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T T T T T T T ;
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:
- F————1g
\\ / \ (D [ s Field strength:
14 delete water region
' E L Y Same as exp. data
1> 27N DSS region (PPM):
17 12 4 : Lorentzian coeff:
20— [ 01 [ o1 |
. Gaussian coeff:
delete DSS region
b : : I t : :
1.05 1 0.95 0.9 0.85 0.8 0.75
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 | ‘ e PTG G T | 4-methylvaleric acid(sub_matrix_1)
T T T T 3 10 [ 11 [ 12z | 13 14
1r — 9 0.9020 0 0 0 4] 4]
10 0 0.9020 -12.4000 0 0 0
11 0 -12.4000 0.9020 0 0 o]
0.8 - 1 12 0 0 0 08020 0 -12.4000
13 0 [4] [4] 0 0.2020 0
14 0 4] 0 -12.4000 0 0.9020
0.6 | B J
0.4 | B
0.2 B
0
| | | L |
10 8 ] 4 2 0 -2 R .
Proce: Optimization Group and optimize |
Save automatically simulation info
Copy selecteqgells Paste cells | Swap two cells |

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

I [Terminal]

Loy
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3 Show 20 Ogucs G0 (Guied eog sp R S 5yt Modelopimizaten v 201 [ )
RENO File T
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% %ﬁ,ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T ;
10 Show 2D figure ‘ Nurm points; 65536
u \J/ Same as exp. data
s
15 .
15\1 Water region (PPM): Line width:
o E s—19
\\ / \ [ 25 Ls | Field strength:
14 delete water region
P L [v] same as exp. data
1\18 12/ \ PFM: 0.9118

. 13 DSS region (PPM): Amp: 0.137 . o

™M is copied to clipboard Lorentzian coeff:
20— [ 01 [ o1 |
. % Gaussian coeff:
delete DSS region
b : : | t : :
1.05 1 0.95 0.9 0.85 0.8 0.75

Load

Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues -

to 1.060 get ROl from exp. spectrum

ROI region: -
4-methyhvaleric acid{sub_matrix_1)

4 T T T T T T [ s 10 | 11 | 12 [ 13 | 1a
9 0.9020 0 0 0 0 o]
0.8 i 10 0 0.9020 -12.4000 0 0 0
’ 11 0 -12.4000 0.9020 0 0 o]
12 0 0 4] 0.9020 0 -12.4000
0.6 | 13 0 0 0 0 09020 0
14 0 4] 0 -12.4000 0 0.9020
blet d upli dditional coupli
Doublet due to coupling to 19 (additional coupling)
0.2 | R
0
0.2 L | | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.07048
Copy selected cells | Paste cells | Swap two cells |
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I [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties l 4 Show 2D figure
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4] show 2D figure [=l(s) GISSMO (Guided/ideographic Spin System Model @ptimization) - v. =EE
SR File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% ‘:% s’?,ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T
0 Show 2D figure Numn points; 63536
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:
o E s—19
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1\ 12 - \ PFM: 0.9118
. 1 13 DSS region (PPM): Amp: 0.137 .
PPM is copied to cliphoard Lorentzian coeff:
o [ [o3] i
. Gaussian coeff:
delete DSS region
b : : :
1.05 0.95 0.9 0.85 0.8 0.75
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_1)
4 T T T T [ s [ 10 | n 12 | 13 | 1a
g9 0.9118 o 4] 0 o]
0.8 i 10 0b 0.9020 -12.4000 0 0 0
’ 11 0 -12.4000 0.9020 0 0 o]
12 0 0 0.9020 0 -12.4000
0.6L | 13 0 0 0 0.8020 0
14 0 4] -12.4000 0 0.9020
0.4} .
Left click II; ctrl
02| | €1t CIICK Oon cell; Ctri-v
0
0.2 L | | | |

I [Terminal]

4| GISSMO (Guided Ideog... | 4 Reporting properties

1.05

Save automatically

0.95

l 4 Show 2D figure

0.85 0.8 0.75

Mormalized RMSD: 0.07048

Process |

Optimization

Group and optimize |

Copy selected cells |

Paste cells

| Swap two cells |
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4 Show 2D figure

®E&DD

DX

File Tools Help

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

S Bl p E _g1°F MonAug27, 1:47PM

EEE

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

% % O

1o
11\1/
\5
15
5|
R \3 5 — 18
—t /2/
1\13 27\
. 13

20 — =

Close

4| GISSMO (Guided Ideo

I [Terminal]

Show 2D figure

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):

Get integral

Draw full experimental spectrum

Reset integ...

PPM: 0.9118
Amp: 0.137
PPM is copied to clipboard

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

=2 —
]

1] [ox] . |
. Gaussian coeff:
delete DSS region
b : t : :
1.05 0.95 0.9 0.85 0.8 0.75
database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_1)
4 T T T T T [ s 10 | 11 | 12 [ 13 | 1a
9 0.9118 0 0 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 | 13 0 0 0 0 09118 0
14 0 0 0 -12.4000 0 0.911%
M_ | All methyl spi
’ have same chemical shift
0
0.2 L | | | | |
1.05 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.07048
Copy selected cells | Paste cells | Swap two cells |

g... | 4 Reporting properties

l 4 Show 2D figure

Loy
@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

ial [Running] - Oracle’ VM'VirtualBox

D@ Applications Places System .,
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#| show20 Giqucs =) GISSMO!(Guided/ldeographic Spin System Model Optimization) - v. BEIE)
RENO File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?’ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T ;
10 Show 2D figure Nurm points; 65536
u \1/ Same as exp. data
s
15
js\L . . Water region (PPM): Line width.
o —_——
\\ / \ I 46 | s | Field strength:
14 delete water region
f— 2 ? [v] same as exp. data
1\ 12/ \ PFM: 0.9118
17 1 13 DSS region (PPM): Amp: 0.137 .
PPM is copied to clipboard Lorentzian coeff:
20— o | 01 [ o1 ]
B u
. Gaussian coeff:
delete DSS region
b : I t : :
1.05 0.95 0.9 0.85 0.8 0.75
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
L 1.060 gL e e aspeciuy | 4-methyhvaleric acid{sub_matrix_1)
d T i T T T [ s 10 [ 11 [ 1z [ 13 | 1a
9 0.9118 0 0 0 0 o]
08l i 10 0 09118 -12.4000 0 0 0
’ 11 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 | B 13 0 [4] [4] 0 0.9118 o]
14 0 4] 0 -12.4000 0 0.9118
0.4 - g
0.2 | g
0
sl . . . . . o~
1.05 0.95 0.9 0.85 0.8 0.75 R .
Proce: h Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.07048
Copy selected ce Paste cells | Swap two cells |

4| GISSMO (Guided Ideo

I [Terminal]

g... | 4 Reporting properties

l 4 Show 2D figure
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4 show 2D Ffigure (== ] BIEIE]
B E MY File WEGEIEN Help
[ InChi=15/C6H1 202/c]1-5(213-4-6(TIThSH, 3-4H 2. 1-2H3. . 7.8 N q Edit compound's properties  »
_ 1 gm—
Splitting spin matrix options ~ » yd N\
Draw full experimental spectrum Reset integ...
Disable/Enable spins View additional couplings ‘ ‘ I I Murn points: __55535
10 Optimization » Edit additional couplings
11 e .
\J/\\ auxdliary spectrum » Label additional couplings Same as exp. data
15 5 auxdliary tools » Remove additional coupling constants
15\1 Naotes Line width:
s S ————1g
Parameters Field strength:
14 View workspace properties
P L [v] same as exp. data
1\18 12/ \ PFM: 0.9118
. 13 DSS region (PPM): Amp: 0.137 .
PPM is copied to clipboard Lorentzian coeff:
20 — o1 | -0.1 ‘ | 0.1 | -
. Gaussian coeff:
delete DSS region
e —— t t I T t t
1.05 1 0.95 0.9 0.85 0.8 0.75
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
L 1.080 gL e e aspeciuy | 4-methyhvaleric acid{sub_matrix_1)
d T T T T T T [ s 10 [ 11 [ 1z [ 13 | 1a
9 0.9118 0 0 0 0 o]
08l i 10 0 09118 -12.4000 0 0 0
’ 11 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 N d I 4 13 0 0 0 0 09118 0
ee S Coup Ing 14 0 4] 0 -12.4000 0 0.9118
0.4 4
0.2 | g
0
0.2 L 1 1 1 1 1 1
1.05 1 0.95 0.9 0.85 0.8 0.75 R .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.076390
Copy selected cells | Paste cells | Swap two cells |

4| GISSMO (Guided Ideog... | 4 Reporting properties l 4 Show 2D figure

I [Terminal]
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- Show 2D figure E]@ 5 GISSMIL: Applvidifferentadditinnal caunlings to'different spin groups (=) (=)
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?,ﬁ Numbar UF groups Of iz Create
Total number of additional couplings 2
Get integral :\ |—|
T T
0 Show 2D figure ‘ ke 63536
5/ ta
s
15
15| Water region (PPM):
~
o F————1g
[ a5 [ s |
\ / \
14 delete water region
f——d 2 ? ata

| Sis 27
. 13 DSS region (PPM): _
20 — o | -0.1 ‘ | 0.1 | “

. 0.2
delete DSS region _
b :
1.05 1 0.

Close ZI Load

Apply Cancel
ROI region: to

1
T T T T 9 [ 10 [ 1T [ 12 [ 13 T 14 |
9 0.9118 s} Q 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 p 13 0 0 0 0 00118 0
14 0 4] 0 -12.4000 0 0.9118
0.4 - B
0.2 |- B
0
] 1 1 1 1 1 1
1.05 1 0.95 0.9 0.85 0.8 0.75 A )
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.076390
Copy selected cells | Paste cells | Swap two cells |

L=
@ © P @0 & @ @ () Right ctr

4 GISSMO (Guided Ideog... | 4 Reporting properties 4 Show 2D figure ‘4| Apply different additio...
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File Machine View Input Devices Help
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Gissmilt App

[« Show 2D figure [AENE |
£y
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?’ﬁ
Get integral 4
T T
Show 2D figure
12
11 \J/
s . .
15
16 ‘Water region (PPM): S 19
o \L s—19 ? I n IS C
\\ / \ [ a5 [ s |
14 delete water region
5—4\ P 2 ?
117 18 2 \13 DSS region (PPM):

20 — =

Close

| [Terminal]

MNumber of groups of spins

4 GISSMO (Guided Ideoq...

Total number of additional couplings

with a single coupling constant

oupled to 1 group of 6 identical spins

C By E g1°F MonAug27, 1:48PM

(=lE

53536

499.84

=2 —
]

[01] [ o1 ]
delete DSS region
O — i
1.05 1 0
ZI Load
Apply Cancel
ROI region: to
1
T T T 9 [ 10 [ 1T [ 12 [ 13 T 14 |
9 0.9118 s} Q 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 p 13 0 0 0 0 08118 0
14 0 4] 0 -12.4000 0 0.9118
0.4 - B
0.2 |- B
0
] 1 1 1 1 1
1.05 0.95 0.9 0.85 0.8 0.75 A )
Process | Optimization Group and optimize |
Save autornatically MNormalized RMSD: 0.07690
Copy selected cells | Paste cells | Swap two cells |

4 Reporting properties

4 Show 2D figure

4 Apply different additio...
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- Show 2D figure E]@ & GissMiLd = Q@
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?,ﬁ Number Uf groups Uf spins Create
Total number of additional couplings 1
Get integral |—|
g
T
Show 2D figure 63536
a /w Select spins Additional couplings
~ Bta
’\9 [spin names| Group ID | [coupling constant]  Group D |
15 1|9 select 1 select
5| Water region (PPM): J E‘ 2]
™~z 5—18 2|10 select 1
o —_—— _
[ a8 | [ 5 ] 3 |11
\ / \ (=] T =
) . L~ 14 v| delete water region < 13 select =] .
1\13 12/ 6 |14 select [=]
. 13 DSS region (PPM): _
20 — o | -0.1 ‘ | 0.1 | “
. 0.2
delete DSS region _
e
1.05 0.
Close 3 Load
Apply Cancel
ROI region: to
1 T T T T ] | m 14 ‘
9 0.9118 s} Q 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 | 13 0 0 0 0 09118 0
14 0 4] 0 -12.4000 0 0.9118
0.4 - B
0.2 | R
0
0.2 L | | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.07690
Copy selected cells | Paste cells | Swap two cells |

I [Terminal]

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

l 4 Show 2D figure

‘4| Apply different additio...

i
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£ Show 2D figure E]@ | GIssMIL: pply d additiona plings'to d oin group = E]@
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp,ﬁ Number Uf groups Uf iz Create
Total number of additional couplings 1
Get integral |—|
g
T T
Show 2D figure 63536
a /w Select spins Additional couplings
~ Bta
’\9 [spin names| Group ID [ [coupling constant]  Group D |
15 1|9 group(1) [=] 1 select [=]
sd__ /L, et rgon e o en =
o —
I 4.6 ‘ | 5 | 3 11 groupi1) [«
\ / N [ ] 1 - T =
v| delete water region
y , L 14 g/ 5 [13 group(1) [=] ata
1\13 2 AY ﬂlfl select =]
. 13 DSS region (PPM): salect _
. [o2 ] [o1 ] [ o |
. 0.2
delete DSS region S I I T _
e et all methyl spins to group 1
1.05 1 0.
Close 3 Load
Apply Cancel
ROI region: to
1
T T T T 9 [ 10 [ 1T [ 12 [ 13 T 14 |
9 0.9118 s} Q 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 | 13 0 0 0 0 09118 0
14 0 4] 0 -12.4000 0 0.9118
0.4 R
0.2 | R
0
0.2 L | | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.07690
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 Apply different additio...
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£ Show 2D figure E]@ | GIssMIL: Apply different additional'couplings to'differe oin group = E]@
B E MY File Tools Help
&, & Qﬂ?’ﬁ MNumber of groups of spins
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) Create
- Total number of additional couplings 1
Get integral 4
T T
a i ST ‘ Select spins Additional couplings _
~/ . : Btz
~, [spin names| Group ID [ [coupling constant]  Group D |
15 1|9 group(1) =] 1 select
s/, et rgon e T = =
o —
I 4.6 ‘ | 5 | 3 11 groupi1) [« __
\\ / \ 14 delete water region = Bienpi £ e
) . o g 5 [13 groupl [=] ata
1\13 IThd N\ 6 |14 group{1) [~]
. 13 DSS region (PPM):
L e Coupli A 1 [os ]
ouplings are to group
delete DSS region -
b :
1.05 1 0.
Close 3 Load
Apply Cancel

ROI region: to
10 | 11 | 12 | s

1 T T T T

09118 0 0 0 0 0
ac B | 0 00118 -12.4000 0 0 0
’ 1124000 09118 0 0 0
0 0 09118 0 -12.4000
0.6 | ] 0 0 0 09118 0
0 0 -12.4000 o JIEERE

0.4 g

0.2 R

-
s

"

o oo o

sl =lsl]

0
0.2 L | | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.07690
Copy selected cells | Paste cells | Swap two cells |
I [Terminal] l 4 GISSMO (Guided Ideog... l 4 Reporting properties l 4 Show 2D figure ‘4| Apply different additio... .I;_J
£ 0y P o 0 i [ B (5] right cerl
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£ Show 2D figure E]@ | GIssMIL: Apply different additional'couplings to'differe oin group = E]@
SR File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp,ﬁ Number Uf groups Uf spins Create
Total number of additional couplings 1
Get integral |—|
g
T T
Show 2D fi 65536
i ow R ‘ Select spins Additional couplings _
u_/ bt
’\9 [spin names| Group ID [ CoUNjng constant|  Group ID__ |
15 19 group(1) =] ‘ 1 group(1) [~
Water region (PPM):
) N | | : | | 2 10 groupll} E
4.6 5 3 |11 groupi1) _
\\ / \ 14 delete water region [ = group(1) K3 -~ H .
. - ° S s = Must add coupling censtant
1\13 IThd N\ 6 |14 group{1) [ -]
. 13 DSS region (PPM):
L e
delete DSS region
b :
1.05 1 0.
Close 3 Load
A Cancel
ROI region: to
4 T T T T % [ 10 [ T [ 1z [ 13 14
9 0.9118 s} Q 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 | 13 0 0 0 0 09118 0
14 0 4] 0 -12.4000 0 0.9118
0.4 .
0.2 | R
0
0.2 L | | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.076390
Copy selected cells | Paste cells | Swap two cells |
. — - — - B — = — A qe [] &
: [Terminal] 4 GISSMO (Guided Ideog... | % Reporting properties 4 Show 2D figure ‘4. Apply different additio... -
B &by eP & 0 @ i [ @ (5] right ctrl
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4] show 2D figure E] @ 4 GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

B E MY File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

518

) 16\L_
N/ L.
1\13 127N

i7

20 — =

I [Terminal]

13

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

% % O

Get integral

Draw full experimental spectrum

Reset integ...

T
Show 2D figure ‘

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
1] [ox]

delete DSS region

PPM: 0.9118

onal'coupling constants

B]=)

gd. You may process!

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

ROI region: to

1.060

get ROl from exp. spectrum

database entries:

bmse000625(4-methylvalericacid)-Initialvalues

4-methyhvaleric acid{sub_matrix_1)

k

10

[ 12 | 13

Q

09118
-12.4000
Q

0

0

-12.4000 0 0
0.49118 0 0

Q 0 0

0 09118 -12.4000
0 0 . 0
0 -12.4000 0 0.89118

Save automatically

l 4 Show 2D figure

0.85 0.8

Mormalized RMSD: 0.076390

‘4| Additional coupling co...

Process |

Optimization Group and optimize |

Copy selected cells |

Paste cells Swap two cells |
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4] show 2D figure [=l(s) GISSMO (Guided/ideographic Spin System Model @ptimization) - v. 2.0 =EE
SR File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?’ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T
0 Show 2D figure Numn points; 63536
N \1/ Same as exp. data
s
15
js\L . . Water region (PPM): Line width. —
o — _
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1\ 12 - \ PFM: 0.9118
. 1 13 DSS region (PPM): Amp: 0.137 .
PPM is copied to cliphoard Lorentzian coeff:
o [o1 ] [oi] i
. Gaussian coeff:
delete DSS region
b : I t : :
1.05 0.95 0.9 0.85 0.8 0.75
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_1)
4 T T T T T T s 10 | 11 | 12 [ 13 14
9 0.9118 0 0 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
: !! “P 7 11 0 -12.4000 0.9118 0 0 o]
fter rOCeSS 12 0 0 4] 0.9118 0 -12.4000
0.6 | 13 0 0 0 0 09118 0
14 0 4] 0 -12.4000 0 0.9118
0.4} .
0.2 | R
0
0.2 L | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Proce: N Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.02870
Copy selecte Paste cells | Swap two cells |

4| GISSMO (Guided Ideo

I [Terminal]

g... | 4 Reporting properties

l 4 Show 2D figure
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4 Show 2D figure

®E&DD

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

DX

File WEBLIEN Help

C Bl p H _g1°F MonAug27, 1:51PM
=EE

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

&, ! Edit compound's properties

»

1o
11\1/
\5
15
5|
R \3_5—19
—t /2/
1\13 27\
. 13

20 — =

Close

I [Terminal]

4| GISSMO (Guided Ideoq...

Splitting spin matrix options

»

Additional coupling constant

»

t integral Draw full experimental spectrum Reset integ...

Disable/Enable spins

v

Auxiliary spectrum
Auxiliary tools

Nurm points: 65536

Optimize line shape

Optimize spin matrix Same as exp. data

Optimization over groups of cells

Notes Optimization over selected cells Line width:
Parameters Optimize chemical shifts (grained) Fisld strength: FETYT
View workspace properties Guided optimization 4
Same as exp. data
PPM: 0.9118
DSS region (PPM): Amp: 0.137

[o1] [or]

delete DSS region

Optimize additional couplings

e — t t

PPM is copied to clipboard Lorentzian coeff:

S

Gaussian coeff:

=2 —
]

1.05 1 0.95 0.9 0.85 0.8 0.75

Load

database entries:  bmse000625(4-methylvalericacid)-Initialvalues -

ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_1)
4 T T T T T T s 10 | 11 | 12 [ 13 14
9 0.9118 0 0 0 0 o]
0.8 i 10 0 09118 -12.4000 0 0 0
’ 11 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 F ] 13 0 0 0 0 09118 0
14 0 4] 0 -12.4000 0 0.9118
0.4 B
0.2} g
0
0.2 L 1 1 1 1 1 1
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |
Save autornatically Normalized RMSD: 0.02970
Copy selected cells | Paste cells | Swap two cells |

4 Reporting properties

l 4 Show 2D figure

e
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| i x| = oose add alcoup or op atio

- show 2D figure [=E o GissML%: =

B E MY File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

518

) 16\L_
N/ L.
1\13 127N

i7

20 — =

I [Terminal]

13

2 ol

Show 2D figure

Water region (PPM):

s [= ]

delete water region

DSS region (PPM):

-0.1 0.1
] |

delete DSS region

ROI region:

Get integral

Choose additional couplings to be optimized

spins

‘cuupling canstant|spm groups ID|cuupIing groups \D| optimize ‘keep va

|
— 1 /9.10,1L.1..

7 group(1)

group(1)

group()

um points: 65536

Same as exp. data

[ine width:
ield strength:

Same as exp. data

[urentzian coeff:
aussian coeff:

499.84

=2 —
]

get ROl from exp. spectrum

Save automatically

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

l 4 Show 2D figure

0.85 0.8

Mormalized RMSD: 0.02870

‘4 choose additional cou...

4-methyhvaleric acid{sub_matrix_1)

10

11

1z [ 13

Q

09118
-12.4000
Q

0

0

0

-12.4000
0.49118

0
0
0

0 0

0 0

0 0

09118 -12.4000

0 . 0
-12.4000 0 0.89118

Process |

Optimization

Group and optimize |

Copy selected cells |

Paste cells

Swap two cells |
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4] show 2D figure E] @ 4 GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

B E MY File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

% % O

) 16\L_
N/ L.
1\13 127N

i7

20 — =

I [Terminal]

Get integral Draw full experimental spectrum

Reset integ...

T T T T T
Show 2D figure ‘

Water region (PPM):

519
[ ee [ s |

delete water region

13 DSS region (PPM):
1] [ox]

optimization completed with the following message:
Simplex process coverged! L2: 1.645

delete DSS region

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

000625(4-methylvalericacid)-Initialvalues

ROI region: get ROl from exp. spectrum

4-methyhvaleric acid{sub_matrix_1)

10

1z [ 13

Q

09118
-12.4000
Q

0

0

0

-12.4000
0.49118

0
0
0

0 0

0 0

0 0

09118 -12.4000

0 . 0
-12.4000 0 0.89118

0.85 0.8 0.75

Process

Optimization

Group and optimize |

Save automatically

MNormalized RMSD: 0‘0297047

Copy selected cells

Paste cells

Swap two cells |

l 4 GISSMO (Guided Ideoq... l 4 Reporting properties l 4 Show 2D figure ‘4| Optimization report:
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4] show 2D figure [=l(s) GISSMO (Guided/ideographic Spin System Model @ptimization) - v. =EE
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% ‘:% s’?,ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T ;
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15
js\L . . Water region (PPM): Line width. —
o — _
\\ / \ (D [ s Field strength:
14 delete water region
' E L Y Same as exp. data
1\ 12 - \ PFM: 0.9118
- 18 I DSS region (PPM): Amp: 0.137 i
PPM is copied to cliphoard Lorentzian coeff:
20—t | 01 [ o1 ]
g u
. Gaussian coeff:
delete DSS region
b : : I t : :
1.05 1 0.95 0.9 0.85 0.8 0.75
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_1)
4 T T T T T T [ s 10 | 11 | 12 [ 13 | 1a
9 0.9118 0 0 0 0 o]
10 0 09118 -12.4000 0 0 0
0.8 R
11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
0.6 | 13 0 0 0 0 09118 0
14 0 4] 0 -12.4000 0 0.9118
0.4} .
0.2 | R
0
0.2 | L L L L L L g
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Proce: b Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0‘0253447
Copy selected Paste cells | Swap two cells |

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal]

l 4 Show 2D figure
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- Show 2D figure E]@
®E&DD File WGBHER Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% q Edlt compound's prUpEI"tiES d
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GISSMO/(Guided Ideographic Spin System Model Optimization)- v.

S Bl p H g1°F MonAug27, 1:52PM

EEE

1o
11\1/
\5
15
5|
R \3_5—19
—t /2/
1\13 27\
. 13

20 — =

Close

I [Terminal]

Splitting spin matrix options

Disable/Enable spins

»

Optimization

Auxiliary spectrum
Auxiliary tools

Apply additional coupling constants

» Edit additional couplings
Label additional couplings

Remove additional coupling constants

l Draw full experimental spectrum

Reset integ...

MNotes

Parameters

“iew workspace properties

DSS region (PPM):

1] [ox]
u .
. Gaussian coeff:
delete DSS region
b : I t : :
1.05 0.95 0.9 0.85 0.8 0.75
database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_1)
4 T T T T T T [ s 10 | 11 | 12 [ 13 | 1a

9 0.9118 0 0 0 0 o]
10 0 09118 -12.4000 0 0 0

0.8 R
11 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000

0.6L | 13 0 0 0 o 0.l18 0
14 0 4] 0 -12.4000 0 0.9118

0.4} .

0.2 | R

0
0.2 L | | | | | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |

4| GISSMO (Guided Ideog... | 4 Reporting properties

PPM: 0.9118
Amp: 0.137
PPM is copied to clipboard

T T
MNum peints:

Line width:

Field strength:

Lorentzian coeff:

Save automatically

l 4 Show 2D figure

Mormalized RMSD: 0.02534

Same as exp. data

Same as exp. data

53536

499.84

=2 —
]

Copy selected cells | Paste cells |

Swap two cells |
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£ Show 2D figure E]@ = GissMILY ew additional'coupling consta
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % Qﬂ? ,ﬁ
spin names| coupling ‘spins group \D|cuup\ing5 group
Get integral . < 1 9,10,11.1.. 5.4194 group(1) group(1)

15
. js\L_
S—T\Js

i7

20 — =

I [Terminal]

5 — 18

4
\/
127 AY

13

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

T
Show 2D figure ‘

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
1] [ox]

delete DSS region

1.05

ROI region:

set integ...

Okh

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84
Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

lericacid)-Initialvalues

get ROl from exp. spectrum

Save automatically

l 4 Show 2D figure

0.85

0.8

Mormalized RMSD: 0.02534

4 View additional coupli...

4-methyhvaleric acid{sub_matrix_1)

10

[ 12 | 13

Q

09118
-12.4000
Q

0

0

-12.4000 0 0
0.49118 0 0

Q 0 0

0 09118 -12.4000
0 0 . 0
0 -12.4000 0 0.89118

Process |

Optimization Group and optimize |

Copy selected cells |

Paste cells Swap two cells |
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- Show 2D figure E]@E] |
RO

| InChi=15/C6H1202/c] -5(213-4-6(TI8fh5H, 3-4H 2.1-2H3,(H, 7.8) |

© [l @p B _81°F MonAug27, 1:53PM

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

File EEEN Help

.:a%‘

Edit compound's properties

Split spin matrix

additional coupling constant Show sub matrices Draw full experimental spectrum Reset integ...

Disable/Enable spins T T T T T Yo
4 1o Optimization N Copy/Paste sub matrices
\‘*1/\‘ Auxliary spectrum » Merge sub matrices . Same as exp. data
) Adjust peak amplitude P th b t

15 -“' Audlary tools y | Adustpeacanp rocess otner suomatrix

15 \l Notes Delete submatrices e ored:
o E s—19
Parameters Field strength:
14 View workspace properties
4 2 [v] Same as exp. data
1\ 2 \ PPM: 0.9118
. @ 13 DSS region (PPM): Amp: 0.137 . ‘
PPM is copied to clipboard Lorentzian coeff:
20— 2 | -0.1 ‘ | 0.1 |
[ ]
Gaussian coeff:
delete DSS region
b ; ; I T ; ;
1.05 1 0.95 0.9 0.85 0.8 0.75

Close database entries:  bmsen00625(4-methylvalericacid)-Initialvalues v| Load

ROI region:

to 1.060 get ROI from exp. spectrum

4-methyhvaleric acid{sub_matrix_1)

4 T T T T T T [ o 10 | 11 | 12 [ 13 [ 1a
9 0.9118 Q 4] 0 0 0
o8l i 10 0 09118 -12.4000 0 0 0
’ 11 0 -12.4000 0.9118 0 0 0
12 0 0 4] 0.9118 0 -12.4000
0.6 F ] 13 0 0 0 0 09118 0
14 0 0 0 -12.4000 o[ EERE
0.4 | B
0.2 B
1]
0.2 1 1 1 1 1 1
1.05 1 0.95 0.9 0.85 0.8 0.75 A )
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.02534
Copy selected cells | Paste cells | Swap two cells |

| ol

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

[ oraclevmvirtualBox... | & [GISSMO NMR-Mozill... || P GISSMO_initial [Runni... | [ [Desktop] ] OO e ] A |
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- Show 2D figure (== ] 5 GissMiL: poseasubma olproce = ation) - v. 2.0
B E MY File Tools Help
[ InChi=15/C6H1202/c1-5(213-4-6(TI&fhSH, 3-4H 2, 12H3,H. 7.8) R K i"?’ﬁ chgcse a (Su)b matrix -
subMatrix(1
Get integral ¥ Reset integ..,
T - T T
0 Show 2D figure Numn points; 63536
1 "‘1/ Choose D Cancel Same as exp. data
s
15
15\1 Water region (PPM): Line width:
a0 3 — 5 — 19
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1\ 12 - \ PPM: 0.9118

. 1 13 DSS region (PPM): Amp: 0.137 .

PPM is copied to cliphoard Lorentzian coeff:
o [ [o3] i
. Gaussian coeff:
delete DSS region
b t | ; t t
1.05 0.95 0.9 0.85 0.8 0.75

I [Terminal]

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

ROI region:

database entries:

get ROl from exp. spectrum

Save automatically

l 4 Show 2D figure

0.85

0.8

Mormalized RMSD: 0.02534

4 Choose a submatrix to ...

bmse000625(4-methylvalericacid)-Initi

alvalues

4-methyhvaleric acid{sub_matrix_1)

10 [ 11

[ 12 | 13

0 0
09118 -12.4000
-12.4000 0.49118
0 0

0 0

0 0

0

0

0

09118

0
-12.4000

0

0

0

-12.4000

0

0 0.89118

Process | Optimization

Group and optimize |

Paste cells

Copy selected cells |

Swap two cells |
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4 show2n,fiqucs [=/B) GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. =EE
®E&DD File Tools Help

2 ol

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral

Draw full experimental spectrum

Reset integ...

T T T T T
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15
js\L . . Water region (PPM): Line width. —
o — _
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1\ 18 127N =
DSS region (PPM):
17 12 4 ] Lorentzian coeff:
20 — = [ 01 | [ o1 | . )l
. Gaussian coeff:
delete DSS region
I I I I I I I
10 8 6 4 2 0 -2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
T T T [ 15 16 | 17 [ 18 | 13 ]
1r — 15 1.5789 -12.4000 7.9600 7.9600 5.9700
16 -12.4000 15780 7.9600 7.89600 5.8700
17 7.9600 7.9600 2.3382 -12.4000 1.3300
0.8 1 18 7.9600 7.9600 -12.4000 2.3427 1.3300
19 5.9700 5.9700 1.3300 1.2300 1.7328
0.6 | B
0.4} 1
0.2 B
0
1 1 1 L g
10 8 ] 4 2 -2 R .
Proce: N Optimization ‘ Group and optimize |
Save autornatically Normalized RMSD: 0.02534 bl

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] li-' show 2D Figure

Copy selected Paste cells

Swap two cells |
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£ Show 2D figure E]@ - GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0
B E MY File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

\

I [Terminal]

—_——1g

/ \

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

% % O

Show 2D figure

Water region (PPM):

[ae [ =

delete water region

DSS region (PPM):

| 01 ] [ 01

Get integral

Draw full experimental spectrum

Reset integ...

Warning Dialog

delete DSS region

ROI region:

CS. You may need to reprocess.

&ﬂ

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

Nurm points: 65536

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

database enj

Usually i |gnore t

get ROl from exp. spectrum

Save automatically

l 4 Show 2D figure

Mormalized RMSD: 0.02534

l'-‘h' Processing ‘4 Warning Dialog

Fiiﬁ bmse000625(4-methylvalericacid)-Initialvalues

4-methyhvaleric acid{sub_matrix_2)

15

16

17

18 | 19

15| 15789
15| -12.4000
17| 79800
18|  7.9s00
19| 59700

-12.4000
15780
7.9500
7.9600
5.8700

7.9600
7.8600
2.3382
-12.4000
1.3300

7.89600 5.89700
7.9600 5.8700
-12.4000 1.23200
23427 1.3300
1.3300 1.7328

Process

Optimization

Group and optimize |

Copy selected cells |

Paste cells

Swap two cells |
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4] Show 2D figure (=) [ 4 GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. =EE
B E MY Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) |\ 1 éﬂ:p \@
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T ;
0 Show 2D figure (i e 63536
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:
o F————1g i ‘ | z | ]
: EX and Field strength:
14 delete water region p
' E L Same as exp. data
1> 27N DSS region (PPM):
17 12 4 : Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I 1 I I
10 8 6 4 2 0 -2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
4 T T T T T T [ s 6 | 17 18 | 13 |
0.9 | i 15 1.5789 -12.4000 7.9600 7.9600 5.9700
16 -12.4000 15780 7.9600 7.89600 5.8700
0.8 | b 17 7.9600 7.9600 2.3382 -12.4000 1.3300
18 7.9600 7.9600 -12.4000 2.3427 1.3300
0.7 b
19 5.9700 5.9700 1.3300 1.2300 1.7328
0.6 [ b
0.5 b
0.4 B
0.3 | B
0.2 B
0.1 b
L | | . . | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.08384
Copy selected cells | Paste cells | Swap two cells |

I [Terminal]

4| GISSMO (Guided Ideog... | 4 Reporting properties

l 4 Show 2D figure

e
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GISSMO/(Guided Ideographic Spin System Model Optimization)- v.
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[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral

Draw full experimental spectrum

Reset integ...

T T T T
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:
- F————1g
\\ / \ (D [ s Field strength:
14 delete water region
' E L Y Same as exp. data
~ -
| Mis 27\ )
17 12 DSS region (PPM): Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I
2.4 2.35 2.3 2.25 2.2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1.060 e PTG G bj | 4-methylvaleric acid(sub_matrix_2)
4 T T T T T T [ s 16 | 17 | 18 | 18 |
0.9 | i 15 1.5789 -12.4000 7.9600 7.9600 5.9700
16 -12.4000 15780 7.9600 7.89600 5.8700
0.8 | b 17 7.9600 7.9600 2.3382 -12.4000 1.3300
18 7.9600 7.9600 -12.4000 2.3427 1.3300
- b 19 5.9700 5.9700 1.3300 1.2300 1.7328
0.6 .
0.5 b
0.4 B
0.3 | B
0.2 B
0.1 b
L | | . . | |
1.05 1 0.95 0.9 0.85 0.8 0.75 o .
Process | Optimization ‘ Group and optimize |

Mormalized RMSD: 0.08384

Save automatically

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] li-' show 2D Figure

Copy selected cells | Paste cells | Swap two cells |
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File Tools Help

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

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

15

16\1
S—T\Js

i7

20 — =

Close

I [Terminal]

518

4| GISSMO (Guided Ideog... | 4 Reporting properties

L0

Show 2D figure

Water region (PPM):

[ s |

delete water region

[ee |

DSS region (PPM):

Get integral

Draw full experimental spectrum

Reset integ...

MNum peints:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

=2 —
]

53536

499.84

[o1] [o1]
. Gaussian coeff:
delete DSS region
I I I I I
2.4 2.35 2.3 2.25 2.2
database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: - to X .
g - 2444 | LRI G | 4-methylvaleric acid(sub_matrix_2)
T T T T [ 15 16 | 17 [ 18 | 13 ]
15 1.5789 -12.4000 7.9600 7.9600 5.9700
16 -12.4000 15780 7.9600 7.89600 5.8700
17 7.9600 7.9600 2.3382 -12.4000 1.3300
18 7.9600 7.9600 -12.4000 2.3427 1.3300
19 5.9700 5.9700 1.3300 1.2300 1.7328
| | L | |
2.4 2.35 2.3 2025 2.2 o .
Proce: Optimization ‘ Group and optimize |
Save autornatically Normalized RMSD: 0.08384
Copy selecte Paste cells | Swap two cells |

l 4 Show 2D figure
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4 show2n,fiqucs GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. 2.0 =EE
®E&DD File gols o

I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% /Q‘Sr?,ﬁ )

Get integral Draw full experimental spectrum Reset integ...
T T T
1o Show 20 figure ‘ Nurn points: 65535
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:

a6 jJE— 1" I

4.8 ‘ | : | H Field strength: 199.84
\\ / \ 14 delete water region P IC k peak
f—

=2 —
]

4 i Same as exp. data
~ <N
12
117 1 13 DSS region (PPM): e ol
20 — o1 | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I
2.4 2.35 2.3 2.25 2.2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load

ROI region:

to 2.444 get ROl from exp. spectrum

0.25 T T T

4-methyhvaleric acid{sub_matrix_2)

15 16 | 17 [ 18 | 13 ]
(15| 15789 -12.4000  7.9600  7.9600  5.9700
] 16| -12.4000 15780  7.9600  7.9600  5.9700
17| 79800 79500 23382 -12.4000  1.3300
18| 79600  7.9500 -12.4000 23427 13300
] 18| 58700 59700 13300 13300 17328

0.2

-

0.15

0.1

0.05

-0.05 L ! L L !

2.4 2.35 2.3 2.25 2.2 A
Process Optimization

Save automatically Mormalized RMSD: 0.08384

Group and optimize |

Copy selected cells | Paste cells | Swap two cells |
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B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?’ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T
0 Show 2D figure ‘ n Num points: 63536
./ i BodE R Same as exp. data
™~ “ Amp: 0.209 =
15 g PPM is copied to clipboard
15\1 Water region (PPM): Line width:
o F————1g
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1> 27 DSS region (PPM):
17 12 4 : Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I
2.4 2.35 2.3 2.25 2.2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 2444 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
0.25 . . . [ 15 16 | 19|
15 1.5789 -12.4000 5.9700
0.2 B 16 -12.4000 15780 5.8700
’ 17 7.9600 7.9600 1.3300
18 7.9600 7.9600 1.3300
0.15 i 19 59700 59700 1.7328
o 1 Left-click;ctrl
elt-ClICK;Clri-v
0.05 B
0
005 | L | | L
2.4 2.35 ol 2825 2.2 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.08384
Copy selected cells | Paste cells | Swap two cells |
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[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)
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14
1
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\5
15
N
o F—— 5 — 18
\ 14
\6—4/ BE/
| Sis 12
17 13

20 — =

Close

I [Terminal]

Show 2D figure

Draw full experimental spectrum

Water region (PPM):

[ae [ =

delete water region

DSS region (PPM):

| 01

[ 01

delete DSS region

ROI region:

PPM: 2.3594
Amp: 0.209
PPM is copied to clipboard

2.35 o)

get ROl from exp. spectrum

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

bmse000625(4-methylvalericacid)-Initialvalues -

Load

4-methyhvaleric acid{sub_matrix_2)

4| GISSMO (Guided Ideoq...

0.25

0.2

0.15

0.1

0.05

-0.05

-

15 16 | 17 [ 18 | 13 ]
15789 -12.4000  7.9600 5.9700
16| -124000 15780  7.9600 5.9700
7.9500  7.9600  2.3594 13300
7.9600  7.9500 -12.4000 13300
59700 59700  1.3300 17328

Left-click;ctrl-v
process

g—

Save automatically

4 Reporting properties

l 4 Show 2D figure

2.25 2.2

Normalized RMSD: 0.08384 47

Process ( b| Optimization ‘

Copy selected cells Paste cells |
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GISSMO (Guided/ideographic Spin System Model @ptimization) - v. 2.0 =) E](=

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

% % O

Ii\l/
~
15 s

\ 5—19
17 13

20 — =

Close

| =@ [rerminal] 4| GISSMO (Guided Ideo

Show 2D figure

Water region (PPM):

| a8 [ s

delete water region

DSS region (PPM):

Get integral

Draw full experimental spectrum Reset integ...

-0.1 0.1
| | | Gaussian coeff:
delete DSS region ‘ | | | |
2.4 2.35 2.3 2.25 2.2
database entries:  bmsen00625(4-methylvalericacid)-Initiahvalues v| Load
ong range couplings (4 bond) can be set to zero
ROI region: 2444 get ROI from exp. spectrum | 4-methylvaleric acid(sub_matrix_2)

T T T T
Nurm points: 65536

LBk Same as exp. data
Amp: 0.209
PPM is copied to clipboard

Line width:

Field strength: 499.84
Same as exp. data

Lorentzian coeff:

=2 —
]

0.25

0.2

0.15

0.1

0.05

is [ 16 [ 17z | 18 [ 1a |
15789 -12.4000  7.9600  7.9600
-12.4000 15780  7.9600  7.9600
7.9600  7.9500 23594 -12.4000
7.9600  7.9500 -12.4000  2.3594
59700  5.9700 0 13300

6l =515

—

eft-click on cell; type 0

-0.05

4 Reporting properties

g...

2.4

Save automatically

2.35

4 Show 2D figure

2.3 2.25 2.2 SN :
Process | Optimization ‘ Group and optimize |
Normalized RMSD: 0.07201 47
Copy selected cells | Paste cells | Swap two cells |
(1 )|
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4] show 2D figure [=l(s) GISSMO (Guided/ideographic Spin System Model @ptimization) - v. =EE
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% ‘:% s’?,ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T
0 Show 2D figure ‘ n Num points: 63536
./ i BodE R Same as exp. data
™~ “ Amp: 0.209 =
15 g PPM is copied to clipboard
js\L . . Water region (PPM): Line width. —
o — _
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1> 27 DSS region (PPM):
17 12 4 : Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I
2.4 2.35 2.3 2.25 2.2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 2444 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
B2l T T T [ s 16 | 17 | 18 | 18 |
15 1.5789 -12.4000 7.9600 7.9600 5.9700
0.2 B 16 -12.4000 15780 7.9600 7.89600 5.8700
’ 17 7.9600 7.9600 2.3594 -12.4000 0
18 7.9600 7.9600 -12.4000 2.3594 0]
0.15 i 19 59700  5.9700 0 1.3300  1.7328
0.1 B
0.05 B
0
S ) ) ) ) ) g—
2.4 2.35 ol 2825 2.2 o .
Proce: h Optimization ‘ Group and optimize |

Save automatically

Normalized RMSD: 0.07201
Copy selected ce Paste cells | Swap two cells |
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[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

1o
n_ o/
1
s
15 s
5|
R \3 5 — 18
—t /2/
1\13 27\
. 13

20 — =

Close

| [Terminal]

% % O

4| GISSMO (Guided Ideoq...

Show 2D figure

Water region (PPM):

[ a8 [ s
delete water region

DSS region (PPM):
[ 01 [ 01

delete DSS region

ROI region:

Get integral

Draw full experimental spectrum

Reset integ...

PPM: 2.3594
Amp: 0.209
PPM is copied to clipboard

MNum peints:

53536

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

oz |

2,161

2.4

to

2444

2.35 o)

database entries:

get ROl from exp. spectrum

0.25 T

0.2

0.15

0.1

0.05

-0.05 :

2.4

4 Reporting properties

Save automatically

2.35

4 Show 2D figure

o)

2.25 2.2

Mormalized RMSD: 0.07335

2.25 2.2

bmse000625(4-methylvalericacid)-Initialvalues

v| Load

4-methyhvaleric acid{sub_matrix_2)

[ 15 16
15| 15789 -12.4000
| 16| -12.4000  1.5780
17| 7es00  7.9s500
18| 79800  7.9500
19| 58700  5.9700

|Group and opt
Left-click on cell; hold shift and
lleft-click on an

rectangle

17 18 19
5.89700
7.9600 5.8700
2.3594 -12.4000 0
-12.4000 23594 0

1.7328

imze couplings

other cell to select

Process |

Optimization ‘ Group and optigfize

Copy selected cells |

Paste cells | Swap two cel
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£ Show 2D figure E] @ - GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0
®E&DD File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

15

518

16\1
N/ L
™18

i7

20 — =

I [Terminal]

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

% % O

Get integral

Draw full experimental spectrum

Reset integ...

Show 2D figure ‘

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
1] [ox]

delete DSS region

PPM: 2.3594
Amp: 0.209
PPM is copied to clipboard

| Optimizakion repork: )

optimization completed with the following
Simplex process coverg 64

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

ROI region:

abase entries;

get ROl from exp. spectrum

Save automatically

l 4 Show 2D figure

2.25

Mormalized RMSD: 0.07335

4 Optimization report:

bmse000625(4-methylvalericacid)-Initialvalues

4-methyhvaleric acid{sub_matrix_2)

15 16

17

18 | 19 ]

15789 -12.4000
-12.4000 15780
8.0247 8.0247
8.0247 8.0247
5.8700 5.8700

5.0247
8.0247
2.3594
-12.4000
0

8.0247 5.89700

8.0247 5.8700

-12.4000 0

23594 0
0

Process |

Optimization

Group and optimize |

Copy selected cells |

Paste cells

Swap two cells |
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[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral

Draw full experimental spectrum

Reset integ...

PPM: 2.3594
Amp: 0.209
PPM is copied to clipboard

2.35 o)

Show 2D figure ‘
12
11
~/
s
15
5| Water region (PPM):
~
o F————1g
[ a5 [ s |
14 delete water region
f— 2
| Sis 27
. 13 DSS region (PPM):
20 — o | -0.1 ‘ | 0.1 |
delete DSS region
I
2.4
Close
ROI region: to

database entries:

get ROl from exp. spectrum

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

0.25 T

0.2

0.15

0.1

0.05

-0.05 : :
2.4 2.35

Save automatically

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

I [Terminal]

o)

2.25 2.2

Mormalized RMSD: 0.07324

2.2
bmse000625(4-methylvalericacid)-Initialvalues v| Load
| 4-methylvaleric acid(sub_matrix_2)
[ 15 16 | 17 18 | 19 ]
15 1.5789 -12.4000 8.0247 8.0247 5.9700
16 -12.4000 15780 8.0247 8.0247 5.8700
17 8.0247 8.0247 2.3594 -12.4000 0
18 8.0247 8.0247 -12.4000 2.3594 0
19 5.9700 5.9700 [4] 0 1.7328
g—
Process | Optimization ‘ Group and optimize |
Copy selected cells Paste cells | Swap two cells |
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Show 2D figure
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=EE

% % O

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral

Draw full experimental spectrum

Reset integ...

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

T T ¥ T
o Show 2D figure ‘ u u
12 7/ PPM: 2.3594
~
1\ Amp: 0.209
15 g PPM is copied to clipboard
5| Water region (PPM):
~
o 3 e 5 19
s [0 Go to full spectrum
P delete water region
i 2
117 18 2 \13 DSS region (PPM):
20 — o | -0.1 ‘ | 0.1 |
delete DSS region
! | | | |
2.4 2.35 2.3 2.25 2.2
Close database entries:  bmsen00625(4-methylvalericacid)-Initiahvalues
ROI region: to 2.444 get ROI from exp. spectrum |

Load

-

4-methyhvaleric acid{sub_matrix_2)

0.25 T T T

0.2

0.15

0.1

0.05

-0.05 L ! L

2.4 2.35 o) 2.25 2.2

Mormalized RMSD: 0.07324

Save automatically

4| GISSMO (Guided Ideog... | 4 Reporting properties l 4 Show 2D figure

I [Terminal]

15 16 | 17 [ 18 | 18

15 1.5789 -12.4000 8.0247 8.0247 5.9700

B 16 -12.4000 15780 8.0247 8.0247 5.8700

17 8.0247 8.0247 2.3594 -12.4000 0

18 8.0247 8.0247 -12.4000 2.3594 0

_ 19 5.9700 5.9700 [4] 0 1.7328
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

Loy
@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

ial [Running] - Oracle’ VM'VirtualBox

D@ Applications Places System .,

4 show2n,fiqucs =@ [ 4] GISSMO!(Guided/ldeographic Spin System Model Optimization) - v. BEIE)
RENO FileTools Help
I InChi=15/C6H1202/c1-5(2)3-4-6(7)8h5H.2-4H 2, 1-2H3.(H, 7.8) |\ 1 éﬂ:? \@
-

S Bl p E _g1°F MonAug27, 2:00PM

Get integral

Draw full experimental spectrum

Reset integ...

T T T T T T
0 Show 2D figure (i e 63536
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:
o F————1g
\\ / \ [ es = [ s | Field strength:
14 delete water region d
' E L 9 eX an Same as exp. data
1> 2" DSS region (PPM):
17 12 4 : Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I I I
10 8 6 4 2 0 -2
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 2444 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
B2l T T T [ s 16 | 17 | 18 | 18 |
15 1.5789 -12.4000 8.0247 8.0247 5.9700
0.2 B 16 -12.4000 15780 8.0247 8.0247 5.8700
17 8.0247 8.0247 2.3594 -12.4000 0
18 8.0247 8.0247 -12.4000 2.3594 0
0.15 i 19 59700 59700 0 0 17328
0.1 B
0.05 B
0
005 | L | | L
2.4 2.35 ol 2825 2.2 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.07324
Copy selected cells | Paste cells | Swap two cells |

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] li-' show 2D Figure
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1o
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15
5|
R \3 5 — 18
—t /2/
1\13 27\
. 13
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Close

I [Terminal]

Get integral Draw full experimental spectrum

Reset integ...

Show 2D figure ‘

4| GISSMO (Guided Ideoq...

Water region (PPM):

Pick peak
15,16

[ 48 [ 5 | PPM: 1.5405

delete water region

DSS region (PPM):
1] [ox]

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

=2 —
]

.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)

il T T T T T [ s 16 | 17 | 18 | 18 |
15 1.5789 -12.4000 8.0247 8.0247 5.9700
0.12- b 16| -12.4000 15780 80247  8.0247  5.8700
After rocess & 17 8.0247  8.0247  2.3594 -12.4000 0
p d 18 8.0247 8.0247 -12.4000 2.3594 4]
19 5.9700 5.9700 0 0 1.7328

Go to ROI...

0.02 L L L L L . L . .
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |

Mormalized RMSD: 0.07324

Save automatically

Copy selected cells |

Paste cells | Swap two cells |

4 Reporting properties l 4 Show 2D figure

Loy
@ © P @0 & @ @ () Right ctr




GISSMOL|

L [Running] - @racle VM'VirtualBox

File Machine View Input Devices Help

) Applications Places system (@ S [l @p E _81°F MonAug27, 2:01PM
4 show2n,fiqucs 4] GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. 2.0 =EE
’t)ﬁ % w @ File Tools

Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

:

16

. ~

N/ N
1\13 127N

i7

20 — =

Close

I [Terminal]

518

13

4| GISSMO (Guided Ideoq...

% % O

Get integral

Draw full experimental spectrum

Reset integ...

T
Show 2D figure ‘

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
1] [ox]

delete DSS region

Nurm points: 65536

Same as exp. data

Line width:

PPM: 1.5405
Amp: 0.044
PPM is copied to

Field strength: 499.84

clipboard Same as exp. data

"\

Lorentzian coeff:

Gaussian coeff:

=2 —
]

.75

1.7

1.65

1.6 1.55 pINES

1.45 1.4 1.35

ROI region:

1.752

database entries:

get ROl from exp. spectrum

0.14 1 T T

0,02 L L L

Left-click:ct

1.75 1.7 1.65

Save automatically

4 Reporting properties

l 4 Show 2D figure

1.6

1.55

1.5

1.45 1.4 1.35

Mormalized RMSD: 0.07324

Load

bmse000625(4-methylvalericacid)-Initialvalues -

4-methyhvaleric acid{sub_matrix_2)

17 [ 18 [ 19 ]

15405 -12.4000 WNE.0247  8.0247  5.9700
-12,4000 0247 80247  5.9700
23594  -12.4000 0

1e| 80247 80247 -12.4000 23594 0
(19| 59700  5.9700 0 0 17328

rl-v on both 15,16 diagonals

Process | Optimization ‘ Group and optimize |

Copy selected cells | Paste cells | Swap two cells |

Loy
@ © P @0 & @ @ () Right ctr




GISSMOL|

ial [R

unning] - @racle VM VirtualBox

File Machine View Input Devices Help

1) Applications Places system (@ Sl @p E _81°F MonAug27, 2:02PM
4 show2n,fiqucs [=/B) GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. =EE
B E MY File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

1o
11\1/
\5
15
5|
R \3 5 — 18
—t /2/
1\13 27\
. 13

20 — =

Close

I [Terminal]

2 ol

Get integral

Draw full experimental spectrum Reset integ...

T
Show 2D figure ‘

4| GISSMO (Guided Ideog... | 4 Reporting properties

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):

Nurm points: 65536

Same as exp. data

Line width:

PPM: 1.5405
Amp: 0.044
PPM is copied to clipboard

"\

Field strength: 499.84

Same as exp. data

Lorentzian coeff:

=2 —
]

1] [ox]
. Gaussian coeff:
delete DSS region
I I I I I I I I I
.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ 15 | 16 [ 17 | 18 [ 18 |
15 1.5405 -12.4000 8.0247 8.0247 5.9700
- 1 16| -1z.s000PEINE  s.0247 80247 5.9700
17 8.0247 8.0247 2.3594 -12.4000 0
1 18 8.0247 8.0247 -12.4000 2.3594 0
19 5.9700 5.9700 [4] 0 1.7328
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process [ Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.04061
Copy selected cells | Paste cells | Swap two cells |

l 4 Show 2D figure

Loy
&) P @ 0] @ & [ & (8] Right ctrl




GISSMO_|
File Machine View Input Devices Help

5 Applications Places system (@ Sl @p E _81°F MonAug27, 2:02PM
- show2n,fiqucs GISSMO (Guided/ideographic Spin System Model @ptimization) - v. 2.0 — =EE
B8 08

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral Draw full experimental spectrum Reset integ...

T T T T T T T
‘ Nurm points: 65536

Show 2D figure

Same as exp. data

1
15 \9
Water region (PPM): Line width:

i6 l .
a s 5— 19 P k 19
I 46 ‘ | > | IC PPM: 1.6031 Field strength: 19984
“ Amp: 0.045 :
G /z/
1\13 27\

delete water region P 5 .
e 9 PPM is copied to clipboard S 25 g e

N U v \‘/
DSS region (PPM):
/ 17 12 9 Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |

. Gaussian coeff:
delete DSS region

=2 —
]

.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Close database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ s 16 | 17 | 18 | 18 |
15 1.5405 -12.4000 8.0247 8.0247 5.9700
0.12- b 16| -12.4000 15405 80247  8.0247 58700
17 8.0247 8.0247 2.3594 -12.4000 0
h 18 8.0247 8.0247 -12.4000 2.3594 4]
19 59700 59700 0 o m[}
_0.02 Lt L L L L . L . .
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.04061
Copy selected cells | Paste cells | Swap two cells |

Loy
@ © P @0 & @ @ () Right ctr

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] l 4 Show 2D figure




GISSMOL|

File Machine View Input Devices Help

) Applications Places system (@ C [l @p E _81°F MonAug27, 2:03PM
4 show2n,fiqucs [=/B) GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. 2.0 =EE
®E&DD File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp,ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T
10 Show 2D figure ‘ Nurm points; 65536
N \1/ Same as exp. data
s
15
15\1 / Water region (PPM): Line width:
o 3 5—18
I 4.6 ‘ | > | PPM:1.6031 Field strength: __
\\ / \ 14 delete water region Amp: 0.045 ? —
. p e 9 PPM is copied to clipboard Same as exp. data
™18 27N u W
- I DSS region (PPM): Lorentzi ff “
orentzian coeff: _
20 — o1 | 0.1 ‘ | 0.1 | ) ,
Gaussian coeff:
delete DSS region
! ! ! ! ! | | | |

.75 1.7 1.65 1.6 1.55 pINES 1.45 1.4 1.35

Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues -

Load

ROl region: te 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ s 16 | 17 | 18 | 18 |
15| 15405 -12.4000  ®.0247  8.0287  5.9700
0.12- b 16| -12.4000 15405 80247  8.0247 59700
17| 80247 80247 23594 -12.4000 0
1 18| 80247 80247 -12.4000 23594 0
19| 58700  5.9700 0 o 1s503]

1 Left-click;ctrl-v
Then process

0,02 L 1 1 1 1 L 1 L L
1.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35 A )
Proce: b Optimization Group and optimize |

Normalized RMSD: 0.04061
Copy selected ce Paste cells | Swap two cells |

Save automatically

Loy
@ © P @0 & @ @ () Right ctr

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] l 4 Show 2D figure




GISSMOL|

BIER

File Machine View Input Devices Help
5 Applications Places system (@ Sl @p E _81°F MonAug27, 2:04PM
[« show 2D figure [EIEE N
RENO File WGBHER Help
[ InChi=15/C6H1202/c1 -5(213-4-6{7)2/h5H, 2-4H 2, 1-2H3, (H, 7.8) % q Edit compound's properties 4
Splitting spin matrix options »
Draw full experimental spectrum Reset integ...
] B T T T T T
Disable/Enable spins View additional couplings Murn points: _55535
10 Optimization » Edit additional couplings
N 1/ auxdiliary spectrum » Label additional couplings Same as exp. data
15 \5 Auxiliary tools » Remove additional coupling constants
| Notes Line width:
o F————1g
Parameters PPM: 1.6031 Field strength:
\ / \ 14 View workspace properties Amp:' 0'04§ .
. R e PPM is copied to clipboard Same as exp. data
| > 2" DSS (PPM) n U W \‘/
region :
17 12 4 Lorentzian coeff:
20— [ 01 [ o1 |
. Gaussian coeff:
delete DSS region
I I I I I I I
.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ s 6 | 17 | 18 | 18
15 1.5405 -12.4000 8.0247 8.0247 5.9700
- 1 16| -12.4000 15405  8.0247  B.0247  5.9700
17 8.0247 8.0247 2.3594 -12.4000 0
0.1 1 18 8.0247 8.0247 -12.4000 2.3594 0
19 5.9700 5.9700 [4]
0.08 - -
08 Spin 191 led to the methyl
pINn IS coupled 1o the metnyis
0.04 . . . .
that are npt in this submatrix
0-02 B - - 1 -
. | coupling)
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.03341
Copy selected cells | Paste cells | Swap two cells |

‘| = [Terminal]

4| GISSMO (Guided Ideoq...

4 Reporting properties

4 Show 2D figure

Loy
@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

L [Running] - @racle VM'VirtualBox

D@ Applications Places System .,

- Show 2D figure E]@ - GIssMilL:
SR File Tools Help
| InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp,ﬁ
Get integral 4
T T
Show 2D figure ‘
12
11 /
1
s
15 7
5| Water region (PPM):
~
o E s—19
[ a8 [ s
\ / \ 14 delete water region
f— /z/
1\ 18 27\ i
17 13 DSS region (PEM):

| [Terminal]

20 — =

Close

IR/

MNumber of groups of spins

] [ .
Total number of additional couplings |I|
Here one spin (19) makes
up a group and is coupled

to 6 other spins (methyls)

Sl @p E _81°F MonAug27, 2:04PM

- (=lE

[ 01 [ 01
. 0.2
delete DSS region
I I I
.75 1.7 1.65
ZI Load
Apply Cancel
ROI region: 1.312 to 1.752

0-14 T T T T T | 15 | 16 1/ | 13 |
15 1.5405 -12.4000 8.0247 8.0247 5.9700

0.12- b 16| -12.4000 15405 80247  8.0247 58700
17 8.0247 8.0247 2.3594 -12.4000 0

0.1 b 18 8.0247  8.0247 -12.4000 23594

19 5.9700 5.9700 [4] 0

0.08 - -

0.06 B

0.04 - B

0.02 - B

0
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.03341
Copy selected cells | Paste cells | Swap two cells |

4 GISSMO (Guided Ideog... | 4 Reporting properties

4 Show 2D figure

4 Apply different additio...

L=
@ © P @0 & @ @ () Right ctr




GISSMOL|

File Machine View Input Devices Help
) Applications Places system (@ C [l @ E _81°F MonAug27, 2:05PM
£ Show 2D figure E]@ | GIssMIL: Apply different add al couplings to differe oin group = E]@
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp’ﬁ Number Uf groups Df iz Create
Total number of additional couplings 5
Get integral |—|
g
T T
Show 2D figure 63536
i Select spins Additional couplings
u_y/ bts
’\9 [spin names| Group ID [ [coupling constant]  Group D |
15 1|15 selact =] 1 select [+]
16 \L E 15 PlategenopliEast 2 |16 select [=] 2 select [=l
b u I 15 ‘ | 5 | 3 |17 select = 3 select =
\\ / \ del R 4 |18 select =] 4 select =]
) . L~ 14 v| delete water region < 19 prray =] 5 select = .
1\ 18 27N select 6 | select [=l
. 13 DSS region (PPM): _
o [o1 ] [oi] . ; o8 |
Only spin 19 is selected
I I I
.75 1.7 1.65
Close 3 Load
Apply Cancel
ROI region: to
0-14 T T T | 15 16 | 1/ 1a | 13
15 1.5405 -12.4000 8.0247 8.0247 5.9700
- 1 16| -12.4000 15405  8.0247  B.0247  5.9700
17 8.0247 8.0247 2.3594 -12.4000 0
0.1 1 18 8.0247 8.0247 -12.4000 2.3594 0
19 5.9700 5.9700 [4]
0.08 - -
0.06 B
0.04 - B
0.02 - B
0
_0.02 L | | L | L L
1.75 1.7 1.65 1.6 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |
Save autornatically MNormalized RMSD: 0.03341
Copy selected cells | Paste cells | Swap two cells |

4 Apply different additio...

L=
@ © P @0 & @ @ () Right ctr

I [Terminal]

l 4 GISSMO (Guided Ideoq... l 4 Reporting properties l 4 Show 2D figure




File Machine View

Input Devices Help

GISSMOL|

L [Running] - @racle VM'VirtualBox

D@ Applications Places System .,

Create

S Bl p H _g1°F MonAug27, 2:05PM

Additional couplings

- (=lE

£ Show 2D figure E]@ | GIssMIL: pply d additiona
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?,ﬁ Number Uf groups Uf spins
Total number of additional couplings 5
Get integral |—|
g
T T
Show 2D figure
i Select spins
11 /
‘“1 -

~, [spin names| Group ID [
i5 1 15 select =]

5| Water region (PPM):

2 |16 select
o ~: s—19 2] Ed
I 45 ‘ | 5 | 317 select K2
\ / \ del R 4 |18 select =]
) . L~ 14 v| delete water region < 19 FYiD) =]
1\ 18 127N
. 13 DSS region (PPM):

I [Terminal]

20 — =

Close

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

[o1] [or]

delete DSS region

[coupling constant]  Group D |
1] group(1) [=]
2| group(1) [ =]
3 group(1) [+]
_a group(1) [=]
5| group(1) [=]
6] selact [=]

| | LA ll - - -
=1 _wAlticouplings are identical and can be one |
Ll 7
- Load
Apply Cancel
ROI region: to
0-14 T T T T T | 15 | 16 | 1/ | 1a | 13 |
15 15405 -12.4000 80247 80247  5.9700
0.12- b 16| -12.4000 15405  8.0247 80247 59700
17 30247 80247  2.3594 -12.4000 0
0.1 b 18 80247 80247 -12.4000  2.3504
10 59700 59700 0 0
0.08 - -
0.06 B
0.04 - ~
0.02 - ~
o
.02 L . . . . . . . .
1.75 1.7 1.85 1.6 1.55 1.5 1.45 1.4 1.35 L .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.03341
Copy selected cells | Paste cells | Swap two cells |

l 4 Show 2D figure

4 Apply different additio...

i

@ © P @0 & @ @ () Right ctr




GISSMOL|

ial [Running] - Oracle’ VM'VirtualBox

File Machine View Input Devices Help
1) Applications Places system (@ C [l @ E _81°F MonAug27, 2:05PM
- Show 2D figure E]@ & GissMiLd = Q@
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?’ﬁ Number Uf groups Df spins Create
Total number of additional couplings 5
Get integral |—|
g
T T
Show 2D figure 63536
i Select spins Additional couplings
u_y/ bts
’\9 [spin names| Group ID [ [coupling constant]  Group D |
15 115 select =] 1 group(1) [=]
js\L yam Wwater region (PPM): 5 16 select = 5 o |
s —_ I 15 ‘ | 5 | 3 |17 select [=] 3 group(1)  [=]
\\ / \ o ) 4 |18 select =1 4 group(1) [=]
) . L~ 14 v| delete water region < 19 =] 5 groupll) [= .
1\13 27 \ 6 group(1) B3
. 13 DSS region (PPM): _
20 — o | -0.1 ‘ | 0.1 | “
delete DSS region
I I I
.75 1.7 1.65
Close 3 Load
Apply h Cancel
ROI region: to
0.14 7 T T T T | 1 |
15 1.5405 -12.4000 8.0247 8.0247 5.9700
- 1 16| -12.4000 15405  8.0247  B.0247  5.9700
17 8.0247 8.0247 2.3594 -12.4000 0
0.1 b 18 8.0247  8.0247 -12.4000 23594
19 5.9700 5.9700 [4] 0
0.08 - -
0.06 B
0.04 - B
0.02 - B
0
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.03341
Copy selected cells | Paste cells | Swap two cells |

‘4| Apply different additio...

L=
@ © P @0 & @ @ () Right ctr

I [Terminal]

I:ﬁ' GISSMO (Guided Ideoq... l: Reporting properties li-' show 2D figure




File Machine View Input Devices Help

GISSMOL|

L [Running] - @racle VM'VirtualBox

D@ Applications Places System .,

4 Show 2D figure

l=lx]

®E&DD

GissMiL: Apply different add

FiIe\TauIs Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

:

16
. ~
N/ N

1\13 127N

13

i7

20 — =

Close

MNumber of groups of spins

O«

Show 2D figure

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
| 01 [ o1 ]

delete DSS region

| [Terminal]

4 GISSMO (Guided Ideoq...

ROI region:

Get integral

Total number of additional couplings

Select spins

Create

i

.75 1.7

[spin names| Group ID [
115 select [=]
A 16 select [=]
ﬂ 17 select =]
L 18 select =]
5 18

Must set estimatec

S Bl p E _g1°F MonAug27, 2:06PM

- (=lE

Additional couplings _
ata
ouling constant|  Group ID
group(1) [=]
grovp(1) [=]
group(1) [=]
group(1) [=]
group(1) [=] ata
group(1) [l

()
\J

Cancel

ZI Load

0.14 1 T

0.08 -

0.06 -

0.04 -

0.02

-0.02 8 :
1.75 1.7

1.65 1.6 1.55

Save automatically

4 Reporting properties

4 Show 2D figure

1.5 1.45 1.4 1.35

Mormalized RMSD: 0.03341

4 Apply different additio...

T 5] 6 | 17 18 | 19 ]
15 1.5405 -12.4000 8.0247 8.0247 5.9700
16 -12.4000 1.5405 8.0247 8.0247 5.8700
17 8.0247 8.0247 2.3594 -12.4000 0
18 8.0247 8.0247 -12.4000 2.3594
19 5.9700 5.9700 [4] 0
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

i

@ © P @0 & @ @ () Right ctr




GISSMOL|

File Machine View Input Devices Help

) Applications Places system (@ S [l @p E _81°F MonAug27, 2:07PM
4] show 2D figure E] @ 4 GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

B E MY File Tools Help

InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

I [Terminal]

1o
11\1/
\5
15
5|
R \3_5—19
—t /2/
1\13 27\
. 13

20 — =

% % O

Show 2D figure

Water region (PPM):

[ae [ =

delete water region

DSS region (PPM):

| 01 ] [ 01

delete DSS region

ROI region:

Get integral

Draw full experimental spectrum

Reset integ...

L

PPM: 1.6031
Amp: 0.045

PPM is copied to clipboard

The spin matrix has been uy|

. You may process!

MNum peints:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

1.35

53536

499.84

=2 —
]

1.752

get ROl from exp. spectrum

abase entries:

bmse000625(4-methylvalericacid)-Initialvalues

4-methyhvaleric acid{sub_matrix_2)

15

16 | 17

[ 18 [ 19

5]

17|
18|
1]

1.7

1.65

Save automatically

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

l 4 Show 2D figure

1.5

1.45 1.4

1.35

Normalized RMSD: 0.03341 lf———

‘4| Additional coupling co...

1.5405

16 -12.4000

8.0247
8.0247
5.8700

-12.4000 5.0247
1.5405 8.0247
8.0247 2.3594
8.0247 -12.4000
5.8700 0

8.0247 5.89700
8.0247
-12.4000

Process

| o

timization

Group and optimize |

Copy selected cells |

Paste cells

Swap

two cells |

@ © P @0 & @ @ () Right ctr




GISSMOL|

File Machine View Input Devices Help

D@ Applications Places System .,

4

®E&DD

Show 2D figure

DX

File Help

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

Tools

S B p E _g1°F MonAug27, 2:07PM
=EE

% % O

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral

Draw full experimental spectrum

Reset integ...

T T T T T T T
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15
js\l Water region (PPM): Line width:
o E s—19 -
[ 46 [ 5 | PPM: 1,6031 Fisld strength:
14 delete water region CIGERCHE
, y L 9 PPM is copied to clipboard Same as exp. data
1\ 13 12 - AY [ ] U T
. 13 DSS region (PPM): Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I I I I I
.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
T [ 15 16 | 17 [ 18 | 13 ]
15 1.5405 -12.4000 8.0247 8.0247 5.9700
B 16 -12.4000 1.5405 8.0247 8.0247 5.8700
17 8.0247 8.0247 2.3594 -12.4000 0
After Process | R R 0
19 5.9700 5.9700 [4]
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.02681 47
Copy selected cells | Paste cells | Swap two cells |

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] l 4 Show 2D figure
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File Machine View Input Devices Help

) Applications Places system (@ Sl @p E _81°F MonAug27, 2:08PM
4 show2n,fiqucs (=) @) [x] GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. 2.0 =EE
B E MY File Tools Help

I InChi=15/C6H1202/c1-5(2)3-4-6(7)8h5H.2-4H 2, 1-2H3.(H, 7.8) I:% % srp ,ﬁ

Get integral Draw full experimental spectrum Reset integ...

T T T T T T T
1o Show 20 figure ‘ Nurn points: 65535
u \1/ Same as exp. data
s
15 .
18 \_l Water region (PPM): Line width:
o E s—19
I 46 ‘ | s | PPM: 1.6031 Field strength:
14 delete water region LITeRUHYH :
. L~ 9 PPM is copied to clipboard Same as exp. data

1\ 13 12 - AY [ ] U T

. 13 DSS region (PPM): ree ol
20 — o1 | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I

.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
T [ 15 16 | 17 [ 18 19

15 1.5405 -12.4000 8.0247 8.0247

B 16 -12.4000 1.5405 8.0247 8.0247
17 8.0247 8.0247 2.3594 -12.4000

1 18 8.0247 8.0247 -12.4000 2.3594 0
19 5.9700 5.9700 [4] 0 1.6031

15,16 couplings to 19
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o
Process | Optimization ‘ Group and optighize [\|
Save autornatically MNormalized RMSD: 0.02681
Copy selected cells | Paste cells | Swap two cells

Loy
@ © P @0 & @ @ () Right ctr

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] l 4 Show 2D figure
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File Machine View Input Devices Help

) Applications Places system (@ Sl @p E _81°F MonAug27, 2:08PM
4] show 2D figure E] @ 4 GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0

SR File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

1o
11\1/
\5
15
5|
R \3_5—19
—t /2/
1\13 27\
13

i7

20 — =

I [Terminal]

% % O

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

Get integral

Draw full experimental spectrum

Reset integ...

Show 2D figure ‘

Water region (PPM):

T T T T T T T
PPM: 1.6031

Amp: 0.045

PPM is copied to clipboard

[ ee [ s |

delete water region

DSS region (PPM):
| 01 ] [ 01

delete DSS region

1.35

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

database entries:

bmse000625(4-methylvalericacid)-Initialvalues

ROI region:

1.752

get ROl from exp. spectrum

4-methyhvaleric acid{sub_matrix_2)

T 15 16 |

17

[ 18 [ 19

-12.4000
1.5405
8.0247
8.0247
56,4252

15| 15405
15| -12.4000
17|  s.0247
18| s8.0247
19| s.4252

5.0247
8.0247
2.3594
-12.4000
0

8.0247 6.4252
8.0247  6.4252
-12.4000 0
2.3594 0
0 1.5031

1.7 1.65 1.5 1.45 1.4
Process |

Optimization

Group and optimize |

Save automatically Mormalized RMSD: 0.02681

Copy selected cells |

Paste cells

Swap two cells |

l 4 Show 2D figure ‘4| Optimization report:
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ial [Running] - Oracle’ VM'VirtualBox

File Machine View Input Devices Help

D@ Applications Places System .,

[+ show 2D Ffigure (=l

SR File Tools Help

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

S Bl p E _g1°F MonAug27, 2:08PM
DEE

2 ol

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Get integral

Draw full experimental spectrum

Reset integ...

T T
PPM: 1.6031

Amp: 0.045

PPM is copied to clipboard

7T

1.7

1.65

1.6 1.55 pINES

1.45

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

T
Show 2D figure ‘
12
11
~/
s
15
5| Water region (PPM):
~
o F————1g
[ a5 [ s |
P delete water region
f— 2

1\13 27\ )

. 13 DSS region (PPM):
20 — o | -0.1 ‘ | 0.1 |

delete DSS region
I
.75
Close

ROI region:

database entries:

get ROl from exp. spectrum

1.4 1.35

_0.02 L L L L L L L
1.75 1.7 1.65 1.6 1.55 1.5 1.45

Mormalized RMSD: 0.02681

Save automatically

4| GISSMO (Guided Ideog... | 4 Reporting properties

l 4 Show 2D figure

I [Terminal]

1.4 1.35
bmse000625(4-methylvalericacid)-Initialvalues v| Load
| 4-methylvaleric acid(sub_matrix_2)
[ 15 16 | 17 [ 18 | 13 ]
15 1.5405 -12.4000 8.0247 8.0247 6.4252
16 -12.4000 1.5405 8.0247 8.0247 6.4252
17 8.0247 8.0247 2.3594 -12.4000 0
18 8.0247 8.0247 -12.4000 2.3594 0
19 6.4252 5.4252 [4] 0 1.6031
g—
Process (b | Optimization Group and optimize |
Copy selected cells Paste cells | Swap two cells |

Loy
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GISSMO_| L [Running] - @racle VM'VirtualBox

File Machine View Input Devices Help
) Applications Places system (@ S 2l @ E _81°F MonAug27, 2:09PM

4] show 2D figure GISSMO (Guided/ideographic Spin System Model @ptimization) - v. 2.0 =) E](=
SR File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp’ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T ;
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15 .
15\1 Water region (PPM): Line width:
o E s—19
[ 46 [ 5 | PPM: 1,6031 Fisld strength:
del . Amp:0.045 !
. R 2/“ ) G2 e U gl PPM is copied to clipboard Same as exp. data
1\ 13 12 - AY [ ] U T
. 13 DSS region (PPM): Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I I I I I
.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load

ROI region:

to
1752 e PTG G T 4-methylvaleric acid(sub_matrix_2)

T 15 16 | 17 [ 18 | 13 ]
15 -12.4000 80247  B8.0247  6.4252
6

b 1 -12,4000 8.0247  8.0247 64252

17 8.0247 8.0247 2.3594 -12.4000 0
B 18 8.0247 8.0247 -12.4000 23594 0
18 6.4252 56,4252 0 0 1.6031

’ Left-click 15,15; hold shift
1 and left-click 16,16
Group and optimize

0,02 L 1 1 1 1 L 1 L L
1.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35 A ]

Process | Optimization ‘ Group and optifhize D'|

Normalized RMSD: 0.02539

Save automatically

Copy selected cells | Paste cells | Swap two cells

Loy
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| [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties 4 Show 2D figure




File Machine View Input Devices Help

GISSMOL|

D@ Applications Places System .,

4 Show 2D figure

l=lx]

®E&DD

4

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

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

) 16\L_
N/ L.
1\13 127N

i7

20 — =

I [Terminal]

518

13

File Tools Help

% % O

Show 2D figure

Water region (PPM):

[ae [ =

delete water region

DSS region (PPM):

| 01 ] [ 01

delete DSS region

ROI region:

Get integral

Draw full experimental spectrum

Reset integ...

1.752

L

PPM: 1.6031
Amp: 0.045

PPM is copied to clipboard

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

9= Gaussian coeff:

=2 —
]

1 1
1.35

database entries:

get ROl from exp. spectrum

1.7

1.65

Save automatically

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

l 4 Show 2D figure

1.5

1.45 1.4

Mormalized RMSD: 0.02539

4 Optimization report:

bmse000625(4-methylvalericacid)-Initialvalues

4-methyhvaleric acid{sub_matrix_2)

1s [ 16 [ 17 | 18 [ 1a

15418 -12.4000 80247 80247  6.4252

-12.4000 15418  8.0247 8.0247 5.4252
30247 80247  2.3594 -12.4000 0
80247 80247 -12.4000  2.3504 0
64252 64252 0 0

Process | Optimization Group and optimize |

Paste cells

Copy selected cells |

Swap two cells |
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ial [Running] - Oracle’ VM'VirtualBox

D@ Applications Places System .,

- Show 2D figure

®E&DD

DX

File Tools Help

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

S B p E g1°F MonAug27, 2:09PM
=EE

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

1o
11\1/
\5
15
5|
R \3_5—19
—t /2/
1\13 27\
. 13

20 — =

Close

I [Terminal]

2 ol

4| GISSMO (Guided Ideog... | 4 Reporting properties

Show 2D figure

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
1] [ox]

delete DSS region

ROI region:

Get integral

Draw full experimental spectrum

Reset integ...

T T T
PPM: 1.6031

Amp: 0.045

PPM is copied to clipboard

7T

.75

1.7

1.65

1.6 1.55 pINES 1.45

1.4 1.35

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

=2 —
]

Gaussian coeff:

database entries:

get ROl from exp. spectrum

-0.02 8 :
1.75 1.7

1.65

Save automatically

l 4 Show 2D figure

1.6

1.55

1.5

1.45 1.4 1.35

Normalized RMSD: 0.02530 lf———

bmse000625(4-methylvalericacid)-Initialvalues -

Load

4-methyhvaleric acid{sub_matrix_2)

[ 15 | 16 [ 17 [ 18 [ 193 ]
15 15418 -12.4000 8.0247 8.0247 6.4252
16 -12.4000 15418 8.0247 8.0247 6.4252
17 8.0247 8.0247 2.3594 -12.4000 0
18 8.0247 8.0247 -12.4000 2.3594 0
19 6.4252 5.4252 [4] 0 1.6031
Process L} | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

Loy
&) P @ 0] @ & [ & (8] Right ctrl




GISSMOL|

File Machine View Input Devices Help
) Applications Places system (@ C [l @p E _81°F MonAug27, 2:10PM
4] show 2D figure [=l(s) GISSMO (Guided/ideographic Spin System Model @ptimization) - v. 2.0 =EE
SR File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp,ﬁ
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T ]
0 Show 2D figure (i e 63536
N \1/ Same as exp. data
s
15
15\1 Water region (PPM): Line width:
o 3 5—18
[ a5 | [ s PPM: 1.6031 Field strength:
14 delete water region LUBURL :
, y L 9 PPM is copied to clipboard Same as exp. data
1™ie 27\ DSS (PPM) n U W \‘/
region ;
17 12 4 Lorentzian coeff:
20— [ 01 | [ o1
. Gaussian coeff:
delete DSS region
! ! ! ! ! | | | |
.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ s 16 | 17 | 18 | 18 |
15 15418 -12.4000 8.0247 8.0247 6.4252
- 1 16| -12.4000 15418  8.0247  B.0247 64252
17 8.0247 8.0247 2.3594 -12.4000 0
0.1 b 18 8.0247  8.0247 -12.4000 23594
19 6.4252 5.4252 [4] 0
0.08 - -
oo 1 Optimize 19,19
pumize ,
0.04 - B
0.02 - B
0
_0.02 Lt L L L L . L . .
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization b ‘ Group and optimize |

4| GISSMO (Guided Ideoq...

I [Terminal]

4 Reporting properties

Save automatically

l 4 Show 2D figure

Normalized RMSD: 0.01855 <lf———

Copy selected cells |

Paste cells |

Swap two cells |

e

@ © P @0 & @ @ () Right ctr




GISSMOL|

File Machine View Input Devices Help

) Applications Places system (@ Sl @p E _81°F MonAug27, 2:11PM
E show 20 figure IBTETIE) 757G (G e 18037 ap € Spi System Mo del Optimization) vl 201 W = )
RENO File WEBLIEN Help

[ InChi=15/C6H1 202/c]1-5(213-4-6(TIThSH, 3-4H 2. 1-2H3. . 7.8 ¢ Edit compound's properties  »

Splitting spin matrix options »

Additional coupling constant  » [ integral Draw full experimental spectrum Reset inteq...

Disable/Enable spins Nurm points: 55535
16 ‘ Optimize line shape
./ Same as exp. data
™~ “ Auxiliary spectrum ] Optimize spin matrix :
15 = Auxiliary tools 3 Optimization over groups of cells
16 \l Notes Optimization over selected cells Line width:
2 o S0 Optimize chemical shifts (grained)
- Parameters P g PPM: 1.6031 Field strength:
14 View workspace properties Guided optimization ' Amp: 0.045
, , 2/ PPM is copied to clipboard Same as exp. data
1\18 2 A DSS region (PPM): N U 2 \,/
17 13 ' Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 |

Gaussian coeff:

delete DSS region

.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35
- = [ L 1 1
Close Optl I I "Ze aoa |[|0na| Cou pl I ngS database entries: bmse000625(4-methylvalericacid)-Initialvalues v| Load
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ s 16 | 17 | 18 | 18 |
15 15418 -12.4000 8.0247 8.0247 6.4252
0.12- b 16| -12.4000 15418 80247  8.0247  6.4252
17 8.0247 8.0247 2.3594 -12.4000 0
0.1 1 18 8.0247 8.0247 -12.4000 2.3594 0
19 6.4252 5.4252 [4] 0 1.6020
0.08 - -
0.06 B
0.04 - B
0.02 - B
0
_0.02 L | | | | L | L L
1.75 1.7 1.65 1.6 1.55 i1%5) 1.45 1.4 135 o .
Process | Optimization ‘ Group and optimize |
Save automatically Mormalized RMSD: 0.01773 47
Copy selected cells | Paste cells | Swap two cells |

Loy
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4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] l 4 Show 2D figure
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53536

File Machine View Input Devices Help
D@ Applications Places System .,
- i x| = oose additional couplings For op atio
£ Show 2D figure E]@ = GISS, 5]
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % éﬂhp’ﬁ Chﬂﬂse add\t\ﬂnal Cnuphngs i be nptlleEd
Get integral | ‘ spins |coup|ing constant|spin groups \D|couphng groups ID‘ optimize |keep va
T T 1 |19 7 group(1) group(1) group(l
Show 2D figure ‘ 2 |19 7 groupl1) group(2) group(2 | Mum points:
u 10 3 |19 7 group(1) group(3) group(3
\J/ 4 |19 7 group(1) group(4) group(4| Same as exp. data
15 \9 5 |18 7 group(1) group(5) groupls
5| Water region (PPM): 6 |19 7 group(1) group(s) groupl§ e width:
o N —1g [
\\ / \ I 4.6 ‘ | > ield strength:
14 delete water region
' E L Y Same as exp. data
1\ 18 127N
13 DSS region (PPM):

i7

20 — =

Close

| 01 ] [ 01

delete DSS region

ROI region:

.75 1.7

1.65

| Lorentzian coeff:

Gaussian coeff:

a ]

Slide right ...

499.84

=2 —
]

lues -

Load |

1.752

get ROl from exp. spectrum

4-methyhvaleric acid{sub_matrix_2)

I [Terminal]

15

16 | 17 [ 18 | 18

15418
-12.4000
8.0247
8.0247
6.4252

-12.4000
15418
8.0247
8.0247
56,4252

5.0247
8.0247
2.3594
-12.4000
0

8.0247
8.0247
-12.4000
23594
0

6.4252
6.4252
0
0

1.7

1.65

1.5

1.45

1.4

Process

| Optimization

Group and optimize |

Mormalized RMSD: 0.01773

Save automatically

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

l 4 Show 2D figure

Paste cells

Copy selected cells |

Swap two cells |

4 choose additional cou...
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File Machine View Input Devices Help

GISSMOL|

L [Running] - @racle VM'VirtualBox

D@ Applications Places System .,

= Show 2D figure [EIEE) & GIss
4
B E MY File Tools Help
| InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % srp ,ﬁ
Get integral W

15
<A

2

\

[}

518

i7

20 — =

Close

| [Terminal]

\ 14
5

s 27N

13

4 GISSMO (Guided Ideoq...

chooseadditional couplings For optimization

Choose additional couplings to be optimized

}upling constant|spin groups \D|coup|\ng groups ID‘ optﬁize |keep values the same

T
Show 2D figure ‘

Water region (PPM):

[ a8 [ s
delete water region

DSS region (PPM):
(o1 |

0.1

delete DSS region

EEREER

7 group(1)
7 groupl1)
7 group(1)
7 group(1)
7 group(1)
7 group(1)

group(1)
group(2)
group(3)
group(4)
groupls)
group(8)

group(1)
group

group(1)
group(l)
group(1)
groupl(s)

=
Ll
(=
(=
[

.75 1.7

ROI region:

to 'énglgroup for a{ﬁ"single cgnubli

Num points:

53536

Same as exp. data

ILine width:
Field strength:

Same as exp. data

| Lorentzian coeff:

Gaussian coeff:

g constant

lues v|

Load |

get ROl from exp. spectrum

1.7 1.65

Save automatically

4 Reporting properties 4 Show 2D figure

1.5 1.45

Mormalized RMSD: 0.01773

4 choose additional cou...

1.4

4-methyhvaleric acid{sub_matrix_2)

15 16

17

18 | 19

15418 -12.4000
-12.4000 15418
8.0247 8.0247
8.0247 8.0247
6.4252 56,4252

5.0247
8.0247
2.3594
-12.4000
0

8.0247 6.4252

8.0247 6.4252

-12.4000 0

23594 0
0

Process |

Optimization

Group and optimize |

Copy selected cells |

Paste cells

Swap two cells |

B @b @0 Wi O @@ Right ctrl
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GISSMOL|

D@ Applications Places System .,

4 Show 2D figure E]@ = GissMILY 0ose additional couplings For op atio =
RENO File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% CaW Qﬂ?’ﬁ ChﬂOSE add\tmnal CﬂUpl\ﬂgS to be ﬂptimiZEd

Get integral W }upling constant|spin groups \D|coup|\ng groups ID‘ optimize |keep values the same

T T A 7 group(1) group(1) group(1) 3]

Show 2D figure ‘ |2 | 7 group(1) group(2) group(1) =l | Num points: 55535
. /“’ 3| 7 group(1) group(z) group(1) =l
™ ﬂ 7 group(1) group(4) group(1) =l Same as exp. data
15 o j 7 group(1) group(5) group(1) =
Water region (PPM): 6 | 7 group(1) group(s)

518

) 16\L_
N/ L.
1\13 127N

i7

20 — =

Close

I [Terminal]

13

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

[ine width:
ield strength:

Same as exp. data

[ a6 | [ s ] 499.84

delete water region

DSS region (PPM):
1] [ox]

| Lorentzian coeff:

Gaussian coeff:

=2 —
]

[»

o] Cancel

delete DSS region

.75 1.7 1.65

lues - Load |

ROI region: get ROl from exp. spectrum

4-methyhvaleric acid{sub_matrix_2)

15
15| 15418
15| -12.4000
17|  s.0247
18| s8.0247
19| s.4252

16 |
-12.4000
15418

17|
8.0247
8.0247

18 |
8.0247  6.4252
8.0247  6.4252
8.0247 23594 -12.4000 0
8.0247 -12.4000  2.3594 0
5.4252 0 0

19

1.7 1.65 1.5 1.45 1.4
Process |

Optimization Group and optimize |

Save automatically Mormalized RMSD: 0.01773

Paste cells Swap two cells |

Copy selected cells |

l 4 Show 2D figure 4 choose additional cou...
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D@ Applications Places System .,

4 Show 2D figure

l=lx]

®E&DD

4

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

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

518

) 16\L_
N/ L.
1\13 127N

i7

20 — =

I [Terminal]

13

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

File Tools Help

% % O

Get integral

Draw full experimental spectrum

Reset integ...

T
Show 2D figure ‘

Water region (PPM):

[ ee [ s |

delete water region

DSS region (PPM):
[o1

0l |

delete DSS region

T T
PPM: 1.6031

Amp: 0.045

PPM is copied to clipboard

1 The spin matrix has beg

.75

1.7

1.65

ROI region:

1.752

optimization completed with the following
Simplex process coverged! L2: 1.263

B=E)

| Optimization report:

T T
MNum peints:

Line width:

Field strength:

Lorentzian coeff:

ed. You may process!

Gaussian coeff:

1.4 1.35

Same as exp. data

Same as exp. data

53536

499.84

=2 —
]

get ROl from exp. spectrum

000625(4-methylvalericacid)-Initialvalues

4-methyhvaleric acid{sub_matrix_2)

15 16 | 17 [ 18 | 18

15|
16
17|
18|
1]

15418
-12.4000
8.0247
8.0247
6.4252

-12.4000
15418

8.0247
8.0247

8.0247 6.4252
8.0247 6.4252
8.0247 2.3594 -12.4000 0
8.0247 -12.4000 23594 0
56,4252 0 0

1.7 1.65

Save automatically

l 4 Show 2D figure

1.5 1.45 1.4

Mormalized RMSD: 0.01773

4 Optimization report:

Process | Optimization

Group and optimize

Copy selected cells |

Paste cells

Swap two cells

@ © P @0 & @ @ () Right ctr




GISSMO_initial [Running]’- ©racle'VM VirtualBox
File Machine View Input Devices Help

1) Applications Places system (@ Sl @p E _81°F MonAug27, 2:13PM
4 show2n,fiqucs [=/B) GISsMO (Guided/ideographic Spin System Model ©ptimization) - v. =EE
B E MY File Tools Help

I InChi=15/C6H1202/c1-5(2)3-4-6(7)8h5H.2-4H 2, 1-2H3.(H, 7.8) I:% ‘:% éﬂ:? ,ﬁ

Get integral Draw full experimental spectrum Reset integ...

T T T T T T T
1o Show 20 figure ‘ Nurn points: 65535
u \1/ Same as exp. data
s
15 .
18 \_l Water region (PPM): Line width:
o F————1g
I 46 ‘ | s | PPM: 1.6031 Field strength:
14 delete water region LITeRUHYH :
. L~ 9 PPM is copied to clipboard Same as exp. data
1\ 13 12 - AY [ ] U T
- 13 DSS region (PPM): Lerentzian coeff: _m
20 — o1 | -0.1 ‘ | 0.1 |
. Gaussian coeff:
delete DSS region
I I I I I I I I I

.75 1.7 1.65 1.6 1.55 pINES 1.45 1.4 1.35

Load

Clase database entries:  bmse000625(4-methylvalericacid)-Initialvalues -

RO region: te 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2)
il T T T T T [ s 16 | 17 | 18 | 18 |
15 15418 -12.4000  8.0247  8.0247  6.4252
0.12- b 16| -12.4000 15418  8.0247  8.0247  6.4252
17 80247 80247 23594 -12.4000 0
0.1 b 18 80247 80247 -12.4000 23594 0
19 64252 64252 0 0 1.6020
0.08 |- .
0.06 - -
0.04 |- .
0.02} .
0
0020 . . . . \ . \ \

1.75 1.7 1.65 1.6 1.55 1.5 1.45 1.4 1.35 A
Process Optimization
Save autornatically Normalized RMSD: 0.01745 47

Group and optimize |

Copy selected cells | Paste cells | Swap two cells |

Loy
&) P @ 0] @ & [ & (8] Right ctrl

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] li-' show 2D Figure




File Machine View Input Devices Help

GISSMOL|

D@ Applications Places System .,

4 Show 2D figure

®E&DD

Tools [EEE]

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

16\1
’ ™ \

i7

20 — =

Close

I [Terminal]

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

S Bl p H _g1°F MonAug27, 2:13PM
=EE

Additional coupling constant

Edit compound's properties

» |

Split spin matrix
J Show sub matrices

Disable/Enable spins

Optimization

Auxiliary spectrum
Auxiliary tools

MNotes

Draw full experimental spectrum

Reset integ...

Process a sub matrix

» Copy/Paste sub matrices

Adjust peak amplitude

Delete submatrices

Parameters

“iew workspace properties

DSS region (PPM):

| 01

[ 01

4| GISSMO (Guided Ideoq...

delete DSS region

ROI region:

Amp: 0.045

PPM: 1.6031

PPM is copied to clipboard

7T

Almost done
| | merge submatrices

' need to

.75 1.7

1.6 1.55 pINES

Nurm points: 65536

Line width:

Field strength: 499.84

Lorentzian coeff:

database entries:

get ROl from exp. spectrum

4 Reporting properties

Save automatically

l 4 Show 2D figure

1.65 1.6 1.55

1.45 1.4 1.35

Mormalized RMSD: 0.01745

Same as exp. data

Same as exp. data

Gaussian coeff:

=2 —
]

1.4 1.35

bmse000625(4-methylvalericacid)-Initialvalues v| Load

| 4-methylvaleric acid(sub_matrix_2)
[ 15 16 17 [ 18 19

15 15418 -12.4000 8.0247 8.0247

16 -12.4000 15418 8.0247 8.0247

17 8.0247 8.0247 2.3594 -12.4000

18 8.0247 8.0247 -12.4000 2.3594 0

19 6.4252 5.4252 [4] 0 1.6020
Process | Optimization ‘ Group and optimize |

Copy selected cells | Paste cells | Swap two cells |

Loy
@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

ial [Running] -

Oracle VM'VirtualBox

D@ Applications Places System .,

S B p E g1°F MonAug27, 2:14PM

20 — =

| 01 ] [ 01

0.1

0.2 0.3 0.4 0.5 0.6 0.7 0.8

£ Show 2D figure E]@ = GIssSMIL: alesub-ma e = E]@
REDD File Tools Help % 8 O E
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?,ﬁ
Get integral 1
_ | Sub-matrix_|Scale factor|
T T 1 |Sub-matrix... 1
5 535
1o Show 2D figure 2 |Sub-matrix... 1 0.8
11 \J/
15 e 0.6
16 ‘Water region (PPM):
NN e B -
P delete water region
g T\ 13 127 2\ DSS region (PPM): v
13 :
iz )8
0.2

Close

I [Terminal]

delete DSS region

ROI region:

.75

1.7

1.65

Done

Load |

1.65

Save automatically

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

l 4 Show 2D figure

1.45 1.4 1.35

Mormalized RMSD: 0.01745

‘4| Scale sub-matrices

4-methylvaleric acid(sub_matrix_2) |

[ 15 16 | 17 [ 18 19
15 15418 -12.4000 8.0247 8.0247
16 -12.4000 15418 8.0247 8.0247
17 8.0247 8.0247 2.3594 -12.4000
18 8.0247 8.0247 -12.4000 2.3594 0
19 6.4252 5.4252 [4] 0 1.6020
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

-
@ © P @0 & @ @ () Right ctr




GISSMOL|

ial [Running] -

Oracle VM'VirtualBox

File Machine View Input Devices Help
1) Applications Places system (@ Sl @y E _81°F MonAug27, 2:14PM
£ Show 2D figure E]@ = GIssSMIL: alesub-ma e = E]@
REDD File Tools Help % 8 O E
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% % s’?’ﬁ
blue: experimental spectrum, red: merged simulated spectrum
Get integral Lo | Sub-matrix |Scale factor| j ' j j j ' j
T T 1 |Sub-matrix... 1
5 535
1o Show 2D figure ‘ 2 |Sub-matrix... 1
1
~/
s
15
Water region (PPM):
) AL : 1
4.6 5
| | | | ee |
14 delete water region
s—a\ /2/ J |
117 18 2 \13 DSS region (PPM): -
2.8
20— o | 01 ] [ o1 ] i . . . . . , . :l
12 10 8 6 4 2 0 -2 -4
delete DSS region Zl
I I I
Clase Load |
ROI region: to
g 1752 e PTG G T | 4-methylvaleric acid(sub_matrix_2) |

I [Terminal]

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

1.65

Save automatically

l 4 Show 2D figure

1.45 1.4 1.35

Mormalized RMSD: 0.01745

‘4| Scale sub-matrices

15 16 | 17 [ 18 19
15 15418 -12.4000 8.0247 8.0247
16 -12.4000 15418 8.0247 8.0247
17 8.0247 8.0247 2.3594 -12.4000
18 8.0247 8.0247 -12.4000 2.3594 0
19 6.4252 5.4252 [4] 0 1.6020
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

al=r

@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

ial [Running] - Oracle’ VM'VirtualBox

D@ Applications Places System ‘

- Show 2D figure [RER) &

S B p E g1°F MonAug27, 2:14PM

L)

4

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

File Tools Help

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8) | ‘ ‘ '.

15

16\1
’ ™ \

i7

20 — =

I [Terminal]

Show 2D figure

Draw full experimental spectrum

delete DSS region

L

PPM: 1.6031
PPM is copied to clipboard

Amp: 0.045

There are additional couplings in the sub-matrices.
Would you like to addggam to the merged spin matrix?

Murm peints:

Same as exp. data
Line width:
Field strength:

Same as exp. data
Lorentzian coeff:

Gaussian

1
1.35

4-methyl ricacid)-Initialvalues

4-methylvaleric acid(sub_matrix_2)

15 19 |

1.65

Save automatically

4 GISSMO (Guided Ideog... | 4 Reporting properties

4 Show 2D figure

6.4252
6.4252

1.45 1.4

MNormalized RMSD: 0.01745

Process Optimization Group and optimize

4 Merging sub matrices ‘4| Merging additional cou...

@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

ial [Running] - Oracle’ VM'VirtualBox

D@ Applications Places System .,

GissMiL: erge add

[« show 2D figure [EIEET |
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)3-4-6(7)8h5H.2-4H 2, 1-2H3.(H, 7.8) | ‘ ‘ ' .

I [Terminal]

15

. 16\L_
N/ N\
’ T\JS

i7

20 — =

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

conveyed to the merged matrix

Show 2D figure ‘

delete DSS region

Additional couplings:

Mote that the average of additional couplings between two spins will be

armined in submatrix 1

S B p H _g1°F MonAug27, 2:15PM

|a55|gned to (spin names}‘ coupling |from the spin (spin name}l

1 [9.10,11.12,13.14
2|19
319
419
5 |19
6|19
7 |19

6.4194 19

not listed

Murm peints: 55536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian

= —
]

Cancel

ericacid)-Initialvalues

-methylvaleric acid(sub_matrix_2)

19 |

16|

| = 1
15 15418
6 Sl

6.4252
6.4252

1.65

Save automatically

l 4 Show 2D figure

1.45 1.4

MNormalized RMSD: 0.01745

l'i-' Merging sub matrices

Process

Optimization

Group and optimize

‘4| Merge additional coup...

@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

D@ Applications Places System .,

) Show 2D figure (=)@ < GISS|
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) | ‘ ‘ ' .

15

16\1
’ ™ \

i7

20 — =

I [Terminal]

delete DSS region

Mote that the average of additional couplings between two spins will be
conveyed to the merged matrix

Additional couplings:

igned to (spin names}‘ coupling |from the spin (spin name}l
,11,12,13,14 54194 19

6.6846 discard

66846 discard

-7 determined
om submatrix 2

Line width:
Field strength:

Same as exp. data

Lorentzian ¢

Gaussian

Done ‘

Blericacid)-Initialvalues

8-methylvaleric acid(sub_matrix_2)

19 |

Save automatically

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

1.65

l 4 Show 2D figure

l'-‘h' Merging sub matrices

MNormalized RMSD: 0.01745

6.4252
6.4252

1.45 1.4 o

Optimization Group and optimize

4 Merge additional coup...

@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMO_| L [Running] - @racle VM'VirtualBox

D@ Applications Places System .,

GISS| 4 erge add

[« show 2D figure [EIEET |
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)3-4-6(7)8h5H.2-4H 2, 1-2H3.(H, 7.8) | ‘ ‘ ' .

. is\L
S—T\J

i7

g

20 — =

518

\ 4
/2/
1270\

13

conveyed to the merged matrix

Water region (PPM]):

e [

delete water region

delete DSS region

Additional couplings:

Mote that the average of additional couplings between two spins will be

S B p H _g1°F MonAug27, 2:16PM

|a55|gned to (spin names}‘ coupling [from the spin (spin name}l

Murm peints:

1 [9.10,11.12,13.14
2|19
319
419
5 |19
6|19
7 |19

ROI region:

5.4194 19
5.6846 9
6.6846 10
6.6846 11
5.6846 12
6.6846 13
6.6846 i)

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian ¢

Gaussian coeff

Blericacid)-Initialvalues

s 4-rnethylvaleric acid(sub_matrix_2)

Could select
Selecting all

1.65

Save automatically

I [Terminal] l 4 GISSMO (Guided Ideoq... l 4 Reporting properties l 4 Show 2D figure

1.5 1.45

Normalized RMS

l'-‘h' Merging sub matrices 4 Merge additional coup...

19
6.4252

1 or 2-7 (and discard others]
S average

Process Optimization

Paste cells

@ © P @0 & @ @ () Right ctr




GISSMOL|

File Machine View Input Devices Help

D@ Applications Places System .,

Y show 2D figure [=l(s) GISSMO/(Guided Ideographic Spin System Madel Optimization)-v. 2.0

®E&DD File WGBHER Help

S B p E g1°F MonAug27, 2:19PM
=EE

Edit compound's properties  »

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Splitting spin matrix options »

Additional coupling constant  » [ integral Draw full experimental spectrum

Reset integ...

Disable/Enable spins ‘ T T T T T T

T
Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

18 Optimization »
11 /
™~ “ Auxdliary spectrum »
5 Awndliary tools » F' H h d- k D
15 —
b/ A INIShed. mark bone
o N —1g
\\ / \ Parameters
14 View workspace properties
s——d /z/
/ 117 18 2 \13 DSS region (PPM):
20 — o | -0.1 ‘ | 0.1 |
delete DSS region JAMAﬂM‘L
t : : : I t
2.6 2.4 2.2 2 1.8 1.6 1.4

Close database entries:
to 2.664 get ROl from exp. spectrum

ROI region:

0.4 B

0.2 - I R

o by

0.2 L L L L L L L L L L
2.6 2.4 2.2 2 1.8 1.6 1.4 1.2 1 0.8

Mormalized RMSD: 0.01742

Save automatically

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] l 4 Show 2D figure

1.2 1 0.8
bmse000625(4-methylvalericacid)-Initialvalues v| Load
4-methylvaleric acid{merged)
s [ w0 [ m [ 12 [ 13 [ 14 15
9 0.9118 0 0 0 0 o]
10 0 09118 -12.4000 0 0 0
11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
13 0 [4] [4] 0 0.9118 0
14 0 4] 0 -12.4000 0 0.9118
15 o] 4] 4] 0 0 o] 1.5411
16 0 0 4] 0 0 0 -12.400
17 0 Q 4] 0 0 0 8.024
18 0 Q [4] 0 0 0 8.024
19 6.5520 6.5520 6.5520 6.5520 6.5520 6.5520 5.425
1] | [+
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

Loy
@ © P @0 & @ @ () Right ctr




File Machine View

Input Devices Help

GISSMOL|

D@ Applications Places System .,

4 show 2D Figure =/l = —
RRTB File Tools Help e
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) % éﬂ? \E |‘ ti | | '”
nitial values
Get integral choose status
T T . Notes: |Initial values
Show 2D fi Active
1o ™ e Approximately done =
“ “1/ Complicated
s
15
| Water region (PPM): Difficult
K g PR A Mo C-H proton
I 4.6 ‘ | > | 2H exchange
\ / \ 14 delete water region Problem
f— 2
1\ 15 12 AY
i7 13 DSS region (PPM):
20 — o | -0.1 ‘ | 0.1 | -
delete DSS region
L t Apply Cancel
2.6 2.4 2.2

I [Terminal]

ROI region:

eset integ...

Nurm points: 65536

Same as exp. data

Line width:
Field strength: 499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

=2 —
]

0.8

icacid)-Initialvalues

get ROl from exp. spectrum

by

2.4

2.2

Save automatically

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

l 4 Show 2D figure

1.6 1.4 1.2

Mormalized RMSD: 0.01742

4-methylvaleric acid{merged)

10

[ 1 ] [ 13

Q Q
09118
-12.4000

-12.4000
0.49118
-12.4000
0
0.9118
0

0
0

6.5520 6.5520

Process |

Optimization Group and optimize |

Copy selected cells |

Paste cells Swap two cells |

@ © P @0 & @ @ () Right ctr




GISSMOL|

File Machine View Input Devices Help

) Applications Places system (@ C 2l @p E _81°F MonAug27, 2:19PM
= i x| = ote

- show 2D figure [=E o GissML%: =

® € ]

REAMD File Tools Help Status:

%
Done -
Get integral 4 eset integ...
T

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

MNum peints:

Show 2D figure
Same as exp. data

Line width:

Water region (PPM):
Field strength:

o jS\L_E—JQ
N/ e
1\13 127N

13

46 [ s

delete water ragion
L Same as exp. data

Lorentzian coeff:

DSS region (PPM):
[ 01

17
Gaussian coeff:

| 01

20 — =

delete DSS region

Cancel
0.8

lericacid)-Initialvalues

4-methylvaleric acid{merged)

ROI region:

get ROl from exp. spectrum

10

11 [

13

0
09118

0
-12.4000

-12.4000 0.9118

-12.4000
0

0.9118

0

0
0
6.5520

6.5520

by

1.6 1.4 1.2

2.4 2.2

Process Optimization Group and optimize |

Save automatically Mormalized RMSD: 0.01742
Copy selected cells | Paste cells Swap two cells |

l 4 GISSMO (Guided Ideog... l 4 Reporting properties l 4 Show 2D figure
&) P @ 0] @ & [ & (8] Right ctrl

I [Terminal]




GISSMOL|

File Machine View Input Devices Help

D@ Applications Places System .,

S B p E _g1°F MonAug27, 2:20PM

BIER

4] show 2D figure [=l(s) GISSMO/(Guided Ideographic Spin System Madel Optimization)-v. 2.0
®E&DD File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) % Qﬂ? \@
Get integral Draw full experimental spectrum Reset integ...
T T T T T T T T T
1o Show 2D figure ‘ Numn points;
N \1/ Same as exp. data
s
15 7
15\1 Water region (PPM): Line width:
o F————1g
\\ / \ I 4.6 ‘ | > | Field strength:
14 delete water region
g N : Move on to next spectrum  same 2 xp. ot
1.17 * " \13 BES reyr (P Lorentzian coeff:
20—t | 01 ] [ o1 ]
. Gaussian coeff:
delete DSS region JN‘,AA}LM‘L
2.6 2.4 2.2 2 1.8 1.6 1.2 1 0.8
Clase database entries:  brmse000625(4-methylvaleric acid)-Done - Load
bmse000613(syringin)-Initialvalues |
. bmse000614(vanillicacid)-Initialvalues
ROl region: to 2.664 get ROI from exp, spectrum bmse000615(2-furoylglycine)-Initialvalues :I
bmse000616(2-octencicacid)-Initialvalues
1 T T T T T T T bmse000617(2-phenylbutyricacid)-Initialvalues ‘ 15
bmse000618(3-hydroxy-4-methoxycinnamicacid)-Initiahsalues 0
osl | bmse000619(3-methyladipicacid)-Initizlvalues 0
bmse000620(3-methylsalicylicacid)-Initiahvalues 0
bmse000621(3-pyridinealdoxime)-Initialvalues 00
0.6 i bmse000622(3-pyridinecarbaonitrile)-Initialvalues o
bmse000623(4-hydroxybenzylalcohol)-Initialvalues ils
bmse000624(4-methylsalicylicacid)-Initialvalues “ oo 1.541
0.4 - 1 bmse000625(4-methylvaleric acid)-Done 0 -12.400
bmse000 _methoxytryptamine]-Initiahval 0 8.024
bmse000627(bilirubin)-Initialvalues 0 8.024
0.2 - I b bmse000628(cis-fenpropimorph)-Initialvalues 20 6.425
M bmse000629(L-4-hydroxyphenylglycine)-initialvalues
0 bmse000630(N-cyclohexylformamide)-Initialvalues
bmse000631(0-phespho-DL-threonine)-Initialvalues
brmse000632(sulfoaceticacid)-Initialvalues | D
] L L | | | | | | |
2.6 2.4 2.2 2 1.8 1.6 1.4 il 1 0.8

Save automatically Mormalized RMSD: 0.01742

5 [Terminal] 4| GISSMO (Guided Ideog... | 4 Reporting properties 4 Show 2D figure

Process | Optimization

Group and optimize

Copy selected cells | Paste cells

Swap two cells

Loy
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GISSMO_initial [Running]’- ©racle'VM VirtualBox
File Machine View Input Devices Help

D@ Applications Places System .,

[« Show 2D figure (=[]
B E MY File Tools Help

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

S B p E _g1°F MonAug27, 2:20PM

EEE

L0

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

Reset integ...

Same as exp. data

Line width:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

Get integral Draw full experimental spectrum
T T T T T T T
Show 2D figure ‘
12
11
~/
s
15
5| Water region (PPM):
~
o F————1g
[ a5 [ s |
P delete water region
f— 2
| Sis 27
. 13 DSS region (PPM):
20 — o | -0.1 ‘ | 0.1 |
delete DSS region JAMAﬂM‘L
t : : : I t
2.6 2.4 2.2 2 1.8 1.6 1.4

Close database entries:
to 2.664 get ROl from exp. spectrum

ROI region:

0.4 B

0.2 - I R

o by

0.2 L L L L L L L L L L
2.6 2.4 2.2 2 1.8 1.6 1.4 1.2 1 0.8

Mormalized RMSD: 0.01742

Save automatically

4| GISSMO (Guided Ideog... | 4 Reporting properties

I [Terminal] li-' show 2D Figure

Nurm points: 65536

Field strength: 499.84

=2 —
]

v e And load
brmse000626(5_methoxytryptamine)-Initialvalues - Load M
| 4-methylvaleric acid{merged)
3 10 1 [ 1z [ 13 [ 1a 15
9 0.9118 0 0 0 0 o]
10 0 09118 -12.4000 0 0 0
11 0 -12.4000 0.9118 0 0 o]
12 0 0 4] 0.9118 0 -12.4000
13 0 [4] [4] 0 0.9118 0
14 0 4] 0 -12.4000 0 0.9118
15 o] 4] 4] 0 0 o] 1.5411
16 0 0 4] 0 0 0 -12.400
17 0 Q 4] 0 0 0 8.024
18 0 Q [4] 0 0 0 8.024
19 6.5520 6.5520 6.5520 6.5520 6.5520 6.5520 5.425
1] | [+
Process | Optimization ‘ Group and optimize |
Copy selected cells | Paste cells | Swap two cells |
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1.6 1.4 1.2

Mormalized RMSD: 0.01742

bmse000626(5_methoxytryptamine)-Initialvalues

4-methylvaleric acid{merged)

10

[ 11 1z [ 13

0 0
-12.4000

6.5520

-12.4000
0

0.9118

0

0
0
6.5520

{]

Process |

Optimization

Group and optimize |

Copy selected cells |

Paste cells

Swap two cells |

@ © P @0 & @ @ () Right ctr




File Machine View Input Devices Help

GISSMOL|

D@ Applications Places System .,

4 Show 2D figure

l=lx]

®E&DD

4

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

[ InChi=15/CEH1202/c1-5(23-4-6(7)8/hSH, 3-4H2,1-2H3, (W, 7.8)

. 16\L_
’ T\JS

i7

20 — =

I [Terminal]

\ 4
/2/
1270\

13

File Tools Help

%

Show 2D figure

Get integral

Draw full experimental spectrum

Reset integ...

Water region (PPM):

[ae [ =

delete water region

DSS region (PPM):

| 01 ] [ 01

delete DSS region

ROI region:
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The spin matrix is saved to
/homefnmrfam/Desktop/BMRB_Aug_2018_w_exp/bmse000625/spin_simulation.xm|
Paths to external files (experimental spectrum, mol and figure files) are

relative to the spin matrix file.
Keep them all in the same direcoty

oy
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MNum peints:

Same as exp. data

Line width:
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Same as exp. data
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by
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0.9118

0

0
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1) Applications Places system (@ Sl @y E _81°F MonAug27, 2:21PM
4] show 2D figure [=l(s) GISSMO (Guided/ideographic Spin System Model @ptimization) - v. =EE
B E MY File Tools Help
I InChi=15/C6H1202/c1-5(2)2-4-6(7)&/h5H.2-4H 2. 1-2H3.(H.7.8) I&% ‘:% éﬂ:? \@
Get integral Draw full experimental spectrum Reset integ...
T T T T T T ;
0 Show 2D figure ‘ (i e 63536
N \1/ Same as exp. data
s
15
js\L . . Water region (PPM): Line width. —
o — _
\\ / \ [ es = [ s | Field strength:
14 delete water region
' E L Y Same as exp. data
1\ 18 127N
13 DSS region (PPM): ;
17 l “ Lorentzian coeff:
20 — o | -0.1 ‘ | 0.1 | I, “ |
. Gaussian coeff:
delete DSS region
I I I I I I I
10 8 6 4 2 0 -2
Close database entries:  bmsen00626(5_methoxytryptamine)-initialvalues v| ‘ Load
ROI region: to
9 12 get ROl from exp. spectrum 5_methoxytryptamina(mergad)
T T T T 15 16 | 17 [ 18 | 18 20 21
1r — 15 3.8264 0 0 4] 4] 4]
16 0 3.8264 -12.4000 0 0 0
17 0 -12.4000 3.8264 0 0 o]
0.8 - 1 18 0 0 0 67301  8.4300 0
19 0 [4] [4] 8.4300 7.2147 0
20 0 4] [4] 0 0 2.9464  -12.400
0.6} b i 20
21 o] 4] 4] 0 0 -12.4000 2.945
22 0 0 4] 0 0 5.8000 5.800
0al J 23 0 0 0 0 0 5.8000  5.800
24 0 Q [4] 1.3300 0.5000 0
25 o] 4] 4] 0 0 1.3300 1.330
0.2 B
0
1 1 1 L 1 4 | I ‘ L
10 8 ] 4 2 0 -2 R .
Process | Optimization ‘ Group and optimize |
Save automatically simulation info
Copy selected cells | Paste cells | Swap two cells |
I [Terminal] 4 GISSMO (Guided Ideog... | 4+ Reporting properties li-' show 2D figure (1 )|
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