 055 regon (o) Setup 2 groups
11 | | Lorentzian coeff:
010 Gaussian coeff:
delete DSS region oK | Cancel |
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7.22 7.2 7.1
database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues v‘ Load ‘
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ROI region: to | 7.227 .
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Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.02501
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l 4 Show 2D figure
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L] File Tools Help .
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cell spin nam..‘| group id |
Get integral 11-12 Group(1) (= eset inte...
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12-14 Group(2) [=]
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. DSS region (PPM):
11 I
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Close

delete DSS region

Hoed2

o] Cancel
St o s I
. 7.2 7.1

Same as exp. data

Line width:

Field strength:

Same as exp. data

0.223

Lorentzian coeff:

Gaussian coeff:

ROI region:

1.2 T

database entries:
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0.4
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I [Terminal] I:ﬁ' GISSMO (Guided Ideoq... l: Reporting properties li-' show 2D figure
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Normalized RMSD: 0.02501
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File Tools Help
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| InChi=15/CTH5F 03/c2-6-3-1-5(2-4-E17(311 0/h1 -4H, (H,5,100

Show 2D figure
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FB\ /& \ 13
6 27 Water region (PPM):
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13,3 \ ’//vb- ~ /09., 15 delete water region
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'11 | | DSS region (PPM):

delete DSS region

Get integral

Draw full experimental spectrum

Reset inte...

Opkimization report:

optimization completed with the following message:
Simplex process covergedid2: 0.687

Hoed2

7.2

Num points:

32768

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

i7.12
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Nz 0ase entries:

bmse000739(p-fluorobenzoicacid)-Initialvalues

I [Terminal]

I:ﬁ' GISSMO (Guided Ideoq... l: Reporting properties

l 4 Show 2D figure

ROI region: to | 7.227 .
L) NG P T oy ‘ | p-flusrobenzoic acid{merged) |
12 . . : . . . [ uw | 12 [ 13 [ 14 |
17 7.8803 3.2443 8.8632 4]
1+ - 12 3.2443 7.8803 0 8.8632
13 g.8632 0 7.1623 3.2443
o8l i 14 0 8.8632 3.2443 7.1623
0.6 N
0.4 R
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0
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Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.02501 47
Copy selected cells | Paste cells ‘ Swap two cells |

‘4| Optimization report:
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Get integral
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Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region
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Num points: 32768

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

7.14 Yo alz

ROI region:

database entries:  bmse000739(p-flucrobenzoicacid)-Initialvalues

L) NG P T oy p-flusrobenzoic acid{merged)
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Save automatically
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7.16 7.14 7.12 7.1
Process | Optimization Group and optimize |
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Get integral
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Show 2D figure
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delete water region
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delete DSS region
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Same as exp. data

Line width:
Field strength:
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Lorentzian coeff: 0.223

Gaussian coeff:
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ROI region:
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