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Water region (PPM): Line width:
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delete DSS region

ROl region:

Split
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Gaussian coeff:
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get ROI from exp. spectrum

Save automatically
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ROl region:
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Mum points:
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Line width:
Field strength:
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Gaussian coeff:
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simulation info

[E [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4. Show sub-matrices

bmsed00069(Betaine)-nitialvalues Load ‘

Same compounds in the library:

bmseoong4s Copy matr\x|

Betaine(merged) |
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3.3374
-12.4000
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Process

Optimization Group and optimize |

Copy selected cells

Paste cells Swap two cells |
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@, ! Edit compound's properties  # l

| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

| Splitting spin mat
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9
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o?

Close

Additional coupling constant  #

Disable/Enable spins

Split spin matrix

Show sub matrices

Draw full experimental spectrum

Reset integ..

T
Copy/Paste sub matriced
Merge sub matrices
Adjust peak amplitude
Delete submatrices

Optimization 3
Auxiliary spectrum ]
Auxiliary tools 3
Notes

Parameters

View workspace properties

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

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

o
[N
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1]

ROl region:

database entries:

get ROI from exp. spectrum
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Save automatically

simulation info

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

bmsed00069(Betaine)-nitialvalues -

Load ‘

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(merged) |

9 10 [ 11 [ 1z [ 13 | 14 [ 15
o] 3.3374 0 0 0 0 0
| 10 | 0 3.3374 -12.4000 0] 0 0
|11 | 0 -12.4000 3.3374 o] 0 0
112 | 0 Q 0 3.3374 0 -12.4000
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|14 | 0 4] 0 -12.4000 0 3.3374
15| 0 0 0 0 0 0 33
16| 0 0 0 0 0 0
17 0 o} 0 o] 0 0
| 18 | 1.3300 1.3300 1.3300 1.3300 1.3300 1.3300 1.3
19 1.3300 1.3300 1.3300 1.3300 1.3300 1.3300 1.3
1] | [ ¥
Process | Optimization | Group and optimize |
Copy selected cells | Paste cells | Swap two cells |
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File Tools Help

(e BNV Chooselalsubmatrixitolproce ssl = 1] ) el B

[=)=/x]

T

choose a sub matrix

Show 2D figure

Water region (PPM):

[ ] [

delete water region

DSS region (PPM):

| o1 | [ o1

Reset integ..

Mum points:

Line width:

Field strength:

delete DSS region

ROl region:

Gaussian coeff:

1]

Same as exp. data

Same as exp. data

Lorentzian coeff:

database entries:

bmsed00069(Betaine)-nitialvalues

Load ‘

Same compounds in the library: bmseooos4s

Copy matrix |

get ROI from exp. spectrum

Betaine(merged)

10 [ 11 [ 12

Save automatically

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

Optimization

Group and optimize |

Copy selected cells Paste cells

Swap two cells |
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 |

10
\1/9 17 Show 2D figure
11 - 3/
/ l““‘ 6
i 15 Water region (PPM):
[26 1 [ 5 |
12 ff\ delete water region
13 " A= 19 i
\ DSS region (PPM):

[o1] [oi]

Get integral

Draw full experimental spectrug |

Reset integ..

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

o?

Close

Gaussian coeff:

10

o
o
S
L8]

1]

database entries:

bmsed00069(Betaine)-nitialvalues -

Load ‘

Same compounds in the library:

bmseooos4s -

Copy matrix |

ROl region: | 12 get ROI from exp. spectrum | Betaine(sub matrc 1) |
T T T [ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
1t 1 9| 33374 0 0 0 0 0
10 0 3.3374 -12.4000 0 0 o
11| 0 -12.4000 3.3374 0 0 0
08| g 12 0 0 0 33374 0 -12.4000
|13 ] o 0 0 0 33374 o
14 o 0 0 -12.4000 0 3.3374
0.6 - 1 |15 0 0 ol 0 0 o 33
| 15| 0 0 0 0 0 0
|17 ] o 0 0 0 0 o
0.4 b
0.2 b
0
L 1 1 1 4 | I ‘ L
10 [ 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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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

|~~=m After pressing: "Process” and “get ROI from spectrum” buttons
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9
\1/ 17
~ /
11 3
N\
HE 15
12 —2
/™ 14
19
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Close

Get integral

Draw full experimental spectrum

Reset integ..

T
Show 2D figure ‘

Water region (PPM):

[ | [ 5 |

delete water region

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

delete DSS region

345

3.4 3.35 &) 3.25 3.2 3.15 31 3.05

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

o
[N

database entries:

bmsed00069(Betaine)-nitialvalues

Load ‘

-

Same compounds in the library:

bmseooos4s -

Copy matrix |

A o | 3478 ISARIE il NS N HEea | Betaine(sub_matrix_1) |
1 T T T T T T T [ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
9| 33374 0 0 0 0 0
| 10] 0 33374 -12.4000 0 0 0
i g 1 11 0 -12.4000 33374 0 0 0
|12 0 0 0 3.3374 0 -12.4000
0.6 - | |13 ] 0 0 0 0 3.3374 0
| 14] 0 0 0 -12.4000 0 33374
|15 0 0 ol 0 0 o 33
0.4 L J | 15| 0 0 0 0 0 0
|17 ] o 0 0 0 0 o
0.2 1
0
_0.2 ! ! I ! ! ! I I ! ! 1 | L
3.45 3.4 3.35 3.3 3.25 3.2 3.15 31 3.05 3
Process Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.09759
Copy selected cells | Paste cells | Swap two cells |

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

Nt

Show 2D figure

Water region (PPM):

[ ] [

delete water region

DSS region (PPM):

| o1 | [ o1

delete DSS region

ROl region:

Get integral Draw full experimental spectrum |

Reset integ..

PPM: 3.2555
Amp: 0.989
PPM is copied to clipboard

T T T
Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

o
[N

Gaussian coeff:

345 3.4 3.35 &) 3.25 3.2 3.15

31 3.05 3

database entries:

bmsed00069(Betaine)-nitialvalues - Load ‘

Same compounds in the library: bmse0o0g4g -

Copy matrix |

get ROI from exp. spectrum

Betaine(sub_matrix_1) |

0.8 r

0.6 -

0.4 -

lleft-c

-0.2 :

[ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
Bl 0 0 0 0 0
[ 10] 3374 -12.4000 0 0 o
11 24000  3.3374 o 0 0
12 0 0 0 3.3374 0 -12.4000
|13 ] o 0 0 0 33374 o
14 ] 0 o 0 -12.4000 0 33374
|15 0 0 ol 0 0 o 33
| 15| 0 0 0 0 0 0
|17 ] o 0 0 0 0 o

lick on cell and then ctrl-v

1] [ [»

3.45

Save automatically

3.4

3.35 Eoe! 3.25 3.2 3.15 2l 3.05 3

Normalized RMSD: 0.09759

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

Process | Optimization | Group and optimize |

Copy selected cells | Paste cells | Swap two cells |
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 |

10
\1/9 17 Show 2D figure
11 - 3/
/ l““‘ 6
i 15 Water region (PPM):
[26 1 [ 5 |

12 ff\ delete water region

13 " A= 19 i
\ DSS region (PPM):

[o1] [oi]

delete DSS region

o?

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..

PPM: 3.2555
Amp: 0.989

PPM is copied to clipboard

T T T
Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

345 3.4 3.35

&) 3.25 3.2

3.15

31 3.05 3

database entries:

get ROI from exp. spectrum

0.8 r

0.6 -

0.4 -

-0.2 :

3.45 3.4

Save automatically

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

3.35 Eoe! 3.25 3.2

3.15 2l 3.05 3

Normalized RMSD: 0.09759

bmsed00069(Betaine)-nitialvalues - Load ‘

Same compounds in the library: bmse0o0g4g -

Copy matrix |

Betaine(sub_matrix_1) |

[ 9 10 11 [ 1z [ 13z [ 14 [ 15
9] 32555 0 0 0 0
| 10] 0 4000 o 0 0
11 0 -12.4 3374 0 0 0
12 0 0 3.3374 0 -12.4000
|13 ] o 0 0 0 33374 o
14 0 o 0 -12.4000 0 33374

|15 0 0 ol 0 0 o 33
el n ~ n n

Continue left-click;ctrl-v on cells
(diagonals are chemical shift)
for all methyl protons

Process | Optimization | Group and optimize |

Copy selected cells | Paste cells | Swap two cells |
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
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HE 15
12 —2
/™ 14
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o?

Close

Show 2D figure

Water region (PPM):

[ | [ 5 |

delete water region

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

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..

PPM: 3.2555
Amp: 0.989
PPM is copied to clipboard

345 3.4 3.35

&) 3.25 3.2 3.15

31

3.05 3

database entries:

get ROI from exp. spectrum

0.8 r

0.6 -

0.4 -

0.2 L L

3.45 3.4

Save automatically

3.35 Eoe! 3.25 3.2

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure
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2l 3.05 3

Normalized RMSD: 0.09759

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

o
[N

Gaussian coeff:

bmsed00069(Betaine)-nitialvalues

Load ‘

-

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(sub_matrix_1) |

[ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
9 32555 o} o] o 0 0
10 0 3.25565 -12.4000 0] 0 0
Il 0 -12.4000 o] 0 0
12 0 Q 0 3.3374 0 -12.4000
13 0 0 o] o] 3.3374 0
14 0 b 0 -12.4000 0 3.3374

15 0 4] 0 o] 0 0 33
16 0 Q 0 0 0 0
17 0 o} o] o] 0 0
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Process | Optimization | Group and optimize |

Copy selected cells | Paste cells | Swap two cells |
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Draw full experimental spectrum

Reset integ..

PPM: 3.2555
Amp: 0.989
PPM is copied to clipboard

T T T
Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

o
[N

Gaussian coeff:

Get integral
40 T T
9 .
Y Show 2D figure
1 17
-~ Vd
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i 15 Water region (PPM):
[+ ] [ 5 ]
2 .
12 fl ~ delete water region
14 4
13 =19 i
\ DSS region (PPM):
i8
[e1] [o1]
¢ ; delete DSS region
I I I
3.45 3.4 3.35

&) 3.25 3.2 3.15

31 3.05 3

o?

Close

ROl region:

database entries:

bmsed00069(Betaine)-nitialvalues - Load ‘

Same compounds in the library: bmse0o0g4g -

Copy matrix |

get ROI from exp. spectrum

Betaine(sub_matrix_1) |

1 T T T T T

0.8 r

0.6 -

0.4 -

All diagot

0.2 L L ! L L L

i [ 12 [ 13 | 14 [ 15 [ 18 [ 17
BN 0 0 0 0 0 0 0
10 2.4000 0 0 0 0 0 0
11 [3.2555 0 0 0 0 0 0
12 0 3.2555 0 -12.4000 0 0 0
|13 ] 0 0 32555 o 0 0 0
14 ] 0 -12.4000 0 32555 0 0 0
|15 0 0 0 0 32555 ol 0
|16 0 0 0 0 0 3.2555 -12.4000
17 ] 0 0 0 0 0 -12.4000 3.2555|

nal cells set to same value

4 |

[»

3.45 3.4 3.35 Eoe! 3.25 3.2

Save automatically

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

3.15 2l

Normalized RMSD: 0.09759

Process | Optimization | Group and optimize |

Copy selected cells | Paste cells | Swap two cells |
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
9
\1/ 17
~ /
11 3
N\
HE 15
12 —2
/™ 14
19

o?

Close

Show 2D figure

Water region (PPM):

[ ] [

delete water region

DSS region (PPM):

| o1 | [ o1

delete DSS region

ROl region:

Get integral

Draw full experimental spectrum

Reset integ..

PPM: 3.2555
Amp: 0.989
PPM is copied to clipboard

345 3.4 3.35

&)

3.25 3.2 3.15

31

3.05

database entries:

get ROI from exp. spectrum

0.6 -

0.4 -

-0.2 :

3.45

3.4

3.35 Eoe! 3.25 3.2

3.15

2l

Save automatically

Normalized RMSD: 0.09759

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

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

o
[N

bmsed00069(Betaine)-nitialvalues

Load ‘

-

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(sub_matrix_1) |

[11 1z [ 1z [ 14 | 15 17
9 0 0 0 0 0
10 2.4000 0 0 0 0
11 [3.2555 0 0 0 0
12 0 3.255@ 0 -12.4000 0
13| o E 0
| 14] 0 -12.4000 0
|15 0 0 0
| 15| 0 0 0
17 0 0 5
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Process

Optimization | Group and optimize |

Copy selected cells |

Paste cells | Swap two cells |
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3
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14 4
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Close

Get integral

Draw full experimental spectrum Reset integ..

Show 2D figure ‘

Water region (PPM):

[ | [ 5 |

delete water region

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

delete DSS region

| Mum points: -
PPM: 3.2555
Amp: 0.989 Same as exp. data
PPM is copied to clipboard

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

345

3.35 &) 3.25 3.2 3.15 31 3.05 3

database entries:  pmsen00069(Betaine)nitizlvalues -| Load |

Same compounds in the library: bmse0o094s v| Copy matr\x|

A | 3478 ISARIE il NS N HEea | Betaine(sub_matrix_1) |
L — | T T [ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
o |
10| 0
0.8 - 1 ] o .
12| 0 0
06+ § 13] 0 0 0
| 14] o 0 0 -12.4000
|15 0 0 ol 0
0.4F 1 16 0 0 0 0
|17 ] o 0 0 0
0.2+ 4
i group&optimize (all chemical shifts are the same
| |
_0.2 ! ! I ! ! ! I I ! ! 1
3.45 3.4 3.35 3.3 3.25 3.2 3.15 3.1 3.05 3
Process | Optimization |
Save automatically Normalized RMSD: 0.09759
Copy selected cells | Paste cells |

| = [Terminal] "4 GISSMO (Guided Ideo... || 4 Reporting properties ‘4 show 2D figure
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File Tools Help
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Get integral

Draw full experimental spectrum

Reset integ..

Show 2D figure ‘

Water region (PPM):

[ | [ 5 |

delete water region

DSS region (PPM):
[o1]

[ o1

delete DSS region

PPM: 3.2555
Amp: 0.989
PPM is copied to clipboard

Optimization report:

optimization completed with the following message:
Simplex process coverged g2 0.312

T
Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

K

ROl region:

3.05

database entries:

bmsed00069(Betaine)-nitialvalues Load ‘

Same compounds in the library:

get ROI from exp. spectrum

bmseoong4s Copy matr\x|

Betaine(sub_matrix_1) |
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-12.4000

3.2557
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3.45 3.4 3.35

Save automatically
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Normalized RMSD: 0.09759
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Process

Optimization Group and optimize |

Copy selected cells

Paste cells

Swap two cells |
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Close

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

Get integral Draw full experimental spectrum Reset integ..

Show 2D figure ‘ ] Num points: -
PPM: 3.2555
Amp: 0.989 Same as exp. data
PPM is copied to clipboard

Water region (PPM): Line width:

| 4.8 | | 5 | Field strength:

Same as exp. data

delete water region

DSS region (PPM):

Lorentzian coeff:
[o1] [o1]

Gaussian coeff:

o
[N

delete DSS region

I 1 I 1 | 1 I 1 1 1
345 3.4 3.35 &) 3.25 3.2 3.15 31 3.05 3

After clicking “Process”

database entries:  bmse000069(Betaine)-nitizlvalues = Load ‘

Same compounds in the library: bmse0o0g4g -

Copy matrix |

A o | 3478 ISARIE il NS N HEea | Betaine(sub_matrix_1) |
1 T T T T T T T [ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
9 | 32557 0 0 0 0 0
| 10] 0 32557 -12.4000 0 0 0
i g 1 11 0 -12.4000 32557 0 0 0
|12 0 0 0 32557 0 -12.4000
0.6 - | |13 ] 0 0 0 0 3.2557 0
| 14] 0 0 0 -12.4000 0 3.2557
|15 0 0 ol 0 0 0 32
0.4 L J | 15| 0 0 0 0 0 0
|17 ] o 0 0 0 0 o
0.2 1
0
_0.2 ! ! I ! ! ! I I ! ! | L
3.45 3.4 3.35 3.3 3.25 3.2 3.15 31 3.05 3
Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.00767
Copy selected cells | Paste cells | Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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+ Show 2D figure SIEE
®, 8, M8\ File Help
@, ! Edit compound's properties

| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
g
\1/ 17
11/ /
\ /3-‘“16
NG i5
—_
12 l \
14 4
12 \ 19

o?

Close

| Splitting spin mat

Additional coupling constant  #

» |

Split spin matrix

Show sub matrices

Disable/Enable spins

Draw full experimental spectrum

Reset integ..

Optimization

b Copy/Paste sub matrices

Auxiliary spectrum
Auxiliary tools

Merge sub matrices
Adjust peak amplitude

Motes

Delete submatrices

Parameters
View workspace properties
v

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

delete DSS region

ROl region:

PPM: 3.2555
Amp: 0.989
PPM is copied to clipboard

Process other submatrix

T
Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

JN |

345 3.4 3.35

&) 3.25 3.2 3.15

31

3.05

to | 3.478

database entries:

get ROI from exp. spectrum

0.8 r

0.6 -

0.4 -

0.2 L L

3.45 3.4

Save automatically

3.35 Eoe! 3.25 3.2

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

3.15 2l 3.05 3

Normalized RMSD: 0.00767

bmsed00069(Betaine)-nitialvalues -

Load ‘

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(sub_matrix_1) |

[ 9 10 [ 11 [ 1z [ 13 | 14 [ 15
9 32557 o} o] o 0 0
10 0 3.2557 -12.4000 0] 0 0
Il 0 -12.4000 3.2557 o] 0 0
12 0 Q 0 3.2557 0 -12.4000
13 0 0 o] o] 3.2557 0
14 0 4] 0 -12.4000 0 3.2857

15 0 4] 0 o] 0 0 32
16 0 Q 0 0 0 0
17 0 o} o] o] 0 0

1] [ [ ¥

Process | Optimization | Group and optimize |

Copy selected cells | Paste cells | Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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(e BNV Chooselalsubmatrixitolproce ssl = 1] ) el B

QLD D

File Tools Help

| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 |

10
g
\1/ 17
11/ 3/
/ | e
NG i5
12 —2
/>

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

Show 2D figure

Water region (PPM):

[ ] [

delete water region

DSS region (PPM):

| o1 | [ o1

delete DSS region

ROl region:

Get integral

[=)=/x]

choose a sub matrix
subMatrix{1)

Reset integ..

Choo a’ Cancel
~—

31 3.05

get ROI from exp. spectrum

database entries:

Mum points:

Same as exp. data

Line width:

Field strength:

594 |

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

bmsed00069(Betaine)-nitialvalues

Load ‘

Same compounds in the library:

bmseoong4s Copy matr\x|

Betaine(sub_matrix_1) |

10 [ 11

w

o} o]
3.2557 -12.4000
-12.4000 3.2557

OO0 00000

0
o]
0
o]
0
o]

sl slllE

-12.4000
0
3.2557

1]

[ [»

3.45 3.4

Save automatically

3.35

3.2

Normalized RMSD: 0.00767

3.15

2l

Process

Optimization

Group and optimize |

Copy selected cells Pas

te cells Swap two cells |
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Tools  Help
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
g
\1/ 17
11/ /
\ /3-‘“16
NG i5
—_
12 l \
14 4
12 \ 19

o?

Close

Show 2D figure

Water region (PPM):

| L5 |

delete water region

| 28

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

Get integral

Draw full experimental spectrum

Reset integ..

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

ROl region:

Gaussian coeff:

o
[N

10

2 4]

database entries:

get ROI from exp. spectrum

0.8 -

0.6

10

Save automatically

Normalized RMSD: 0.00767

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

Load ‘

bmsed00069(Betaine)-nitialvalues -

Same compounds in the library:

bmseoong4s |  Copy matr\x|

Betaine(sub_matrix_2) |

[ 18 | 19
18 4.4547 -12.4000
19 | -12.4000 4.4647
Process | Optimization | Group and optimize |
Copy selected cells | Paste cells | Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

]

10
g
\1/ 17
11/ /
\ /3-‘“16
NG i5
—_
12 l \
14 4
12 \ 19

o?

Close

Feojw@)elp

Get integral

Draw full experimental spectrum

Reset integ..

T
Show 2D figure ‘

Water region (PPM):

[ | [ 5 |

delete water region

DSS region (PPM):

[o1 ]

[o1 ]

T T T T
Mum points:

Same as exp. data

——

Same as exp. data

Then peak pick

Field strength:

Lorentzian coeff:

delete DSS region

Gaussian coeff:

3.95 3.9 3.85 3.8

database entries:  bmse000069(Betaine)-nitizlvalues = Load ‘

Same compounds in the library: bmse0o0g4g -

Copy matrix |

ROl region: to | 4.009 get ROI from exp. spectrum | Betaine(sub matrx 2) |
0.2 — T T T T [ 18 | 19
0.18 18] 44847 -12.4000
19| -12.4000 4.4647
016
0.14
oi1zf After clicking “get ROI ...” and “P "k
- er clicking “ge ... and “Process” keys
0.1F
0.08
0.06
0.04 -
0.02+
oL I L I I
4 3.5 3.9 3.85 3.8
Process Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.26467
Copy selected cells | Paste cells | Swap two cells |

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

el | |
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+ Show 2D figure

File Tools Help

QLD D
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 |

Draw full experimental spectrum

Reset integ..

PPM: 3.8956
Amp: 0.196
PPM is copied to clipboard

Get integral
10 : y
9 .
\1/ 17 Show 2D figure ‘
-~ Vd
11 2
/ l-\h‘ e
i 15 Water region (PPM):
[+ ] [ 5 ]
2 .
12 fl ~ delete water region
14 4
13 =19 i
\ DSS region (PPM):
i8
[e1] [o1]
¢ ; delete DSS region
] ]
4 3.85

3.9 3.85

3.8

o?

Close

| 4.009

database entries:

get ROI from exp. spectrum

ROl region: to
T

0.2 T

0.18 -

0.14 -
012r
01r

0.08 -

0.04 -

a I I L

4 3.5 3.9

Save automatically

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

3.85

3.8

Normalized RMSD: 0.26467

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

o
[N

bmsed00069(Betaine)-nitialvalues

Load ‘

-

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(sub_matrix_2) |

[ 18 19
18 -12.4000
19| -12.4000° 4.4647

Left-click cell and ctrl-v

Process |

Optimization |

Group and optimize |

Copy selected cells |

Paste cells |

Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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File Tools Help
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
9
\1/ 17
~ 7/
i1 B
N\
NE 15
-
12 l \
14 "
12 \““-19
18

o?

Close

Show 2D figure

Water region (PPM):

| 28

. L>

delete water region

DSS region (PPM):

[o1 ]

[ o1

delete DSS region

Get integral

Draw full experimental spectrum

Reset integ..

PPM: 3.8956
Amp: 0.196
PPM is copied to clipboard

3.95 3.9 3.85

3.8

database entries:

get ROI from exp. spectrum

| 4.009

0.2 T

0.18 -

0.14 -
012r
01r

0.08 -

0.04 -

ROl region: to
T

3.5

Save automatically

3.9

3.85 3.8

Normalized RMSD: 0.26467

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

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

o
[N

bmsed00069(Betaine)-nitialvalues

Load ‘

-

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(sub_matrix_2) |

[ 18 | 19

18 3.8956 -12.4000

19| -12.4000 w

Process |

Optimization |

Group and optimize |

Copy selected cells |

Paste cells |

Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
g
\1/ 17
11/ /
\ /3-‘“16
NG i5
—_
12 l \
14 4
12 \ 19

o?

Close

Show 2D figure

Water region (PPM):

| 28

. L>

delete water region

DSS region (PPM):

| o1 | [ o1

delete DSS region

Get integral

Reset integ..

Draw full experimental spectrum

Mum points: -
| ]
PPM: 3.8956 Same as exp. data
Amp: 0.196
PPM is copied to clipboard Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff: 2

3.95

3.9 3.85 3.8

| 4.009

database entries: Load ‘

bmsed00069(Betaine)-nitialvalues -

Same compounds in the library: bmse0o094s v| Copy matr\x|

ScLECliiomern specun | Betaine(sub_matrix_2) |

0.2 T

0.18 -

0.14 -
012r
01r

0.08 -

0.04 -

ROl region: to
T

19| -12.4000

Groupé&optimize
Again, methylene chemical shifts identical

3.5 3.9

Save automatically

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

Normalized RMSD: 0.26467

3.8
Process |

Optimization |

Group and optim
Swap two cells

el | |

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

Copy selected cells | Paste cells |
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NMRFAM_GISSMO al [Running] - @racle' VM VirtualBox
Input Devices Help
@ Applications Places System @E‘ S E [5¢}) wedAug15,10:24 (0]
+ Show 2D figure =) (x|« GISSMO (Guided Ideographic Spin System Model Optimization) - v. 2.0 ==
®, 8, M8\ File Tools Help
| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 | Iﬁ
Get integral Draw full experimental spectrum Reset integ..
10 T T T T T
\1/9 17 Show 2D figure ‘ Mum points: -
PPM: 3.8956 Same as exp. data
Amp: 0.196
\Water region (PPM): PPM is copied to clipboard
| a6 | I
delete water region
DSS region (PPM):
[o1 ]

Line width:
[ o1
delete DSS region

Field strength:
Optimization report:

495.84
Same as exp. data

optimization completed with the following
Simplex process coverged! L2: 0.320

Lorentzian coeff:

1
S 38
ROl region:

Gaussian coeff:

abase entries:

bmse00006%(Betaine)-nitialvaluas
get ROI from exp. spectrum

Same compounds in the library:

Load ‘
bmseooos4s

Copyrnatr\x|
Betaine(sub_matrix_2) |
[ 18 | 18
18] 3.3852 -12.4000
| 19| -12.4000[ 3.8957|

L L
3.5

3.85

Save automatically

Normalized RMSD: 0.26467

Process |

Optimization
Copy selected cells |

Group and optimize |

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

Swap two cells |

el | | ]
=) bge? @ 0] @ & [ & (8] Right ctrl
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
9
\1/ 17
~ /
11 3
N\
HE 15
12 —2
/™ 14
19

o?

Close

Get integral

Reset integ..

Draw full experimental spectrum

T T
Show 2D figure ‘

Water region (PPM):

[ | [ 5 |

delete water region

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

Mum points: -
| ]
PPM: 3.8956 Same as exp. data
Amp: 0.196
PPM is copied to clipboard Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

o
[N

4 3.95

3.9 3.85 3.8

database entries:  bmse000069(Betaine)-nitizlvalues = Load ‘

Same compounds in the library: bmse0o0g4g -

Copy matrix |

ROI ion: t
region o] | 4.009 | ‘ get ROI from exp. spectrum | Betaine(sub_matrix_2) |
T T T T T [ 18 [ 1o
18 38852 -12.4000
19 | -12.4000 3.8952
After clicking “get ROI ...” and “Process” keys
. . . . .
4 3.95 3.9 3.85 3.8 h
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.00785
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 E]@@ 4 0 ded'idecgrap D odel Op o 0 =
®, 8, M8\ File Help
@, ! Edit compound's properties  # l

| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3

10
g
\1/ 17
11/ 3/
/ | e
NG i5
12 —2
/>

o?

Close

Additional coupling constant  #

Disable/Enable spins

Optimization 3
Auxiliary spectrum ]
Auxiliary tools 3
Notes

Split spin matrix
Show sub matrices
Process a sub matrix

Copy/Paste sub matrices

Adjust peak amplitude

Delete submatrices

Draw full experimental spectrum

Reset integ..

PPM: 3.8956
Amp: 0.196
PPM is copied to clipboard

Parameters
View workspace properties
v

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

Merge submatices

delete DSS region

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

o
[N

3.95

3.9 3.85 3.8

database entries:

bmsed00069(Betaine)-nitialvalues -

Load ‘

Same compounds in the library:

bmseoong4s |  Copy matr\x|

Betaine(sub_matrix_2) |

ROl region: to | 4.009 get ROI from exp. spectrum |

. T T T T [ 18 19
18] 3.3852 -12.4000
| 19| -12.4000 3.8952

. . \ . .

4 3.95 3.9 3.85

Save automatically

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

3.8
Process |

Optimization | Group and optimize |

Normalized RMSD: 0.00785
Copy selected cells |

Paste cells | Swap two cells |

=) bge? @ 0] @ & [ & (8] Right ctrl
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 | Iﬁ
1
ST 4 | Sub-matrix_|Scale factor]
10\ 9 T T 1 |Sub-matrix... 1
‘ i 8
1/ 17 Show 2D figure ‘ 2 |Sub-matrix... 1 0.8
-~ /
11 3
e
i 15 Water region (PPM):
| 16 | | 5 0.4
3 4
1270 delete water region
! S " 0.2
13 19 '
\ DSS region (PPM):
i8 | L | L L | L | |
N 0
_ | 01 | | o1 0 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
E R delete DSS region
! I pre Done
4 3.85 @
o7 Jaranase eNUIEsT  bmse000069(Betaine)-nitavalues =" Load ‘
Same compounds in the library: bmse0o094s v| Copy matr\x|
Close
ROl region: to
g | 4.009 get ROI from exp. spectrum | Betaine(sub_matrix_2) |
T T T T T [ 18 [ 1o
18 3.8952 -12.4000
19 | -12.4000 3.8952
L L L L L
4 3.95 3.9 3.85 3.8
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.00785
Copy selected cells | Paste cells | Swap two cells |
| = [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4 Scale sub-matrices
(=) g P & ] & [ & (2] right ctrl
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3 | Iﬁ
blue: experimental spectrum, red: merged simulated spectrum
u‘*t e 4 | Sub-matrix_|Scale factor| ' ' ' ‘ ' '
10\ 9 T T 1 |Sub-matrix... 1
‘ i 8
1/ 17 show 2D figure ‘ 2 |Sub-matrix... 1 :l
-~ /
11 3
/ l-\h‘ e
i 15 Water region (PPM):
[ a6 | [ 5 | Z
2 .
12 fl . delete water region
14 4
12 19 i :
\ DSS region (PPM):
i8 L L L | L L
) [ 01 ] [ o1 | 12 10 8 6 a 2 0 -2
E R delete DSS region
I I Done
4 3.85
o7 Jaranase eNUIEsT  bmse000069(Betaine)-nitavalues =" Load ‘
Same compounds in the library: bmse0o094s v| Copy matr\x|
Close
ROl region: to
g | 4.009 get ROI from exp. spectrum | Betaine(sub_matrix_2) |
T T T T T [ 18 19
18 3.8952 -12.4000
19 | -12.4000 3.8952
L L L L L
4 3.95 3.9 3.85 3.8
Process | Optimization | Group and optimize |
Save automatically Normalized RMSD: 0.00785
Copy selected cells | Paste cells | Swap two cells |
| = [Terminal] 4 GISSMO (Guided Ideo... | 4 Reporting properties ‘4 show 2D figure ‘4 Scale sub-matrices
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| InChl=15/C5H11N02/c1-6(2,314-5(7]8/h4H2,1-3H3
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9
\1/ 17
~ /
11 3
N\
HE 15
12 —2
/™ 14
19
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Close

Get integral

Draw full experimental spectrum

Reset integ..

T
Show 2D figure ‘

Water region (PPM):

| L5 |

delete water region

| 28

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

Mum points:

Same as exp. data

Line width:

Field strength:

Same as exp. data

Lorentzian coeff:

delete DSS region

Gaussian coeff:

o
[N

10

1]

database entries:

RO regere to | 4.009 get ROI from exp. spectrum
11 spins, but merged matrix —|
“Process” is very fast

Save automatically

Normalized RMSD: 0.00785

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

bmsed00069(Betaine)-nitialvalues -

Load ‘

Same compounds in the library:

bmseooos4s -

Copy matrix |

Betaine(merged) |

9 10 [ 11 [ 1z [ 13 | 14 [ 15
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Proce b Optimization | Group and optimize |
Copy selected cells | Paste cells | Swap two cells |
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DSS region (PPM):
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Line width:
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Lorentzian coeff:

o
[N

J Gaussian coeff:

4.2

4 38 3.6 34
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15| 0 0 0 0 0 0 32
04| _ 16| 0 o 0 0 0 o
17 0 o 0 0 0 0
18] 0 0 0 0 0 0
02 - 19| 0 0 0 0 0 0
0 A
0.2 1 1 L 1 1 1 [ L
4.2 4 3.8 3.6 3.4 3.2 3
Process | Optimization | Group and optimize |
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set integ..
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Line width:

Field strength:
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Lorentzian coeff:
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Show 2D figure
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delete water region

DSS region (PPM):
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ROl region:

Get integral
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Reset integ..

9 Would you like to save the current workspace?

Mum points:

Same as exp. data

Line width:
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Gaussian coeff:
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delete DSS region

ROl region:
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relative to the spin matrix file.
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