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Lorentzian coeff:
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e T et | 2-methylnaphthalenas(merged)
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1+ = 12 2.5003 0 0 o] 0 4] 4] 1.33
13 Q 2.5003 -12.4000 0 0 Q 4] 1.33
14 0 -12.4000 2.5003 0 0 Q Q 1.23
0.8 - - 15 0 0 0 7.4785 6.8900 8.1300 1.3300
16 Q 0 0 6.8900 7.56323 1.3200 2
17 Q 0 0 8.1300 1.3300 8.0226 0.5000 0.50
0 | 7 18 0 0 0 1.3300 g 05000 7.6762
19 1.3300 1.3300 1.3300 o] 0 0.5000 4] 7.299
0.4 B 20 Q 0 0 0.5000 o] 1.3300 0.5000 8.43
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delete DSS region
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1+ = 12 2.5003 0 0 o] 0 4] 4] 1.33
13 Q 2.5003 -12.4000 0 0 Q 4] 1.33
14 0 -12.4000 2.5003 0 0 Q Q 1.23
0.8 - - 15 0 0 0 7.4785 6.8900 8.1300 1.3300
16 Q 0 0 6.8900 7.56323 1.3200 2
17 Q 0 0 8.1300 1.3300 8.0226 0.5000 0.50
0 | 7 18 0 0 0 1.3300 g 05000 7.6762
19 1.3300 1.3300 1.3300 o] 0 0.5000 4] 7.299
0.4 B 20 Q 0 0 0.5000 o] 1.3300 0.5000 8.43
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Save automatically simulation info
Copy selected cells ‘ Paste cells ‘ Swap two cells |
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Show 2D figure ‘ DATETES) T 32788
Same as exp. data
Water region (PPM): Line width: ,f
46 ‘ 3 Field strength: 400.13
delete water region
2 | Same as exp. data
£ 1 =[]
DSS region (PPM): o Sanie Gl =R Lorent f-F
orentzZian coeir:
| 01 ‘ 01 WML Al The spin matrix is saved to 08
/home/nmrfam/Desktop/BMRB_metabolites/bmse000537/spin_simulation.xml Erussiem mns ,T
delete DSS region Paths to external files (experimental spectrum, mol and figure files) are .
1 1 relative to the spin matrix file. 1
10 8 Keep them all in the same direcoty 0
B oK
rimethylPhosphate)-Initialvalues v| Load ‘
ROI region: -1 to 12 .
e T et ‘ 2-methylnaphthalenas(merged)
T T T 12 13 14 [ 15 [ 1e | 17 18 19
1k g 12 2.5003 0 0 0 [l 0 0 1.33
13 Q 2.5003 -12.4000 0 0 Q 4] 1.33
14 0 -12.4000 2.5003 0 0 Q Q 1.23
0.8 - - 15 0 0 0 7.4785 6.8900 8.1300 1.3300
16 0 0 0 5.8900 7.5633 1.3300 g
17 Q 0 0 8.1300 1.3300 8.0226 0.5000 0.50
06 - 7 18 0 0 0 13300 g 05000 76752
19 1.3300 1.3300 1.3300 Q 0 0.5000 0 7.295
ol i 20 0 0 0 0.5000 0 1.3300 0.5000 8.43
: 21 1.3300 1.3300 1.3300 0 0.5000 0.5000 1.3300 1.33
0.2 B
0
Il 1 Il 1 1 J ‘ I | L
10 8 6 4 2 0 -2
Process Optimization ‘ Group and optimize |
Save automatically simulation info
Copy selected cells Paste cells ‘ Swap two cells |
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Mum points:

Line width:

Field strength:

Lorentzian coeff:

Gaussian coeff:

32768

Same as exp. data

Same as exp. data

2 0
bmse000774(TrimethylPhosphate)-Initialvalues v| | Load |
| Trimethyl Phosphate(merged)
[ o 10 1 [ 12 [ 13 | 14 15 15
9 3.7899 0 0 o] 0 4] 4]
10 0 3.7808  -12.4000 0 0 0 0
11 0 -12.4000 3.78809 0 0 0 4]
12 4] 0 0 3.7899 4] 4]
13 Q 0 0 Q 3.7899 0 -12.4000
14 [4] 0 0 0 0 3.7809 0
15 4] 0 0 0 -12.4000 4] 3.7899
16 4] 0 0 o] 0 4] 4] 3.78
17 Q 0 0 Q o] Q Qo -12.40
1] I [»
Process | Optimization ‘ Group and optimize |
Copy selected cells ‘ Paste cells ‘ Swap two cells |
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Show 2D figure 32788
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Water region (PPM): / \
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‘ 499,84
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ne as exp. data
DSS region (PPM):
aff 0.8
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: iff 0.2
delete DSS region
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0 Q Q
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2] 0 -12.4000
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0.6 - TI5] 4] T -IZ3000 0 3.7899
16 4] 0 0 o] 4] 4] 3.78
T 17 Q 0 0 Q o] Q Qo -12.40
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Process | Optimization ‘ Group and optimize |
Save automatically simulation info
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Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

ROI region:

Get integral

Draw full experimental spectrum
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get ROI from exp. spectrum
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MNum points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

2 0
bmse000774(TrimethylPhosphate)-Initialvalues - Load |
| Trimethyl Phosphate{merged) |
[ o 10 [ 11 [ 12 | 13 14 [ 1
9 3.7899 0 0 0 Q Q
10 4] 3.7899 -12.4000 o] 4] 4]
11 0 -12.4000 3.7899 Q Q Q
12 Q 0 0 3.7899 Q Q
13 Q 0 0 0 3.7899 o -1Z
14 4] 0 0 0 4] 3.7899
15. [u] 0 1] 0 -12.4000 [u]
16 Q 0 0 0 Q Q
1F Q 0 0 o] Q Q
< [ D
Process ‘ Optimization | Group and optimize |
Copy selected cells | paste cells | Swap two cells |
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Get integral

Draw full experimental spectrum

Reset inte...

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

4 3.9 3.8 3.7 3.6 3.5
database entries:  bmse0n0774(TrimethylPhosphate)-Initialvalues - Load |
ROI region: to | 4,087 | | get ROI from exp. spectrum |\ |
| Trimethyl Phosphate{merged) |
T T T T [ o 10 [ 11 [ 12 | 13 14 [ 1
1F B 9 3.7899 0 0 0 Q Q
10 4] 3.7899 -12.4000 o] 4] 4]
11 0 -12.4000 3.7899 Q Q Q
0.8 1 b 12 0 0 0 3.7899 0 0
13 Q 0 0 0 3.7899 o -1Z
14 4] 0 0 0 4] 3.7899
- 1 15 0 0 0 0 -12.4000 0
16 Q 0 0 0 Q Q
1F Q 0 0 o] Q Q
0.4 i
0.2 b
0
. . . ‘ . N | L
10 8 6 4 2 0 2 — —
Process ‘ Optimization | Group and optimize |
Save automatically simulation info
Copy selected cells | paste cells | Swap two cells |
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MNum points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:
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Get integral

Draw full experimental spectrum

Reset inte...

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

4 3.9 3.8 3.7 3.6 3.5
database entries:  bmse0n0774(TrimethylPhosphate)-Initialvalues - Load |
ROI region: to 4,087 t ROI fi . spect
| | | 9¢ rom Exp. spectrum | Trimethyl Phosphate{merged) |
T T T T [ o 10 [ 11 [ 12 | 13 14 [ 1
1F B 9 3.7899 0 0 0 Q Q
10 4] 3.7899 -12.4000 o] 4] 4]
11 0 -12.4000 3.7899 Q Q Q
0.8 1 b 12 0 0 0 37899 0 0
13 Q 0 0 0 3.7899 o -1Z
14 4] 0 0 0 4] 3.7899
- 1 15 0 0 0 0 -12.4000 0
16 Q 0 0 0 Q Q
1F Q 0 0 o] Q Q
0.4 B J
0.2 b
1]
. . . ‘ . N | L
10 8 6 4 2 0 2 — —
Proces Optimization | Group and optimize |
Save automatically simulation info
Copy selected cells paste cells | Swap two cells |
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MNum points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:
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"spin_
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Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

Get integral

Draw full experimental spectrum

Reset inte...

T
MNum points:

Line width:
Field strength:

Same

a 39 N 3.7 36 35
database entries:  bmse0n0774(TrimethylPhosphate)-Initialvalues -| Load |
ROI region: to 4,087 .
ehoNom e cnecL | Trimethyl Phosphate{merged) |
1 ' ' ' [ o 10 | 11 | 12 [ 13 14 [ 1
9 3.7899 0 0 0 Q Q
0.8 L i 10 4] 3.7899 -12.4000 o] 4] 4]
. 11 0 -12.4000 3.7899 Q Q Q
12 Q 0 0 3.7899 Q Q
0.6 | 4 13 Q 0 0 0 3.7899 o -1Z
14 4] 0 0 0 4] 3.7899
15. [u] 0 1] 0 -12.4000 [u]
0.4 - 16 Q 0 0 0 Q Q
1F Q 0 0 o] Q Q
0.2 | R
0 J
. | | | . . . a | >
4 3.9 3.8 3.7 3.6 35

Save automatically

MNormalized RMSD: 0.11228
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Same as exp. data

Lorentzian coeff:

Gaussian coeff:

as exp. data

Process

Optimization

Group and optimize |

Copy selected cells |

paste cells |

Swap two cells |
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Get integral

Draw full experimental spectrum

Reset inte...

Show 2D figure ‘

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

PPM: 3.8109
Amp: 0.046
PPM is copied to clipboard

T T
MNum points:

Same as exp. data
Same as exp. data

Line width:

Field strength:

Lorentzian coeff:

Gaussian coeff:

[ ]
2
- \‘“"‘- 14 i i 1 \\“_ i i i
2 4 3.9 3.8 3.7 3.6 35
13
database entries:  bmse0n0774(TrimethylPhosphate)-Initialvalues -| Load |
Close
ROI region: to 4,087 .

Network ehoNom e cnecL | Trimethyl Phosphate{merged) |
Bg.. = 1 ' ' ' [ o 10 | 11 | 12 [ 13 14 [ 1

= Brow... 9 0 0 0 0 0

aol | 10 37899 -12.4000 0 0 0

‘ 11 -12.4000  3.7899 0 0 0

12 0 0 0 37899 0 0
06 L | 13 0 0 0 0 37899 0 -13

14 0 0 0 0 37899

"spin_ 15 0 0 0 0 -12.4000 0

0.4 i 16 0 0 0 0 0 0

17 0 0 0 0 0 0

0.2 R -
) Left-click to select cell
' Th trl
en ctri-v
. ‘ ‘ ‘ . . . «\ : i i
4 3.9 3.8 3.7 3.6 35

Save automatically

MNormalized RMSD: 0.11228
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"spin_

Show 2D figure

Water region (PPM]:

delete water region

DSS region (PPM):

delete DSS region

Get integral

Draw full experimental spectrum

Reset inte...

PPM: 3.8109
Amp: 0.046
PPM is copied to clipboard

"

4 3.9 3.8 3.7 3.6 3.5
database entries:  bmse0n0774(TrimethylPhosphate)-Initialvalues -| Load |
ROI region: t
e ° 4.087 ehoNom e cnecL | Trimethyl Phosphate(merged) |
1 ' ' ' [ o 10 | 11 | 12 [ 13 14 [ 1
[} 3.8109 0 0 0 0 0
aol | 10 0 % -12.4000 0 0 0
‘ 11 0 -12.400 3.7899 0 0 0
12 0 0 0 3.7899 0 0
06 L | 13 0 0 0 0 27899 0 -1
14 0 0 0 0 3.7899
15 0 0 0 0 -12.4000 0
0.4 R 16 0 0 0 0 0 0
17 0 0 0 0 0 0
| Continue for alll
: AY (identical) methyl protons
. | | | . . . «\ i »
4 3.9 3.8 3.7 3.6 35

Save automatically

MNormalized RMSD: 0.11228
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MNum points:

Same as exp. data

Line width:
Field strength:

Same as exp. data

Lorentzian coeff:

Gaussian coeff:

Process ‘ Optimization

| Group and optimize |

Copy selected cells | paste cells

| Swap two cells |

Fell | | ]
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Show 2D figure

Get integra

Draw full experimental spectrum

Reset inte...

Water region (PPM]:

T
MNum points:

Same as exp. data

Line width:

Field strength:

L - d |
v t t
e LRy Same as exp. data
/ 18 ( )
DSS region (PPM): b
17 PPM: 3.8109 : :
—3—15 Lorentzian coeff: -
i Amp: 0.046 [ o8 |
\ PPM is copied to clipboard EENEE AT T
2 delete DSS region |
- \‘“"‘- 14 i i 1 \\“_ i i i
2 a 39 38 3.7 36 3.5
1z
database entries:  bmse0n0774(TrimethylPhosphate)-Initialvalues - Load |
Close
ROI region: to 4,087 t ROI i . t
Network 9¢ Tom eXp. spectrum | Trimethyl Phosphate{merged) |
Bg.. = 1 ' ' ' [ [ 12 13 [ 14 [ 15 [ 1s 17
Brow... 9 0 0 0 0 0 0 0
zol | 10 [4000 0 0 0 0 0 0
’ 11 |7899 0 0 0 0 o 0
12 3.7899 Q Q 0 0
0.6 | 4 13 0 0 3.7899 0 -12.4000 0 0
14 0 0 4] 3.7899 0 0 0
"Spll‘l_ 15. 1] 0 -12.4000 [u] 3.7899 0
0.4 - 16 0 0 Q Q 0 3.7899 -12.4000
1F 0 o] Q Q 0 -12.4000
0.2 | R
0 J
. ‘ ‘ ‘ . . . a | i
4 3.9 3.8 3.7 3.6 3.5 — —
Process ‘ Optimization | Group and optimize |
Save autornatically Normalized RMSD: 0.11228
Copy selected cells | paste cells | Swap two cells |
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