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File Tools Help
B & OE

nmrfam's H

I Show 2D figure

Water region (PPM):

[ 48 | 5

delete water region

DSS region (PPM):

-0.1 0.1

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integral

Num points:

Line width:

Field strength:

Gaussian coeff:

10

database entries:

get ROI from exp. spectrum

0.6

0.4

0.2 -

[s]

Same as exp. data

Same as exp. data

Lorentzian coeff:

32768

lbmse000050(L-Tryptophan)-Initialvalues

- Load |

bmse000047(L-Proline)-nitialvalues
bmse000048(L-Serine)-nitialvalues
bmse000045(L-Threonine)-Initialvalues
bmse000050(L-Tryptophan)-inidalvalues

|pmsed00052(L-Valine)nitialvalues
|bmse000053(NAD)-nitialvalues
|bmse000054(NADH)-INitalvalues

| |bmse000055(NADPH] nitialvalues

| |bmse000056(N-Acetyl-D-mannosamine)-nitialvalues
|bmse000057(N-Acetylneuraminicacid)-Initialvalues
|bmse000058(0-5uccinyl-L-homosering)nitialvalues

| |bmse000059(s-(5"-Adenosyl)-L-methionine)-Initialvalues
" |bmse000080(Adenine)-nitlalvalues

bmse000061(Adenosine]-nitialvalues
bmse000062(Adonitol)-nitialvalues
bmse000063(Agmatine)-Initialvalues
bmse000064(alpha-Ketoglutaricacid)-Inidalvalues
bmse000065(Lactose)-Initialvalues

bmse0000656(4-Amincbenzoicacid)-Initialvalues

i Copy matrix

4

4]

| [»

10

Save automatically

[Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties

Process | Optimization |

Group and optimize |

simulation info

Copy selected cells | Paste cells ‘

Swap two cells |
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File Tools Help
B & OE

nmrfam's H

Show 2D figure

Water region (PPM):

[ 48 | 5

delete water region

DSS region (PPM):

-0.1 0.1

delete DSS region

Get integral

Draw full experimental spectrum

Reset integral

Num points:

Line width:

Field strength:

Gaussian coeff:

10

=
B
]

[s]

Same as exp. data

Same as exp. data

Lorentzian coeff:

32768

1
499.84

o8
[0z

database entries:

bmse000051(L-Tyrosine]-nitialvalues

4 o)

[Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties

N S
Same compounds in the library: bmse000g68 v| Copy matrix ‘
ROl region: -1 12 .
get ROI from exp. spectrum | L-Tryptophanimerged)
T T T [ 16 17 18 [ 19 [ 20 [ 2 [ 22 ]
1+ - 16 7.09862 7.2600 7.4500 1.3300 0 0 o]
17 7.2600 £.1351 1.3300 8.0900 0 0 0
18 7.4500 1.3300 76092 0.5000 4] 0 0.5000
0.8 - b 19 1.3300 8.0900 0.5000 7.3482 0 0 0
20 4] 0 o] 0 2.9844 -12.4000 1.3300
21 0 8] o] 0 -12.4000 3.3170 1.3300
0.6 - 7 22 0 0 05000 0 13300 13300 7.1060
23 4] 0 o] 0 4.8500 4.8500 0
0.4 b
02} -
0
) ) ) 4] | [»
10 6 2 0 -2
Process | Optimization | Group and optimize |
Save automatically simulation info
Copy selected cells | Paste cells ‘ Swap two cells |

[< [
@ © tgef & 0] & [ @ (=) Right ctrl
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File Tools Help
B & OE

nmrfam's H

I Show 2D figure

Water region (PPM):

[ 48 | 5

delete water region

DSS region (PPM):

-0.1 0.1

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integral

Num points:

Line width:

Field strength:

9 Would you like to save the current workspace?
I

Gaussian coeff:

10

Same as exp. data

Same as exp. data

Lorentzian coeff:

32768

1
499.84

o8
[0z

0.6

0.4

0.2 -

10

Save automatically

simulation info

[Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties Save status

MNo 0
dstabase entrles:  bmse000051(L-Tyrosine)-nitialvalues -| load |
Same compounds in the library: bmseooogss v| Copy matrix ‘
get ROI from exp. spectrum | L-Tryptophan(merged)
T T [ 16 [ 17 [ 18 [ 13 [ 20 [ =2 [ =22 |
- 16 7.09862 7.2600 7.4500 1.3300 0 0 o]
17 7.2600 £.1351 1.3300 8.0900 0 0 0
18 7.43500 1.3300 7.5082 0.5000 0 0 0.5000
b 19 1.3300 8.0900 0.5000 7.3482 0 0 0
20 4] 0 o] 0 2.9844 -12.4000 1.3300
21 o} o] o] 0 -12.4000 3.3170 1.3300
b g 4] 0 0.5000 0 1.3300 1.3300 7.1080
E 4] 0 o] 0 4.8500 4.8500 0
) ) 4] | [»
2 0 -2
Process | Optimization | Group and optimize |
Copy selected cells | Paste cells ‘ Swap two cells |

@ © tgef & 0] & [ @ (=) Right ctrl




File Machine View Input Devices Help

NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

Applications Places System \?E‘

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

=@

[+
File Tools Help
B & OE

nmrfam's H

Get integral

Draw full experimental spectrum

Reset integral

T T
Show 2Dﬁgur‘ b ' ‘
- 4

Water region (PPM):

[ 48

delete water region

DSS region (PPM):

5

-0.1

delete DSS region

ROl region: -1 to 12

0.1 L.._J

Line w

10 8

get ROI from exp. spectrum

database entries:

0.6

0.4

0.2 -

10

Save automatically simulation info

[Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties

Num peoints: 32768

Same as exp. data

Field strength: 4599 54

Lorentzian coeff: 08
Gausslan coeff: 02z

idth: 1

Same as exp. data

2 0
bmse000051(L-Tyrosine)-nitialvalues v| ‘ Load |
| L-Tyrosine(merged)
[ 14 1s [ s [ 1z [ s | 13 [ =20 ]
14 6.9886 1.5000 §.6300 0.5000 1.3300 1.3300 o]
15 1.5000 6.9886 0.5000 8.6300 1.3300 1.3300 0
16 8.6300 0.5000 66721 1.5000 4] 0 8]
17 0.5000 8.6300 1.5000 6.6721 0 0 0
18 1.3300 1.3300 o] 0 2.8681 -12.4000 5.2100
19 1.3300 1.3300 o] 0 -12.4000 2.9708 5.2100
20 4] 0 o] 0 52100 52100 3.9540
Process | OptlleSt\Dn | GTOUp and OptImIZE |
Copy selected cells | Paste cells ‘ Swap two cells |

[= [
@ © tgef & 0] & [ @ (=) Right ctrl
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GISSMO (Guided| 4 Show 2D figure (=)= [

SIEIET

fits: 32768

ame as exp. data

1
499.84

ngth:

Same as exp. data

n coeff:

o8
[0z

coeff:

- Load |
18 | 13 [ 20 ]
1.3300 1.3300 o]
1.3300 1.3300 0
0 0 0
0 0 0
2.8681 -12.4000 5.2100
2.4000 2.9708 5.2100
5.2100 5.2100 3.9540

Optimization

| Group and optimize |

File Tools Help = G, B
Uy
_ DT
nmrfam's H N | | InChl=15/CIH11NO3/c10-8(9(12)13]5-5-1-3-7(11)4-2-6/h1-4,8,11H,5,10H2, (H,12,13)/t8-/m0/s1
Get integral o
- — .
Show 2D figure ‘
Water region (PPM):
| 46 ‘ [ 23 17
L L3
delete water region 011\ - 4 ~ 15 22
¢
' 7 =~ 2 Nio- 21
DSS region (PPM):
-0.1 0.1 L.._J__ I | |
3 ) 8 012
delete DSS region 1677~ NG N 24
| ! ~ 57 2070
10 8 ' I3
B 14 18 19 | |
013
ROl region: -1 to 12 get
T T T T
1 -
0.8 -
Close
0.6 -
0.4 b
0.2 b
0
1 1 1 1 1
10 8 6 4 2 0 -2 = |
rocess
Save automatically simulation info
Copy selected cells |

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

Paste cells

‘ Swap two cells |

@ © tgef & 0] & [ @ (=) Right ctrl
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2 Show 2D figure (=[] \ GISSMO'(Guided'Ideographic Spin System Model ©ptimization) - v. 2.0
RO D :

Tools Help

T T e

Get integral Draw full experimental spectrum Reset integ.. |

T T T T T T
Show 2D figure ‘ T (IS
23 17 Same as exp. data
4
N N L
NlD " .
Water region (PPM): Line width:
| I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
1677 : 24 Field strength: __499.84
~ I/ \'5-/ 25\9/ delete water region
b4 18 19 [| d Same as exp. data
013 :
DSS region (PPM]): Lorentzian coeff:

[ 01 ] [ o1 ] . h

delete DSS region

Gausslan coeff: 02

10 8 6 4 2 0
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 12 get ROI from exp. spectrum | L Tyrosine(merged) |
T T T [ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
1t R 14 5.98866 1.5000 8.6300 0.5000 1.3300 1.3300
15 1.5000 5.9886 0.5000 8.6300 1.3300 1.3300
16 8.6300 0.5000 56721 1.5000 o] 0
0.8 - b 17 0.5000 8.6300 1.5000 6.6721 o] 0
18 1.3300 1.3300 4] 0 2.8681 -12.4000 521
19 1.3300 1.3300 0 0 -12.4000 2.9708 5.2
0.6 - 1 20 0 o 0 0 52100 52100 395
0.4 b
0.2 b
0
<] 7 [ 1»
L . . L L
10 g [ 4 2 0 -2
Process | Optimization | Group and optimize |
Save automatically simulation info
Copy selected cells ‘ Paste cells | Swap two cells |

[= [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure |
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%89V File Tog Ip
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N?
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Get integral Draw full experimental spectrum Reset integ.. |

Show 2D figure ‘ H Num points:

23 17 - Same as exp. data

= 1 PPM: 3.4197
\..7& .18 .231 Amp: 0.331
N1D" B . . .
| | | Water region (PPM): PPM is copied to clipboard Line width:
.3 & 2 o [ a8 ] [ 5 | ‘ .
1573 . 24 Field strength: __499.84
\I/ \'5-/ 25\9/ delete water region
b4 18 19 [| d Same as exp. data

" Peak picking

DSS region (PPM]):
[01] [o1]

Lorentzian coeff:

Gausslan coeff: 02

delete DSS region
I I I I | I I I | I |

35 3.4 33 3.2 31 3 2.9 2.8 2y 2.6 2.5
Close

database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 3.585 et ROI fram exp. spectrum
9 *0. 5P | L-Tyrosine(merged) |
n T T T T T T T T T [ 14 [ 15 | 16 | 17 [ 18 | 18 [ =0
14 5.98866 1.5000 8.6300 0.5000 1.3300 1.3300
0.35r 1 15 15000 69886 05000 85300 13300 1.3300
16 8.6300 0.5000 56721 1.5000 o] 0
0.3 b 17 0.5000 8.6300 1.5000 6.6721 o] 0
18 1.3300 1.3300 4] 0 2.8681 -12.4000 521
0.25 | g 19 1.3300 1.3300 0 0 -12.4000 2.9708 5.2
20 4] 0 4] 0 5.2100 5.2100 3.85
0.2 B
015 B
0.1 b
0.05 | R
o« g [ T»
0 L ! L L L A . L L
3.5 3.4 3.3 3.2 £ 3 2.9 2.8 2.7 2.6 285
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,11743
Copy selected cells ‘ Paste cells | Swap two cells |

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

=) bge? @ 0] @ & [ & (8] Right ctrl
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SR |
[ = S Co ORI SR NS £ 1 5 111112 2600 4 S 11 S 10T 2 T A e
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pin System Model Op

Get integral Draw full experimental spectrum Reset integ.. |

Num peints: 32768

Show 2D figure ‘

W=

23 17 Same as exp. data
- 4 PPM: 3.4197
R '251 Amp: 0.331
NlD " B . . .
| | | Water region (PPM): PPM is copied to clipboard Line width:
3 & 2 me [ a8 ] [ 5 | ‘ .
N . Field strength: ;
N T " 495 84

delete water region
” “ g Same as exp. data

DSS region (PPM):
[01] [o1]

Lorentzian coeff:

Gausslan coeff: 0.2

delete DSS region

35 3.4 33 3.2 31 3 2.9 2.8 2y 2.6 2.5
Close

database entries:  bmse000051(L-Tyrosine)-nitialvalues ~| load |
ROl region: to 3.585 get ROl from exp. spectrum | L Tyrosine(merged) |
s T T T T T T T T T [14 [ 15 [ 18 [ 17 [ 18 [ 1s | 2o
14 | 6.9886 1.5000 8.6300 0.5000 1.3300 1.3300 0
0.35r 1 15| 15000 69886 05000 86300 13300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 0 0 0
0.3 | B 17 | 0.5000 8.6300 1.5000 56721 0 0 0
18| 1.3300 1.3300 Q 0 2.8681 -12.4000 5.2100
0.25 g 19| 1.3300 1.3300 0 0 -12.4000 2.9708
20 o] 0 4] 0 52100 5.2100
0.2 B
- Select cell (left-click)
' Ctrl-v
0.05 B
a7 T [»
0 L ! L L L A . L L
3.5 3.4 3.3 3.2 £ 3 2.9 2.8 2.7 2.6 285
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,11743
Copy selected cells ‘ Paste cells | Swap two cells |

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

[ C bgeP & 1] [ [ @[] Right ctrl
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4 Show 2D figure

CER

[)=lx]

T T e

File

Tools Help

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

- J&ldpy ThuAug1s,15:50 1]
DEE

x4 of

Get integral
T

Draw full experimental spectrum

Reset integ..,

Show 2D figure ‘

Water region (PPM):

a5 | [ 5 |

delete water region

DSS region (PPM]):

01 | [ o1 ]

delete DSS region

i

Peak pick

PPM: 2.8563
Amp: 0.043
PPM is copied to clipboard

ROl region:

0.7 T T T T

get ROI from exp. spectrum

database entries:

0.6

0.5

0.2r

0.1

_

01 L L L L
35 3.4 33 ELal

Save automatically

31

3 2.9 2.8 2.7

MNormalized RMSD: 0.09379

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

2.6

2.5

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

Gausslan coeff: 02

bmse00005 1({L-Tyrosine)-nitialvalues

Load |

4

L-Tyrosine(merged) |

[1a | 15 [ 18 [ 17 [ 18 | 18
H 6.9886 1.5000 8.6300 0.5000 1.3300 1.3300
E 1.5000 5.9386 0.5000 8.6300 1.3300 1.3300
E 8.5300 0.5000 5.56721 1.5000 0 0
ﬂ 0.5000 8.6300 1.5000 56721 0 0
ﬂ 1.3300 1.3300 0 0 2.8681 -12.4000
E 1.3300 1.3300 0 0 -12.4000 2.9708
20 0 0 0 0 52100 52100
7 [»
Process | Optimization | Group and optimize |

Copy selected cells ‘

Paste cells

| Swap two cells |

=
=) bge? @ 0] @ & [ & (8] Right ctrl
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4 Show 2D figure

CER

[)=lx]

File Tools Help

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

- JEldpy ThuAug s, 15:52 (1]
DEE

x4 of

T T e

Draw full experimental spectrum

Reset integ..,

Get integral
T

i

Show 2D figure ‘

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

PPM: 2.8563
Amp: 0.043
PPM is copied to clipboard

T

delete DSS region

2.9 2.8

ROl region:

database entries:

get ROI from exp. spectrum

0.8 T T T T T T

0.7

0.6

0.2

0.1r

gL

J i

01 L L L L L L
35 3.4 33 ELal 31

Save automatically

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

2.7 2.6 2.5

MNormalized RMSD: 0.08722

Num points:

Same as exp. data

Line width:

Field strength:

II

495.64
Same as exp. data
Lorentzian coeff:

Gausslan coeff: 02

2.7 2.6 25
bmse000051(L-Tyrosine)-nitizlvalues - load |
| L-Tyrosine(merged) |
[1a | 15 [ 16 [ 17 [ 18 | 13 [ =0
14 | 6.9886 1.5000 5.6300 0.5000 1.3300 1.3300 0
15| 1.5000 5.9886 0.5000 8.6300 1.3300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
17 | 0.5000 8.6300 1.5000 66721 0 0 0
18| 1.3300 1.3300 Q 0 2.8681 5.2100
19 | 1.3300 1.3300 0 0 -12.4000 5.2100
20 o] 0 4] 0 5.2100 3.4157
7 [»
Process | Optlm\zat\on | GFOUp and OptImIZE |
Copy selected cells ‘ Paste cells | Swap two cells |

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

i
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£

Show 2D figure

[)=lx]

DL

File Tools Help

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

- J&ldpy ThuAug1s,15:53 [
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Close

x4 of

Show 2D figure ‘

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

Get integral

Draw full experimental spectrum

Reset integ..,

Peak pick

T T T
Num points:

Line width:

I

Amp:

PPM: 2.6898

PPM is copied to clipboard

Field strength:
0.070

I -
Lorentzian coeff:

Gaussian coeff:

e 0.2
delete DSS region
I I I I ! I I I ! I !
2H3) 3.4 33 3.2 31 3 2.9 2.8 2.7 2.6 25
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 3.585 et ROI fram exp. spectrum
9 *0. 5P | L-Tyrosine(merged) |
.y T T T T T T T T T [14 [ 15 [ 18 [ 17 [ 18 [ 18 | =0
14 | 6.9886 1.5000 5.6300 0.5000 1.3300 1.3300 0
0.6 7 15| 1.5000 5.9886 0.5000 8.6300 1.3300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
0.5 b 17 | 0.5000 8.6300 1.5000 66721 0 0
18| 1.3300 1.3300 Q 0 -12.4000 5.2100
0.4 g 19 | 1.3300 1.3300 0 0 -1 2,8563 5.2100
20 o] 0 4] 0 5.2100 5.2100 3.4157
0.3 B
o2 - Select cell
elect ce
| | Ctrl-v
A
7 [»
01 L L L L L L L . . L L
3.5 3.4 3.3 3.2 £ 3 2.9 2.8 2.7 2.6 285
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,07225
Copy selected cells ‘ Paste cells | Swap two cells |

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

Same as exp. data

Same as exp. data

II

499.84

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

£

Show 2D figure

DL

BIEIEY) £

Tools Help

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

[ e R ST £ 5 T AN S TR S I A T e

Close

Draw full experimental spectrum

Reset integ..,

Show 2D figure ‘

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

Get integral A
T

Expand

I

PPM: 2.6898

Amp:

0.070

PPM is copied to clipboard

N

Num points:

Line width:

Field strength:

Lorentzian coeff:

Gaussian coeff:

e 0.2
delete DSS region
I 1 I I | I I I | I |
2H3) 3.4 33 3.2 31 3 2.9 2.8 2.7 2.6 25
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROtregion: © 3583 R e | L-Tyrosine{merged) |
.y T T T T T T T T T [14 [ 15 [ 18 [ 17 [ 18 19 | =0
14 | 6.9886 1.5000 5.6300 0.5000 1.3300 1.3300 0
0.6 7 15| 1.5000 5.9886 0.5000 8.6300 1.3300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
0.5 b 17 | 0.5000 8.6300 1.5000 66721 0 0 0
18| 1.3300 1.3300 Q 0 PREEEEls] -12.4000 5.2100
0.4 g 19 | 1.3300 1.3300 0 0 -12.4000 2,8563 5.2100
20 o] 0 4] 0 5.2100 5.2100 3.4157
0.3 B
0.2 B
0.1 b
Ll
7 [»
01 . . . . . . . . . . .
3.5 3.4 3.3 3.2 £ 3 2.9 2.8 2.7 2.6 285
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,07225
Copy selected cells ‘ Paste cells | Swap two cells |

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

Same as exp. data

Same as exp. data

II

499.84

=) bge? @ 0] @ & [ & (8] Right ctrl
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InChim15,COH11NO 31089 12H3)5-5-1-3- 71114 2. 812 5,114 51042 | H, 12. 1348 miz1

File Tools Help

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

FEEE

Show 2D figure

Draw full experimental spectrum

Reset integ..,

Water region (PPM):

[ a8 ] [ s

delete water region

DSS region (PPM]):

[ 01 | [ o1

delete DSS region

ROl region:

3.43 3.42 3.41

database entries:

get ROI from exp. spectrum

3.47 3.46

Save automatically

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

3.4 3.39 3.38 3.37

Nermalized RMSD: 0.07225

Num points:

Same as exp. data

Line width:
[[4s984 |

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

elect cells (hold ctrl;left-click]
ptimize

Gausslan coeff: 02
| | |
3.39 3.38 3.37
bmse00005 1({L-Tyrosine)-nitialvalues v‘ Load
| L-Tyrosine(merged) |
[14a | 15 16 17 [ 18 [ 13 | 20
14 | 6.9886 1.5000 5.6300 0.5000 1.3300 1.3300 0
15| 1.5000 5.9886 0.5000 8.6300 1.3300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
17 | 0.5000 8.6300 1.5000 66721 0 0 0
1 1.3300 1.3300 Q 0 2.6898
19 | 1.3300 1.3300 0 0 -12.4000
20 o] 0 4] 0 5.2100

—

7 [»
Process | Optimizatio h, Group and optimize |
Copy selected cells Paste cells Swap two cells |

i

=) bge? @ 0] @ & [ & (8] Right ctrl
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2 Show 2D figure =) 2] [x] GISSMO'(Guided'Ideographic Spin System Model O ptimization)'- v. 2.0 EE=)

®, 8, M8\ File Tools Help
[N &) \y
T RAYA
P
Get integral Draw full experimental spectrum ( N ' Reset integ.. |
| =
T T T T T T T T T
Show 2D figure ‘ Num points:
23 17 Same as exp. data
4
NS )
NlD " B
Water region (PPM): Line width:
I I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
. 2 Field strength: __
i I/ \'5-/ 25\9/ “ delete water region —=
14 18 19 || d Same as exp. data
o Dss ion (PPM)
region B .
Lorentzian coeff:
| 0.1 | | 0.1 |
Gausslan coeff: 02
delete DSS region
| | | | | | | | | | |
- 3.47 3.46 3.45 3.44 3.43 3.42 3.41 3.4 3.39 3.38 3.37
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 3.472 et ROI fram exp. spectrum
9 *0. 5P | L-Tyrosine(merged) |
n T T T T T T T T [14 [ 15 [ 18 [ 17 [ 18 [ 18 | =0
14 | 6.9886 1.5000 5.6300 0.5000 1.3300 1.3300 0
0.35r 1 15| 15000 69886 05000 86300 13300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
0.3 b 17 | 0.5000 8.6300 1.5000 66721 0 0 0
18| 1.3300 1.3300 Q 0 2.6898 -12.4000 75161
0.25 | g 19 | 1.3300 1.3300 0 0 -12.4000 2,8563 5.1947
20 o] 0 4] 0 75161 5.1947 3.4157
0.2 B
015 b
0.1 B
0.05 b
. O] i [»
. . o — . L
3.47 3.46 3.45 3.44 3.43 3.42 3.41 3.4 3.39 3.38 337
Process Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,06708
Copy selected cells ‘ Paste cells | Swap two cells |

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

=) bge? @ 0] @ & [ & (8] Right ctrl
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4 Show 2D figure

CER

[)=lx]

Tools

Help

GISSMO'(Guided'ideographic Spin System Model Opk

J&ldpy ThuAug s, 15:55 (1]
DEE

T T e

=

Get integral

Draw full experimental spectrum |

Reset integ..,

Show 2D figure ‘

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):

expand

Num points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

II

499.84

[ 01 | [ o1 ] . h
Gausslan coeff: 02
delete DSS region
| | | | | |
10 8 6 4 2 0
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: - to 3.472
- aEsRlellimE R g | L-Tyrosine{merged) |
n T T T T T T T T [14 [ 15 [ 18 [ 17 [ 18 19 | =0

14 | 6.9886 1.5000 5.6300 0.5000 1.3300 1.3300 0
0.35r 1 15| 15000 69886 05000 86300 13300 1.3300 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
0.3 b 17 | 0.5000 8.6300 1.5000 66721 0 0 0
18| 1.3300 1.3300 Q 0 2.6898 -12.4000 75161
0.25 | g 19 | 1.3300 1.3300 0 0 -12.4000 2,8563 5.1947
20 o] 0 4] 0 75161 5.1947 3.4157

0.2 B

015 b

0.1 B

0.05 b
7 [»

- L =— — L L
3.47 3.46 3.45 3.44 3.43 3.42 3.41 3.4 3.39 3.38 337

Process | Optimization | Group and optimize |

Save automatically

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

MNormalized RMSD: 0.06708

Copy selected cells ‘ Paste cells

Swap two cells |

i
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< Show 2D figure =) 2] [x] GISSMO'(Guided'Ideographic Spin System Model O ptimization)'- v. 2.0
®, 8, M8\ File Tools Help

VR

J&ldpy ThuAug s, 15:55 (1]

[ e R ST £ 5 T AN S TR S I A T e

Get integral Draw full experimental spectrum Reset integ.. |

Show 2D figure ‘ T (IS
23 17 Same as exp. data
4
N N L
NlD " .
Water region (PPM): Line width:
| I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
1677 : 24 Field strength: __499.84
~ I/ \'5-/ 25\9/ delete water region
b4 18 19 [| d Same as exp. data

DSS region (PPM]):
[01] [o1]

Lorentzian coeff:

Gausslan coeff: 02

delete DSS region
I I I I | I I

2.95 2.9 2.85 2.8 2.75 2y 2.65 2.6 2.55
Close

database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to m get ROl from exp. spectrum | L-Tyrosine(merged) |
T T T [1a | 15 [ 16 [ 17 [ 18 | 13 [ =0
14| 55886 15000 8.5300 05000 1.3300 1.3300 0
15 15000 6.9886 05000 8.6300 13300 13300 0
E 8.5300 0.5000 5.56721 1.5000 0 0 0
17 05000 86300 1.5000 66721 0 0 0
18| 13300 1.3300 0 o IFYEEEE] BE 0 61
19/ 1.3300 1.3300 0 o 124000 EEEE] 5.1947
20 0 0 0 0 75161 51847  3.4197

Select cells (hold ctrl;left-click)
Optimize

7 28 [»
0,05 ) ! ) ) ) ) ) ! )
2.95 2.9 2.85 2.8 2.75 2.7 2.65 2.6 2.55
Process Optimizati Group and optimize
Save automatically Normalized RMSD: 0,06708
Copy selected cells ‘ Paste cells | Swap two cells |

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

=) bge? @ 0] @ & [ & (8] Right ctrl
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< Show 2D figure =) 2] [x] GISSMO'(Guided'Ideographic Spin System Model O ptimization)'- v. 2.0
®, 8, M8\ File Tools Help

VR

~J&ldpy ThuAug s, 15:56 [0

[ e R ST £ 5 T AN S TR S I A T e

Get integral Draw full experimental spectrum Reset integ.. |

Show 2D figure ‘ T (IS
23 17 Same as exp. data
4
N N L
NlD " .
Water region (PPM): Line width:
| I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
1677 : 24 Field strength: __499.84
~ I/ \'5-/ 25\9/ delete water region
b4 18 19 [| d Same as exp. data

| Efs r|egion TPNS; | Lorentzian coeff:
EER

Gaussian coeff: 0.2

delete DSS region

2.95 2.9 2.85 2.8 2.75 2y 2.65 2.6 2.55
Close

database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |

lin mall

L-Tyrosine(merged)

ROl region: to 2.976 get ROI from exp. spectrum

T T T [1a | 15 [ 18 [ 17 18 19 20
14] 69886 15000 8.5300 05000 0

E 1.5000 5.9386 0.5000 8.6300 0
E 8.5300 0.5000 5.56721 1.5000 0 0 0
ﬂ 0.5000 8.6300 1.5000 56721 E? 0 0 0
ﬂ 1.3300 1.3300 0 0 26904 -13.8726 7518l
E 1.3300 1.3300 0 0 -13.8726 2.8541 5.1947
ﬂ o] 0 0 0 75161 5.1947 3.4157

Select each cell (ctrl-left-click)
Type O

7 28 [»
0,05 ) ! ) ) ) ) ) ! )
2.95 2.9 2.85 2.8 2.75 2.7 2.65 2.6 2.55
Process | Cptimization | Group and optimize |
Save automatically Normalized RMSD: 0,.06116
Copy selected cells ‘ Paste cells | Swap two cells |

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

=) bge? @ 0] @ & [ & (8] Right ctrl
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4 Show 2D figure

CER

[)=lx]

[ e s ST T L A TS e el |

23 17
on 4
- 15 22
7 \2" N 21
3 & a2 [k
167 o~ i 24
3 I/ \‘5./ 25\9/
b4 18 19 [|

Close

File Tools Help

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

JEldpy ThuAug s, 15:57 1]
DEE

FEEE

Get integral

Draw full experimental spectrum

Reset integ..,

T T
Show 2D figure ‘

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

delete DSS region

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

ROl region:

_0.05 L L L L
2.95 2.9

Save automatically

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

Gausslan coeff: 02
| | | | | | | | |
2.85 2.9 2.85 2.8 2.75 2.7 2.65 2.6 2.55
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
. to 2.976
R e | L-Tyrosine{merged) |
T T T [1a | 15 [ 18 [ 17 18 19 20
14 | 6.9886 1.5000 5.6300 0.5000 0
15| 15000 69886 05000  8.6300 R o] 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
17 | 0.5000 8.6300 1.5000 66721 0 0 0
18 o] 0 Q 0 2.6904 -13.8726 75161
19 o] 0 0 0 -13.8726 2,8541 5.1947
20 o] 0 4] 0 75161 5.1947 3.4157
7 [»
L L L . L
2.85 2.8 2.75 2.7 2.65 2.6 2.55
Process Optlm\zat\on | GFOUp and OptImIZE |
Normalized RMSD: 0.06116 -fff———
Copy selected cells Paste cells | Swap two cells |
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4 Show 2D figure

[)=lx]

CER

T T e

23 17
on 4
- 15 22
7 \2" N 21
3 & a2 [k
167 o~ i 24
3 I/ \‘5./ 25\9/
b4 18 19 [|

Close

File Tools Help

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

J&ldpy ThuAug s, 15:58 [0
DEE

FEEE

Show 2D figure

Get integral

Draw full experimental spectrum

Reset integ..,

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

delete DSS region

ROl region:

0.4 T

Num points:

Line width:

Field strength:

Lorentzian coeff:

Gaussian coeff:

2.95 2.9

2.85

2.8 2.75 2y

to

2.976

database entries:

get ROI from exp. spectrum

0.25

0.2

015

0.1

0 L
2.95

2.9 2.85 2.8

Save automatically

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

2.75

2.7 2.65 2.6 2.55

Normalized RMSD: 0.05986 f———

Same as exp. data

Same as exp. data

II

499.84

0.2
| | |
2.65 2.6 2.55
bmse000051(L-Tyrosine)-nitizlvalues - load |
| L-Tyrosine(merged) |
[1a | 15 [ 18 [ 17 18 19 20
14 | 6.9886 1.5000 5.6300 0.5000 0
15| 15000 69886 05000  8.6300 R 0] 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
17 | 0.5000 8.6300 1.5000 66721 0 0 0
18 o] 0 Q 0 2.6904 -13.8726 75161
19 o] 0 0 0 -13.8726 2,8541 5.1947
20 o] 0 4] 0 75161 5.1947 3.4157
7 [»
Process | Optimization | Group and optimize |
Copy selected cells ‘ Paste cells | Swap two cells |

i

=) bge? @ 0] @ & [ & (8] Right ctrl
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- Show 2D figure (=[] \ GISSMO'(Guided'Ideographic Spin System Model ©ptimization) - v. 2.0

£
%89V Tools Help
iy
[ o-soamasr e mms sl e s e A s e L )‘ A
Get integral maw full experimental spectrum | Reset integ.. |
y A L\
T T T T T T
Show 2D figure ‘ Num points:
23 17 eX and Same as exp. data
on 4 22 p
NN
Water region (PPM): Line width:
| I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
. 2 Field strength: __
i I/ \'5-/ 25\9/ “ delete water region —=
14 18 19 || d Same as exp. data
o Dss ion (PPM)
region B ,
Lorentzian coeff:
[ 01 | [ o1 ] I h
Gausslan coeff: 02
delete DSS region W
| | | | | |
10 8 6 4 2 0
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 2.976 et ROI fram exp. spectrum
9 *0. 5P | L-Tyrosine(merged) |
n T T T T T T T [14 [ 15 [ 18 [ 17 18 19 20
14 | 6.9886 1.5000 5.6300 0.5000 0
0.35F 1 15| 1.5000 6.9886 0.5000 8.6300 | 0o 0
16 | 8.5300 0.5000 5.6721 1.5000 8] 8] 0
0.3 b 17 | 0.5000 8.6300 1.5000 66721 0 0 0
18 o] 0 Q 0 2.6904 -13.8726 75161
0.25 | g 19 o] 0 0 0 -13.8726 2,8541 5.1947
20 o] 0 4] 0 75161 5.1947 3.4157
0.2 B
015 B
0.1 b
0.05 | R
7 28 [»
0 L . . . . L
2.95 2.9 2.85 2.8 2.75 2.7 2.65 2.6 2.55
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,05988
Copy selected cells ‘ Paste cells | Swap two cells |

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

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

al [Running] - @racle' VM VirtualBox
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4 Show 2D figure

CER

[)=lx]

File Tools Help

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

J&ldpy ThuAug s, 15:59 (1]
DEE

T T e

x4 of

23 17
on 4
- 15 22
7 \2" N 21
3 & a2 [k
167 o~ i 24
3 I/ \‘5./ 25\9/
b4 18 19 [|

Close

Show 2D figure ‘

Get integral

Draw full experimental spectrum Reset integ.. |

Water region (PPM):

[ 45 |

[ 5 |

delete water region

DSS region (PPM]):

PPM: 6.9945
Amp: 0.178
PPM is copied to clipboard

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

[ ]
| 0.1 | | 0.1 | L
Gausslan coeff: 02
delete DSS region
I I I 1 ! I I I
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 7.182 get ROI from exp. spectrum | L Tyrosine(merged) |
4 T T N T T [ 1a 1s [ 1 [ 17 | 18 [ 18 [ =20
14 1.5000 8.6300 0.5000 o] 0
08l _ 15 1.5000 5.9886 0.5000 8.6300 0 0
: 16 8.6300 0.5000 56721 1.5000 o] 0
17 0.5000 8.6300 1.5000 6.6721 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
' Pick peak
0zf 1 P
rocess
0
o« [ T»
02 L L L L L
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Process | Optlm\zat\on | Group and OptImIZE |
Save automatically Normalized RMSD: 0,05988
Copy selected cells ‘ Paste cells | Swap two cells |

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

=
=) bge? @ 0] @ & [ & (8] Right ctrl
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File Machine View Input Devices Help

@Appli:ations Places System \?E‘

4 Show 2D figure =) 2] [x] GISSMO'(Guided'Ideographic Spin System Model O ptimization)'- v. 2.0
®, 8, M8\ File Tools Help
& &

J&ldpy ThuAug s, 15:59 (1]

Get integral Draw full experimental spectrum Reset integ.. |
T T T T T T T T
Show 2D figure ‘ U (RS
23 17 Same as exp. data
4
“”\7¢ RN 22
NlD " B
Water region (PPM): Line width:
| I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
167 e 5 pr Field strength: __499.84
~ I/ \'5-/ 25\9/ delete water region
b4 18 19 [| d PPM: 6.9945 Same as exp. data
e Amp: 0.178
DSS region (PPM): PPM is copied to clipboard )
n Lorentzian coeff:
| 0.1 | | 0.1 | L
Gausslan coeff: 02
delete DSS region
| | | | | | |
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Close
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 7.182 . -
get ROI from exp. spectrum | L-Tyrosine(merged) |
4 T T N T T [ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 1.5000 8.6300 0.5000 o] 0
aall ] 15 1.5000 % 0.5000 8.6300 0 0
: 16 8.6300 0.500 56721 1.5000 o] 0
17 0.5000 8.6300 1.5000 6.6721 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
' Pick peak

1 Process
? 14,15 iden__tical shift

{]

[ T»

0.2 L L L L L L L L
7ol 7 6.9 6.8 6.7 6.6 6.5 6.4 |

Process Optimization | Group and optimize |

Save automatically Normalized RMSD: 0,05988
Copy selected cells ‘ Paste cells | Swap two cells |

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

=) bge? @ 0] @ & [ & (8] Right ctrl
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Filz TuHe\p

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

HE

Show 2D figure

Draw full experimental spectrum

Reset integ..,

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

J

PPM: 6.5940
Amp: 0.167

PPM is copied to clipboard

L

Num points:

Same as exp. data

Line width:

Field strength: 495 54

II

Same as exp. data

Lorentzian coeff:

Gausslan coeff: 02
delete DSS region
| | I I I
6.8 6.7 6.6 6.5 6.4
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region:
get ROI from exp. spectrum | L Tyrosine(merged) |
4 N T T [ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 1.5000 8.6300 0.5000 o] 0
08l _ 15 1.5000 5.9545 0.5000 8.6300 0 0
: 16 8.6300 0.5000 5.5940 1.5000 o] 0
17 0.5000 8.6300 1.5000 6.5940 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 [4] o} 0 -13.8726 2.8541 5.18
20 4] 0 4] 0 75181 5.1947 3.41
' Pick peak
il | Process
0
4« [ T»
02 . . . .
7.1 6.6 6.5 6.4
Process Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,05988
Copy selected cells Paste cells | Swap two cells |

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

i

=) bge? @ 0] @ & [ & (8] Right ctrl
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4 Show 2D figure

CER

[)=lx]

File Tools Help

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

- J&ld}y ThuAug s, 16:00 (1]

HE

T T e

x4 of

Close

Get integral

Draw full experimental spectrum

Reset integ..,

Show 2D figure ‘

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

delete DSS region

T T
Num points:

Same as exp. data

Line width:

Field strength:

PPM: 6.5840
Amp: 0.167
PPM is copied to clipboard

Lorentzian coeff:

L

Gaussian coeff:

7.1 6.9 6.8 6.7 6.6 6.5 6.4
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 7.182 get ROl from exp. spectrum ;
| L-Tyrosine(merged) |
4 T T T T T [ 14 | 15 | 16 17 18 [ 13 | =20
14 5.95945 1.5000 8.6300 o] 0
aall ] 15 15000 69945 [EEBEEE 86300 0 0
: 16 8.6300 0.5000 5.5940 1.5000 o] 0
17 0.5000 8.6300 1.5000 6.5940 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
0.4 B
] Select cells
) Setto 0O
4« [ T»
02 . L . L . L L L
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,01389
Copy selected cells ‘ Paste cells | Swap two cells |

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

Same as exp. data

499.84

0

II

2

=
=) bge? @ 0] @ & [ & (8] Right ctrl
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al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

CER

[)=lx]

File Tools Help

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

JEldpy ThuAug 1s,16:01 1]
EEER)

T T e

x4 of

Close

Show 2D figure

Water region (PPM):

[ a8 ] [ s

delete water region

DSS region (PPM]):

[ 01 | [ o1

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..,

PPM: 6.5940
Amp: 0.167

PPM is copied to clipboard

L

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

6.9 6.8

6.7

6.6

get ROI from exp. spectrum

0.6

0.4

0.2

7ol

7 6.9

Save automatically

6.8

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

6.7 6.6 6.5

MNermalized RMSD: 0.01399

6.4

database entries:

Gausslan coeff: 02
I I
6.5 6.4
bmse000051(L-Tyrosine)-nitizlvalues - load |
| L-Tyrosine(merged) |
[ 14 | 15 | 16 17 18 [ 13 | =20
14 5.95945 1.5000 8.6300 o] 0
15 1.5000 5.9545 ﬂ 8.6300 0 0
16 8.6300 0 5.5940 1.5000 o] 0
17 0 8.6300 1.5000 6.5940 o] 0
18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
4« [ T»
Process Optimization | Group and optimize |
Copy selected cells Paste cells | Swap two cells |

i

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

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

CER

[)=lx]

File Tools Help

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

J2ldpy ThuAug s, 16:02 1]
DEE

T T e

x4 of

Close

Show 2D figure

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..,

PPM: 6.5940
Amp: 0.167

PPM is copied to clipboard

L

6.9 6.8 6.7 6.6

database entries:

get ROI from exp. spectrum

0.6

0.4

0.2

7ol

7 6.9

Save automatically

6.8

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

6.7 6.6 6.5 6.4

MNermalized RMSD: 0.01399

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

Gausslan coeff: 02
I I
6.5 6.4
bmse000051(L-Tyrosine)-nitizlvalues - load |
| L-Tyrosine(merged) |
[ 14 | 15 16 17 [ 18 [ 13 | =0
14 5.95945 1.5000 0 o] 0
15 1.5000 5.9545 Q 300 0 0
16 8.6300 0 5.5940 1.5000 o] 0
17 0 8.6300 1.5000 6.5940 o] 0
18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
<] 7 [ 1»
Process | Optimization | Group and optlmlz% |
Copy selected cells ‘ Paste cells | Swap two cells |

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




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System \?E‘

- Show 2D figure =) 2] [x] GISSMO'(Guided'Ideographic Spin System Model ©ptimization) - v. 2.0

J2ldpy ThuAug s, 16:02 1]

£
®, 8, M8\ File Tools Help
& E
Get integral Draw full experimental spectrum Reset integ.. |
T T T T T T T T
Show 2D figure ‘ Num points:
23 17 Same as exp. data
4
“”\7& RN 22
NlD " .
Water region (PPM): Line width:
I I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
. 2 Field strength: __
i I/ \'5-/ 25\9/ “ delete water region —=
24 18 ‘19 || d PPM: 6.5940 Same as exp. data
i Amp: 0.167
DSS region (PPM): PPM is copied to clipboard
Lorentzian coeff:
| 0.1 | | 0.1 | L) L
Gausslan coeff: 02
delete DSS region
I I I I | I I I
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Close
database entries:  pbmse000051(L-Tyrosine)-nitialvalues - load |
ROl region: to 7.182 get ROl from exp. spectrum ;
| L-Tyrosine(merged) |
4 T T T T T 14 15 16 [ 17 [ 18 | 13 [ =20
14 5.95945 8.2697 0 o] 0
08l _ 15 1.5000 5.9545 Q 0 0
: 16 8.2697 0 5.5940 o] 0
17 0 8.2697 1.5000 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
0.4 B
_ G & optimi
° (5-bond couplings)
] | A Y o p g 7
0.2 L L L L L L L L
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Process | Optimization | Group and optimize hl
Save automatically Normalized RMSD: 0,01227
Copy selected cells ‘ Paste cells | Swap two cells |

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

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




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

[)=lx]

4 Show 2D figure

CER

T T e

GISSMO'(Guided'ideographic Spin System Model Opk

J&ldpy ThuAug 1s,16:03 1]

Edit compound's properties

»

Splitting spin matrix options

3

Additional coupling constant

integral

Disable/Enable spins

Draw full experimental spectrum

Reset integ..,

Optimization

3

Close

Auxiliary spectrum
Auxiliary tools

13
3

Parameters E!

View workspace properties

DSS region (PPM]):

o1 |

[o1 ]

delete DSS region

ROl region:

Finish

Notes

PPM: 6.5940
Amp: 0.167

PPM is copied to clipboard

L

6.9 6.8 6.7 6.6

database entries:

get ROI from exp. spectrum

0.4

0.2

7ol

7

6.9

Save automatically

6.8

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

6.7 6.6 6.5 6.4

MNormalized RMSD: 0.01149

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

Gausslan coeff: 02
I I
6.5 6.4
bmse000051(L-Tyrosine)-nitizlvalues - load |
| L-Tyrosine(merged) |
[ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 2.6090 8.2697 0 o] 0
15 2.6080 5.9545 Q 8.2697 0 0
16 8.2697 0 5.5940 2.6090 o] 0
17 0 8.2697 2.6090 6.5940 o] 0
18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
4« [ T»
Process Optimization | Group and optimize |
Copy selected cells Paste cells | Swap two cells |

i

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




File Machine View

Input

Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

J&ldpy ThuAug 1s,16:03 1]

Show 2D figure ‘

Water region (PPM):

[ 45 |

[ 5 |

delete water region

DSS region (PPM]):

o1 |

[o1 ]

delete DSS region

ROl region:

Approximately done
Complicated

Difficult
Mo C-H proton
2H exchange

Problem

< Show 2D figure @] GISSMO Notes
®, 8, M8\ File Tools Help
Status:
& &
————— |5 08 | .
Initial values
Get integral choose status
T Notes: |Initial values
Active

Apply

get ROI from exp. spectrum

0.6

0.4

0.2

-0.2

7ol 7

Save automatically

6.9

6.8

6.7

6.6

6.5 6.4

MNormalized RMSD: 0.01149

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

SIEIET

et integ.. |
T
Num points:
B Same as exp. data
Line width:
Field strength: 495 54
Same as exp. data
L Lorentzian coeff:
Gaussian coeff:
Cancel |
4
BSe00005 TILTyresin e )-nitizlvalues - load |
L-Tyrosine(merged) |
[ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 2.6090 8.2697 0 o] 0
15 2.6080 5.9545 Q 8.2697 0 0
16 8.2697 0 5.5940 2.6090 o] 0
17 0 8.2697 2.6090 6.5940 o] 0
18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
4« [ T»
Process | Optimization Group and optimize |
Copy selected cells ‘ Paste cells Swap two cells |

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




NMRFAM_GISSMOLinitial [Running] - Oracle’ VM VirtualBox

File Machine View Input Devices Help

@ Applications Places System \?E‘ - [£ld}y Thu Aug 16, 16:04 [a]
4 Show 2D figure @] GISSMO (¢ Notes EEE =B
®, 8, M8\ File Tools Help

DR |
[ - SRCR RGN SR TS 53711018 2 A48 L5 L L ]
Done "

Get integral | at integ.. |
T T Notes: N s
Show 20 figure ‘ TR IR, urm points; 32768
23 17 Same as exp. data
on 4 22
R N L1 .

Water region (PPM): Line width:

[ e [ This ambiguity note indicates
that the assignments of 14&15
o e might be swapped with 16&17 ===
[ delete DSS region | | s Cancel e -2

Status:

499.84

II

- 7.1 7 4
BSe00005 TILTyresin e )-nitizlvalues - load |
ROl region: to 7.182 get ROl from exp. spectrum ;
| L-Tyrosine(merged) |
4 T T T T T [ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 2.6090 8.2697 0 o] 0
08l _ 15 2.6080 5.9545 Q 8.2697 0 0
: 16 8.2697 0 5.5940 2.6090 o] 0
17 0 8.2697 2.6090 6.5940 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
0.4 B
0.2 A
0
<] 7 [ 1»
0.2 . . . . . . . .
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,.01149
Copy selected cells ‘ Paste cells | Swap two cells |

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

B0 %S 5L @0 EE right i




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help

@Appli:ations Places System \?E‘

4 Show 2D figure =) 2] [x] GISSMO'(Guided'Ideographic Spin System Model O ptimization)'- v. 2.0
®, 8, M8\ File Tools Help
& &

~J2ldpy ThuAug 16, 16:04 1]

Get integral Draw full experimental spectrum Reset integ.. |

T T T T T T T T
‘ Num points:

Show 2D figure

23 17 Same as exp. data

TN S Choose next spectrum

II

16” “\\\‘_ /6\\ /?\ -~ "o | 4.5 | | 5 | Field strength: 499.84
1 57 20 "9 ;
e 18 19 ” delete water region PPM: 6.5940 Same as exp. datz
oL Amp: 0.167
DSS region (PPM): PPM is copied to clipboard
Lorentzian coeff:
[01] [o1 ] . L
Gausslan coeff: 02
delete DSS region

Al 7 6.9 6.8 6.7 6.6 6.5 6.4
Close

datsbase entries:  bmse000051(L-Tyrosine)-Done -

bmse000047(L-Proline)-nitialvalues -

bmse000048(L-Serine)nitialvalues E
to 7.182 get ROI from exp. spectrum bmse00004%(L-Threonine)-nidalvalues

bmse000050(L-Tryptophan)-nitialvalues
1 T T T T T bmse000051(L-Tyrosineg)-Don N
bmse )52(L-Valine)nitialvalues
"|bmse000053(NAD)Hnitialvalues
0.8 r 1 “|bms=000054(NADH)-Initalvalues
|bmse000055(NADPH Hnitialvalues 0
"|bmse000055(N-Acetyl-D-mannosamine)-nitialvalues 776 7.51
"|bms=000057(N-Acetylneuraminicacid)-nitialvalues 541 5.19
|bmse000058(0-5uccinyl-L-homosering)-nitialvalues 947  3.41
- |bmse000059(s-(5'-Adenosyl}-L-methionine)-Initialvalues
bmse000060(Adenine)-Initialvalues
bmse000061(Adenosine]-nitialvalues
bmse000062(Adonitol)nitialvalues
bmse000063(Agmatine)-Initialvalues
bmse000064(alpha-Ketoglutaricacid)-Inidalvalues
0 bmse000065(Lactose)-Initialvalues
bmse000066(4-Amincbenzoicacid)-Initialvalues

o« wE [ T»
0.2 ! ) ! ) ! ) ) )

7ol 7 6.9 6.8 6.7 6.6 6.5 6.4
Process |

Load |

ROl region:

20

‘,
o oo

0.6 B

0.4 B

0.2 b

4

Optimization | Group and optimize |

Save automatically Normalized RMSD: 0,.01149
Copy selected cells ‘ Paste cells | Swap two cells |

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

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




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

CER

[)=lx]

File Tools Help

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

~J&ldpy ThuAug 16, 16:05 (1]
DEE

T T e

x4 of

Close

Show 2D figure

Water region (PPM):

[4s | [ 5 |

delete water region

DSS region (PPM]):
[01] [o1]

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..,

PPM: 6.5840
Amp: 0.167
PPM is copied to clipboard

L

6.9 6.8

6.7

6.6 6.5 6.4

get ROI from exp. spectrum

0.4

0.2

7ol

Save automatically

7

6.9

6.8

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

6.7 6.6 6.5

MNormalized RMSD: 0.01149

6.4

database entries:

Num points:

Same as exp. data

Line width:

II

Field strength: 495 54

Same as exp. data

Lorentzian coeff:

Gausslan coeff: 02

bmse000052(L-Valine]-nitialvalues

L-Tyrosine(merged)

[ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 2.6090 8.2697 0 o] 0
15 2.6080 5.9545 Q 8.2697 0 0
16 8.2697 0 5.5940 2.5090 o] 0
17 0 8.2697 2.6090 6.5940 o] 0
18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 [4] o} 0 -13.8726 2.8541 5.18
20 4] 0 4] 0 75181 5.1947 3.41
4« [ T»
Process | Cptimization | Group and optimize |
Copy selected cells ‘ Paste cells | Swap two cells |

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




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System \?E‘

~J&ldpy ThuAug 16, 16:05 (1]

3 Show 2D figure [EIE1E) i

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

SIEIET

RO D File

Tools Help

@ S SE
[ e R ST £ 5 T AN S TR S I A T e

Show 2D figure ‘

Get integral

Draw full experimental spectrum

Reset integ..,

Water region (PPM):

ma |

45 |

[ 5 |

delete water region

DSS region (PPM]):

01 |

[o1 ]

delete DSS region

PPM: 6.5940
Amp: 0.167

Save status =) [

9 Would you like to save the current workspace?

ad to clipboard

) = :

ROl region:

7.182 get ROI from exp. spectrum |

Num points:

Same as exp. data

Line width:

Field strength:

II

499.84

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

0.2

0.6

0.4

0.2

-0.2

7ol 7

Save automatically

6.9

6.8

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

6.7 6.6 6.5 6.4

MNormalized RMSD: 0.01149

6.4
database entries:  pmse000052(L-valine)-nitialvalues - load |
| L-Tyrosine(merged) |
14 [ 15 16 [ 17 [ 18 | 13 [ =20
14 5.95945 2.6090 8.2697 0 o] 0
15 2.6080 5.9545 Q 8.2697 0 0
16 8.2697 0 5.5940 2.6090 o] 0
17 0 8.2697 2.6090 6.5940 o] 0
18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
o« [ T»
Process | Optlm\zat\on | Group and OptImIZE |
Copy selected cells ‘ Paste cells | Swap two cells |

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




NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox

File Machine View Input Devices Help
@ Applications Places System @E‘ - [£ld}y Thu Aug 16, 16:05 [a]
< Show 2D figure =)@ [x]] < GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0 =3
®, 8, M8\ File Tools Help

DR |
[ e ST e BB R RIS 6 1 B T 2 B0 4 405 10 7 12 28 e

Get integral Draw full experimental spectrum Reset integ.. |

T T T T T T T T
Show 2D figure ‘ T (IS
23 17 Same as exp. data
N " 4\2’15 2o
NlD " i
Water region (PPM): Line width:
| I I ' !
.3 & 2 o [ a8 ] [ 5 | ‘ .
1677 : 24 Field strength: __499.84
~ I/ \'5-/ 25\9/ delete water region
b4 18 19 [| d Same as exp. data

Save completed! -

DSS region (PPM): Lorentzian coeff:

[ 01 | [ o1 ] The spin matrix is saved to
fhome/nmrfam/Desktop/BMRB_Aug_2018 w_exp/bmse000051/spin_simulation.xml Gaussian cosff: 03
delete DSS region Paths to external files (experimental spectrum, mol and figure files) are

| L| relative to the spin matrix file. |

Close 71 7| Keepthem allin the same direcoty 6.4
I ne)-nitiahvalues -

‘ Load |
ROl region: - to 7.182
- aEsRlellimE R g | | L-Tyrosine{merged) |
4 T T T T T [ 24 [ 15 [ 16 [ 17z [ 18 | 13 [ =20
14 5.95945 2.6090 8.2697 0 o] 0
08l _ 15 2.6080 5.9545 Q 8.2697 0 0
: 16 8.2697 0 5.5940 2.6090 o] 0
17 0 8.2697 2.6090 6.5940 o] 0
0.6 - i 18 Q 0 4] 0 2.6904 -13.8726 7.51
19 0 0 0 0 -13.8726 2.8541 518
20 4] 0 4] 0 75181 5.1947 3.41
0.4 B
0.2 A
0
<] 7 [ 1»
0.2 . . . . . . . .
7.1 7 6.9 6.8 6.7 6.6 6.5 6.4
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0,.01149
Copy selected cells ‘ Paste cells | Swap two cells |

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




File Machine View Input Devices Help

NMRFAM_GIS5MO

al [Running] - @racle' VM VirtualBox

@Appli:ations Places System @E‘

4 Show 2D figure

CER

SIS |

File

Tools Help

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

- J&ld}y ThuAug 16, 16:06 (1]

T T e

x4 of

Close

Show 2D figure

Water region (PPM):

45 | [ s

delete water region

DSS region (PPM]):

01 | [ o1

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..,

Proceed

10

[N

0

database entries:

get ROI from exp. spectrum

0.6

0.4

0.2

10

Save automatically

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

simulation info

Num points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gausslan coeff: 02

bmse000052(L-Valine)-nitialvalues

Load |

Same compounds in the library:

bmsen00860 v| Copy matr\x‘

L-valine(merged) |

[ s [ 10 | 1 12 [ 13 [ 14 | s
2] 0.9504 -12.4000 0 o] 0 7.02
10| -12.4000 0.9504 0 0 0 7.02
1 0 0 0.9504 0 o] 0 7.02
12 0 0 0.9504 -12.4000 0 7.02
13 Q 0 -12.4000 0.9904 0 7.02
14 0 [4] o] o] 0.9904 7.02
15 7.0200 7.0200 7.0200 7.0200 7.0200 7.0200 2.08
16 1.3300 1.3300 1.3300 1.3300 1.3300 1.3300 4.41
4] | >
Process b| Cptimization | Group and optimize |
Copy selected cells ‘ Paste cells | Swap two cells |

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