PLOT 1: Page 1 of test run output
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

- LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
N Conc b /O Met abolite
Lo 0.205 147% 4.0E-02 Al a
Sk il HE 3’ U "’3”1’:”1 s 3"’ " 1 1”"”’ 3” 1 3’3‘3’ an I S ’3 "’:”‘ 0.372 116%7. 2E 02 Asp
‘ | ‘ ! e ‘ 5.133 4% 1.000 Cr
W S L 0.518 77% 0.101 GABA
0.000 999% 0.000 Gc¢
) 1.730 38% 0.337 G@n
5.311 11% 1.035 Gu
0.815 24% 0.159 GPC
0.687 29% 0.134 PCh
4.227 6% 0.823 Ins
0.178 174% 3. 5E-02 Lac
6.071 4% 1.183 NAA
1.142 24% 0.223 NAAG
6. 90E- 02 108% 1. 3E-02 Scyllo
1.441 29% 0.281 Tau
1.016 28% 0.198 -Cr CH2
0.259 97% 5. 1E-02 Gua
1.502 5% 0.293 GPC+PCh
7.213 4% 1.405 NAA+NAAG
7.041 12% 1.372 du+dn
14.054 19% 2.738 Lipl3a
0.000 999% 0.000 Lipl3b
0.000 999% 0. 000-Li p09
4.860 18% 0.947 MWD9
1.440 79% 0.280 Lip20
8.283 19% 1.614 MO
1.687 32% 0.329 MVL2
6.002 26% 1.169 MVL4
3.125 32% 0.609 MVL7
14.054 19% 2.738 Lipl3a+Li p13b
21.743 13% 4.236 MML4+Lipl3a+l
4.860 18% 0.947 MVD9+Li p09
9.723 17% 1.894 MWRO+Li p20
DI AGNOSTI CS
1 info RFALSI 11

M SCELLANEQUS OUTPUT
FWHM = 0. 035 ppm SIN= 14
Data shift = 0.006 ppm
Ph: 48 deg -17.0 deg/ ppm

4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0 0.80 0.60 0.40
Chemical Shift (ppm)

I NPUT CHANGES
NEACH=2
NAVEAC( 1) =’ NAA'
NAMEAC( 2) = NAAG
hzpppm=84. 47



LCModel (Version 6.3-1E) Copyright: S.W. Provencher.

PLOT 2: Page 2 of test run output

Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

Ref.: Magn. Reson. Med. 30:672-679 (1993).

Conc b /O Met abol i te
0.205 147% 4.0E-02 Al a
0.372 116% 7. 2E- 02 Asp
5.133 4% 1.000 Cr
0.518 77% 0.101 GABA
0.000 999% 0.000 dc
1.730 38% 0.337 dn
5.311 11% 1.035 du
0.815 24% 0.159 GPC
0.687 29% 0.134 PCh
4,227 6% 0.823 Ins
0.178 174% 3. 5E-02 Lac
6.071 4% 1.183 NAA

1.142 24% 0.223 NAAG

6. 90E- 02 108% 1. 3E-02 Scyllo
1.441 29% 0.281 Tau
1.016 28% 0.198 -CrCH2
0.259 97%5.1E-02 Gua
1. 502 5% 0.293 GPC+PCh
7
7

NAMEAC( 2) =" NAAG

hzpppn=84. 47

ratipm= 2.0

nunfil =2048 del t at =. 0005

FI LPS=" ps/fig_nrnil. ps’

FILRAWE . . /../../doc/ manual / figures/raw test. RAW

FILBAS="../../../doc/ manual / fi gures/test.basis’

. 213 4% 1.405 NAA+NAAG
.041 12% 1.372 Ju+dn
14.054 19% 2.738 Lipl3a
0.000 999% 0.000 Lipl3b
0.000 999% 0. 000-Li p09
4.860 18% 0.947 MVD9
1.440 79% 0.280 Lip20
8.283 19% 1.614 MWO
1.687 32% 0.329 MML2
6.002 26% 1.169 MVL4
3.125 32% 0.609 MVL7
14.054 19% 2.738 Lipl3a+Lipl3b
21.743 13% 4.236 MVIL4+Li pl3a+Li p13b+MVL2
4.860 18% 0.947 MWD9+Li p09
9.723 17% 1.894 MVRO+Li p20
DI AGNCSTI CS
1l info RFALSI 11

M SCELLANEQUS OUTPUT
FWHM = 0. 035 ppm SIN= 14
Data shift = 0.006 ppm
Ph: 48 deg -17.0 deg/ ppm

I NPUT CHANGES
NEACH=2
NAVEAC( 1) =" NAA

16-November-2013 19:39



54

PLOT 3: Page 3 of test run output
NAA Conc. = 6.07E+00
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993).

16-November-2013 19:39

4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 14 1.2

Chemical Shift (ppm)

1.0

0.80 0.60 0.40



54

PLOT 4: Page 4 of test run output
NAAG Conc. = 1.14E+00
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993).

16-November-2013 19:39

4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 18 1.6

Chemical Shift (ppm)

14

1.2

1.0

0.80 0.60 0.40



PLOT 5: Abort with FATAL diagnostic and Absolute-Value Plot due to unreasonable input.
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39

57

DI AGNCSTI CS
1 FATAL STARTV 1

I NPUT CHANGES

DOREFS( 2) =. f al se.

hzpppm=84. 47

nunfil =2048 del t at =. 0005

FI LPS="ps/fig_fatal.ps’

FILRAWS' . ./../../doc/ manual /figure
s/ raw t est. RAW

FILBAS="../../../doc/ manual /figure
s/test.basis’

4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0 0.80 0.60 0.40
Chemical Shift (ppm)



124382

PLOT 6: Use SPTYPE="tumor’ when NAA could be weaker than lipid or macromolecule signals.
Data of: Neuroradiology Department, National Neuroscience Institute, Singapore

LCModel (Version 6.3-1E) Copyright: S.W. Provencher.

Ref.: Magn. Reson. Med. 30:672-679 (1993).

16-November-2013 19:39

3.9E+06

Conc %D /| GPC+PC  Metabolite
2.049 30% 3.064 Ala
0.101 346% 0.152 Asp
0.431 172% 0.645 Cr
0.530 144% 0.792 PCr
0.152 142% 0.227 GABA
0.458 45% 0.684 dc
5.263 26% 7.871 dn
3.467 30% 5.185 Qu
0.669 14% 1.000 GPC
0.000 999% 0.000 PCh
0.391 84% 0.585 GSH
0.800 40% 1.196 Ins
0.000 999% 0.000 Lac
0.929 33% 1.389 NAA
0.160 44% 0.240 NAAG

4.56E-02 145% 6. 8E-02 Scyllo

3. 71E-02 704% 5. 6E-02 Tau
0.000 999% 0.000 -CrCH2
0.669 14% 1.000 GPC+PCh
1.089 33% 1.628 NAA+NAAG
0.961 25% 1.437 Cr+PCr
8.731 10% 13.055 G u+dn

137.592 9% 205. 744 Lipl3a

34.850 38% 52.111 Lipi3b
13.225 48% 19.776 Lip09

12.061 49% 18.035 MWD9

11.780 25% 17.616 Lip20

17.312 15% 25.887 M0

3.341 98% 4.996 MML2

23.183 33% 34.666 M4

15.367 19% 22.979 MML7
172.442 6% 257. 855 Li p13a+Li p13b
198.966 2% 297.517 MVL4+Li pl3a+L
25.286 8% 37.811 MVD9+Li p09
29.092 8% 43.502 MRO+Li p20

DI AGNCSTI CS
Doi ng Wat er - Scal i ng

2.4

2.2 2.0
Chemical Shift (ppm)

1.8

M SCELLANEQUS OUTPUT
FWHM = 0. 057 ppm SIN = 43
Data shift = 0.019 ppm
Ph: -2 deg 1.2 deg/ ppm

I NPUT CHANGES
SPTYPE=" t unor’
hzpppm=63. 929 i page2=0



PLOT 7: Use SPTYPE="tumor’ whenever the NAA signal may be weak (not just for strong lipid signals).
Data of: Department of Radiology, Childrens Hospital of Los Angeles

183306

3.7E+06

LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
Y Y S A Conc. 8D / GPC+PC  Metabolite
AU LN N A AP i D i M N i A AR A A Pt I v pen i 0- 259 204% 2. 0E-02 Ala
AR SN I o D 0. 437 202% 5. 0E- 02 Asp
‘ ‘ ‘ ‘ 0.000 999% 0.000 Cr
! ! ! ! 5.302 6% 0.602 PCr
! ! ! ! 3. 95E- 02 999% 4. 5E- 03 GABA
! ‘ ‘ ‘ 1 ‘ ‘ 1 1 1 ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ 2.463 21% 0.280 Gc
} } } } 13.602 10% 1.544 Gn
! ! ! ! 3.967 27% 0.450 Gu
‘ ‘ ‘ ‘ } ‘ ‘ } } } ‘ ‘ ‘ ‘ ‘ ‘ : : : 5.474 14% 0.621 GPC
! ! ! 3.338 23% 0.379 PCh
! ! ! 0.886 41% 0.101 GSH
! ! ! 12.340 3% 1.400 Ins
! ! ! 1.439 55% 0.163 Lac
: : : 0.608 42% 6. 9E-02 NAA
! ! ! 0.111 81% 1. 3E-02 NAAG
! ! ! 0.616 28%7.0E-02 Scyllo
] ] ] 0.554 114% 6. 3E-02 Tau
! ! ! 1.852 27% 0.210 -CrCH2
| | | 8.812 2% 1.000 GPC+PCh
} : : 0.720 41% 8. 2E- 02 NAA+NAAG
! ! ! 5.302 6% 0.602 Cr+PCr
! ! ! 17.568 6% 1.994 Gu+Gn
} } } 14.866 28% 1.687 Lipl3a
! ! ! 5.268 18% 0.598 Lipl3b
! ! ! 5.846 33% 0.663 Lip09
! ! ! 4.056 45% 0.460 MWD9
! ! ! 2.642 55% 0.300 Lip20
} } ] 11.144 18% 1.265 MVR0
! ! ! 1.696 88% 0.192 MVL2
! ! ! 3.727 56% 0.423 M4
] ] } 2.560 45% 0.291 M7
! ! ! 20.133 19% 2.285 Lipl3a+Lipl3b
| } } ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ 25.557 11% 2.900 MML4+Lipl3a+L
! ! ! 9.902 13% 1.124 MWD9+Li p09
: : : 13.786 15% 1.564 MVRO+Li p20
: : M DI AGNCSTI CS
] | } 1info STARTV 20
1 1 1 Doi ng Wt er - Scal i ng
! T NI o M SCELLANEQUS OUTPUT
] ; } } FWAM = 0.029 ppm  S/N= 31
T T T T T T T T T T T T Data shift = 0.019 ppm
40 38 36 34 32 30 28 26 24 22 20 18 0.60 0.40 Ph: 5 deg -0.9 deg/ ppm

Chemical Shift (ppm) | NPUT CHANGES

SPTYPE=" t unor’



PLOT 8: Muscle spectrum using SPTYPE="muscle-5'.
"Conc." values in the top table are ratios of the metabolite resonance area to the unsuppressed water resonance area.

0.0060

Data of: Sahlgrenska University Hospital

Ref.: Magn. Reson. Med. 30:672-679 (1993).

16-November-2013 19:39

LCModel (Version 6.3-1E) Copyright: S.W. Provencher.

0.18

[y

PhROPRNMNPOAO®BNG

Conc. %D /Cr Met abolite
. 08E- 03 4%  6.140 |1 MCL13
. 43E- 02 1% 29.364 EMCL15
27E- 04 7% 1.000 Cr
10E-04 12% . 100 109
24E- 03 5% 919 El1
71E-02 0% 56.981 Water
94E-04 19% 476 153
94E- 03 5% 339 E55
33E-03 4% 815 | 53+E55
01E- 03 6% 216 cho
46E- 03 9% 182 121
01E- 03 8% 841 E23
.48E-04 32% 179 tau

0. 000 999% 000 cr39
.72E-04 28% 208 cr28

[y

cocorrPrPNMNNMNOO®

DI AGNCSTI CS
Doi ng Wat er- Scal i ng

M SCELLANEQUS OUTPUT
FWHM = 0.176 ppm SIN= 78
Data shift = 0.011 ppm
Ph: -3 deg 0.7 deg/ ppm

I NPUT CHANGES

SPTYPE=" nuscl e- 4’

pprst=8.0 ppnend=-1.0

doecc=T, dows=T

hzpppm=63. 897

nunfil =1024 deltat=6.667e-4

FI LPS=" ps/fig_muscl e. ps’

FIl Lh2o="../../../doc/ manual /figure
s/raw | MCL11- 1R h20’

FILRAWE' . . /../../doc/ manual /figure
s/raw | MCL11- 1A r aw

4.0

3.0 2.0 1.0

Chemical Shift (ppm)




PLOT 9: Bone marrow spectrum (with no water suppression) using SPTYPE='lipid-8: For water & lipids only (no choline).

"/Water" values in the top table are ratios of the metabolite resonance area to the water resonance area.
Data of: Department of Diagnostic Radiology, Singapore General Hospital

342.518 2% 0.544 Lipl3
33.106 10% 5. 3E-02 Li p09
0.118 999% 1. 9E- 04 Li p16
16.992 11% 2. 7E-02 Lip21
13.212 12%2.1E-02 Lip23
0.000 999% 0.000 Lip28
10. 266 25% 1. 6E- 02 Li p53+Li p52

629.879 2% 1.000 \ter

1. 53E- 04 999% 2. 4E-07 Li p43
0.000 999% 0.000 Lip4l

Do Lo Lo 5.728 34%9. 1E-03 Li p53

} ﬁ . . 4.538 45% 7. 2E-03 Lip52

< LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
<
I ‘ ‘ ‘ : ‘ | : : : li l] : \ j ‘ ] I : \l ‘ II ‘ | : : 1 | ‘ ‘ : I ‘ A : ‘ | ‘ : : : { anc. O/GD /mter '\/EtabOI Ite
R NN YRR LTI A T AT TR ORI TR MTAERT ] 375,741 196 0.597 L16+L09+113
- L O L s O s T N N SO SO S N M O S 342.635 2% 0.544 Lipl6+Lipl3
N~ 1 h - Lo Lo Lo Lo o 30. 204 7% 4. 8E-02 L28+L23+L21

DI AGNCSTI CS
6 info's RFALSI 12
3info's RFALSI 4
2 info's RFALSI 11

M SCELLANEQUS OUTPUT

FWHM = 0. 439 ppm SIN= 37

Data shift =-0.054 ppm

Ph: 8 deg 1.6 deg/ ppm
I NPUT CHANGES

SPTYPE = 'lipid-8

PPMST = 8.0

PPMEND = -1.0

deltat = 0.001

hzpppm = 6. 3673e+01

nunfil = 1024

filraw="../../../doc/ manual /figure
s/raw | i pid-1.raw
filps="ps/fig-lipid-1.ps’

Chemical Shift (ppm)



PLOT 10: Breast spectrum using SPTYPE="breast-8’ (for water & lipids plus possibly chaoline).

"Conc." values in the top table are ratios of the metabolite resonance area to the unsuppressed water resonance area.
Data of: Centre of MR Investigations, University of Hull

91E- 03 1% 0.842 Lipl3
21E- 03 7% 0.115 Lip09
58E-04 13% 4. 3E-02 Lipl6
90E- 04 8% 6. 5E- 02 Lip21
. 85E-04 10% 4. 6E-02 Lip23
.48E-04 24% 1. 4E-02 Lip28
. 84E-03 3% 0.174 Cho

[32]
é LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
o
R T T T N T I N T T e T . Conc. 98D /L16+L0 Metabolite
' IR WARERIS L ‘ LA G ! A s ! 06E-02 1% 1.000 L16+L09+L13
® Lo .37E-03 1% 0.885 Lipl6+Lipl3
g n T 32E-03 6% 0.125 L28+L23+L21

PR rOBRP®POPR

DI AGNGCSTI CS
2info's RFALSI 4
Doi ng Wat er - Scal i ng

M SCELLANEQUS OUTPUT
FWAM = 0. 205 ppm S/IN= 32
Data shift = 0.029 ppm

Ph: 2 deg -0. 3 deg/ ppm
I NPUT CHANGES
. . | | | | | | | | . . . | | | | | | | | SPTYPE = 'breast-8’
S T | I N N O N (N N -T-TL I 2
. ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ , , , , , , PPMEND = -1.0
DONE=T
DOECC=T

deltat = 4.000e-04
hzpppm = 63. 862

nunfil = 2048
sddegp=1. sddegz=3.
filh2o="../../../doc/ manual /figure

s/ raw breast-1. h2o’
filraw="../../../doc/ manual /figure
s/ raw breast-1.raw
fil ps= ps/fig-breast-1.ps’

s e L L by
o 7vv’ MEXA o ’V‘: h /\# :VW’ /\\jVAj/:\V - V:VAf ,Vﬁ? -

38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 0.80 060 040 0.20 0.0 -0.20 -0.40 -0.60 -0.80
Chemical Shift (ppm)




PLOT 11: Liver spectrum using SPTYPE="liver-11’

"/Water" values in the top table are ratios of the metabolite resonance area to the water resonance area.
Data of: AMIR, Medical Physics, Dept. of Radiology, University Medical Center Freiburg

§ LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
N
———— ] Conc. %D /Vater Metabolite
% L o o o o L0 1 |1.19E+04 0% 0.466 L16+L09+L13
g 1.06E+04 1% 0.416 Lipl6+Lipl3
2. 99E+03 1% 0.117 L28+L23+L21
1. 01E+04 1% 0.397 Lipl3
1. 29E+03 2% 5. 1E- 02 Li p09
488. 562 6% 1. 9E- 02 Li pl6
1. 56E+03 1% 6. 1E- 02 Lip21

963.345 2% 3. 8E-02 Lip23
464.685 3% 1. 8E-02 Lip28
1. 76E+03 1% 6. 9E- 02 Li p53+Li p52
2.55E+04 0% 1.000 Water
0.504 843% 2. 0E-05 Cho
235. 842 3% 9. 2E- 03 Li p43
234. 290 3% 9. 2E- 03 Lip4l
676.109 16% 2. 7E-02 Li p53
1. 09E+03 10% 4. 3E-02 Li p52
30.341 25% 1. 2E-03 dycg

DI AGNCSTI CS
1 war ni ng MYCONT 17
1 info RFALSI 12

2 info's RFALSI 11

M SCELLANEQUS OUTPUT
FWAM = 0. 115 ppm S/IN = 740
Data shift =-0.015 ppm

Ph: 145 deg -0.7 deg/ ppm
I NPUT CHANGES

sptype = 'liver-171

pprend = -0.1 PPMST = 8.0

DELTAT = 2. 496e-04

hzpppm = 400. 3316

NUNFI L = 2048

roonmt = T

filraw="../../../doc/manual /figure
s/raw |iver-1.raw
FI LPS="ps/fig-liver-1.ps’

Chemical Shift (ppm)



PLOT 12: Use SPTYPE="mega-press-3’ for estimating GABA with MEGA-PRESS
Data of: Department of Psychiatry, MIND Research Network, University of New Mexico

LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39

Conc. %6D / NAA+NA Metabolite

0.898 6% 0.124 GABA
i ATl | Ul M 1.645 9% 0.228 dAn
‘ 3.053 4% 0.423 du
1.089 8% 0.151 GSH
6.505 1% 0.900 NAA
0.719 6% 0.100 NAAG
7.225 1% 1.000 NAA+NAAG
4.697 3% 0.650 G u+d@n
5.786 2% 0.801 GSH+A u+dn
1.184 6% 0.164 MD9
DI AGNOSTI CS
1info STARTV 24
4 info's RFALSI 12
1 info FINOUT 9
Doi ng Wat er - Scal i ng

M SCELLANEQUS OUTPUT
FWHM = 0. 038 ppm SIN= 32
Data shift = 0.052 ppm

Ph: -2 deg 1.0 deg/ ppm
I NPUT CHANGES

sptype = ' mega-press-3’

PPMST = 4.2

pprmend = 0.2

DONs = T

DELTAT = 8. 33e-04

hzpppm = 123. 26

NUNFI L = 2048

FI LPS=" ps/ fi g- mega. ps’

filraw="../../../doc/manual /figure
s/ raw nega. r aw

filh2o="../../../doc/ manual /figure
s/ raw mega. h20’
filbas = '/hone/sp/tnp/ new nexi co-

u/ mega- press-3t-1. basi s’

4.2 4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0 0.80 0.60 0.40
Chemical Shift (ppm)



PLOT 13: Use SPTYPE='csf’ with mainly cerebrospinal fluid, when the usual landmarks (NAA, cholines & Cr) are weaker

than Lac & Glc
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

© LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
¥ ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! Conc. %8D ! Cr Met abolite
0.184 72% 1.940 Al a
0.000 999% 0.000 Asp
.49E-02 82% 1.000 Cr
0.000 999% 0.000 GABA
2.483 13% 26.167 Gc
0.000 999% 0.000 G n
0.662 43% 6.975 du
0.000 999% 0.000 GPC
0.000 999% 0.000 PCh
0.212 74% 2.229 Ins
1.054 20% 11.104 Lac
.03E-02 153% 0.530 NAA
. 87E-03 999% 7. 2E- 02 NAAG
(44E-02 82% 0.468 Scyllo
0.000 999% 0.000 Tau
.26E-02 290% 0.132 -Cr CH2
0.292 46% 3.076 Qua
0.000 999% 0.000 GPC+PCh
. 71E-02 223% 0.602 NAA+NAAG
0.662 43% 6.975 A u+dn
0.000 999% 0.000 Lipl3a
0.000 999% 0.000 Lipl3b
0.000 999% 0.000 Lip09
0.815 41% 8.589 MWD9
0.000 999% 0.000 Lip20
1.179 44% 12.427 MRO
0.245 45% 2.581 MML2
0.594 53% 6.263 ML4
0.400 46% 4.221 MVLY
0.000 999% 0.000 Lipl3a+Lip13b
0.839 47% 8.844 MVL4+Li pl3a+L
0.815 41% 8.589 MWD9+Li p09
‘ 1.179 44% 12.427 MVRO+Li p20
] DI AGNOSTI CS
! 1info STARTV 20
! 7 info's RFALSI 11
! 3info's RFALSI 4
! 1 info TWOREG 8
1info FINOUT 9
40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 080 060 0.0 M SCELLANEQUS QUTPUT
Chemical Shift (ppm) FWHM = 0.012 ppm ~ S/IN= 3
Data shift = 0.000 ppm
Ph: 17 deg -8.5 deg/ ppm




PLOT 14: LCMgui display of a full slice of CSI data (from the Montreal Neurological Institute)
1 2 3 4 5 6 7 8
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Row#9 Col#10 PLOT 15: Strong artifact signals from outside the voxel ruin the quantification (at least

below 1.8 ppm). These artifacts must be avoided by using PPMEND=1.8 (in PLOT 16).
Data of: LCModel Users

o LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
- ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! Conc. %SD / Cr Met abolite
| | 5.56E-02 18% 1.288 Al a
} } 8.28E-03 109% 0.192 Asp
1 1 4.32E-02 11% 1.000 Cr
! ! 3. 68E- 03 166% 8. 5E- 02 GABA
! ! 7.53E-03 76% 0.175 Ac
‘ l 2.14E-02 134% 0.496 dn
] il (I B Y A | i A 5.99E-02 39% 1.387 Qu
1 0.000 999% 0.000 GPC
1.27E-02 15% 0.294 PCh
3.34E-02 24% 0.775 Ins
0.000 999% 0.000 Lac
.15E-02 15% 0.961 NAA
. 01E-03 260% 7. 0E- 02 NAAG
.41E-03 73%5.6E-02 Scyllo
.55E-02 31% 0.591 Tau
0.000 999% 0.000 - Cr CH2
0.000 999% 0.000 Gua
.27E-02 15% 0.294 GPC+PCh
.45E-02 18% 1.031 NAA+NAAG
.13E-02 34% 1.884 du+Gn
0.474 15% 10.984 Lipl3a
0.000 999% 0.000 Lipl3b
0.000 999% 0. 000-Li p09
0.000 999% 0.000 MVD9
.75E-02 47% 1.563 Lip20
0.000 999% 0.000 MVRO

. 01E- 07 999% 1. 4E-05 MVL2
. 99E- 05 999% 1. 2E- 03 MML4
0.000 999% 0.000 MVL7
0.474 15% 10.984 Lipl3a+Lipl3b
0.474 15% 10.985 MVL4+Li pl3a+L
0.000 999% 0.000 MVD9+Li p09
.75E-02 47% 1.563 MVRO+Li p20

NO DI AGNCSTI CS

M SCELLANEQUS OUTPUT
FWHM = 0. 061 ppm SIN= 2
Data shift = 0.084 ppm
Ph: 41 deg -5.9 deg/ ppm

T T T T T T T T T T T T T T T T T T T | NPUT CHANGES
4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2..2 ?.0 18 16 14 12 1.0 0.80 0.60 0.40 PPVEND= . 2
Chemical Shift (ppm) deltat= .001

hzpppm= 63. 664



Row#9 Col#10 PLOT 16: Same data as in PLOT 15, but with PPMEND=1.8 to avoid the strong artifacts.

Data of: LCModel Users

Ref.: Magn. Reson. Med. 30:672-679 (1993).

16-November-2013 19:39

< LCModel (Version 6.3-1E) Copyright: S.W. Provencher.
©
© Conc. 8D /O Metabolite
6.35E-03 79% 0.165 Asp
3. 85E-02 9% 1.000 Cr
od LU AR P D Aalt NS VB IR AR N LWV Y Y 4. 06E-03 83% 0.106 GABA
' 7.04E-03 45% 0.183 dc
0.000 999% 0.000 G n
3.72E-02 31% 0.966 Au
N 0.000 999% 0.000 GPC
I3 .19E-02 10% 0.309 PCh
.94E-02 16% 0.764 Ins
.62E-02 10% 0.939 NAA
0.000 999% 0. 000 NAAG
.10E-03 47%5.4E-02 Scyllo
.27E-02 18% 0.591 Tau
0.000 999% 0.000 -CrCH2
0.000 999% 0.000 Gua
.19E-02 10% 0.309 GPC+PCh
.62E-02 10% 0.939 NAA+NAAG
.72E-02 31% 0.966 u+dn
! 0.000 999% 0.000 MW0
. DI AGNCSTI CS
! 1 warning MYBASI 41
[ T T e e T I (e A R N R s N o T ] 2 info's RFALSI 11
1 2 info's RFALSI 4
! 1info TWOREG 8
M SCELLANEQUS OUTPUT
! FWAM = 0.054 ppm S/N= 3
f Data shift = 0.077 ppm
; ; Ph: 23 deg -22.3 deg/ ppm
. . I NPUT CHANGES
! | PPMVEND= 1.8
} } del tat= .001
1 | hzpppm= 63. 664
! ! i col en= 10
' ' icolst= 10
1 1 i page2= 0
! ! i rowen= 9
! ! irowst= 9
3 3 islice= 1
' ' ndcol s= 16
N N N N ndrows= 16
3.2 3.0 2.8 2.6 2.4 2.2 2.0 nunfil= 1024 _
Chemical Shift (ppm) filbas= '/hone/ Sp/ t ITp/ | cnl basi s- se
t s/ st eani si enens_steam t e20_t m0O

~99c. b

asi s



PLOT 17: Total failure (due to grossly incorrect referencing constraint with PPMSHF).
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
Lo
N . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . .
Conc b /O Met abolite
0.000 999% 0.000 Al a
0.000 999% 0.000 Asp
0.000 999% 0.000 Cr
0.282 107% 0.000 GABA
0.000 999% 0.000 A ¢
0.000 999% 0.000 G n
32.623 11% 0.000 Gu
0.000 999% 0.000 GPC
! 0.000 999% 0.000 PCh
oA [ A LI I R I i ! | | I 17. 853 9% 0.000 Ins
‘ 0.000 999% 0.000 Lac
0.000 999% 0.000 NAA
0.000 999% 0.000 NAAG
7.47E-02 132% 0.000 Scyllo
> 0.473 104% 0.000 Tau
0.000 999% 0.000 -CrCH2
0.000 999% 0.000 Qua
0.000 999% 0.000 GPC+PCh
0.000 999% 0.000 NAA+NAAG
32.623 11% 0.000 G u+G@n
0.000 999% 0.000 Lipl3a
1.731 91% 0.000 Lipl3b
0.272 280% 0.000 Lip09
0.000 999% 0.000 MWD9
3.22E-04 999% 0.000 Lip20
0.000 999% 0.000 MVRO
5.96E-05 999% 0.000 MvL2
0.000 999% 0.000 MVL4
2.59E-04 999% 0.000 MVL7
1.731 91% 0.000 Lipl3a+Lipl3b
1.731 91% 0.000 MVL4+Lipl3a+L
0.272 280% 0.000 MWD9+Li p09
3.22E-04 999% 0.000 MVRO+Li p20
DI AGNOSTI CS
1info STARTV 24
3info's TWOREG 8
1info TWOREG 9
1info FINOUT 9
M SCELLANEQUS OUTPUT
! FWHM = 0. 220 ppm SIN= 4
T Data shift = 0.393 ppm
4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0 080 060 0.40 Ph: 50 deg -31.2 deg/ ppm

Chemical Shift (ppm) | NPUT CHANGES

PPVBHF=. 4



PLOT 18: Reject spectra with strongly bent baselines.
Data of: Biomedizinische NMR Forschungs GmbH, Goettingen

o LCModel (Version 6.3-1E) Copyright: S.W. Provencher. Ref.: Magn. Reson. Med. 30:672-679 (1993). 16-November-2013 19:39
” . Conc. %D /Cr Met abolite
o N e e e E e b b b e i e nd WL T oo (] ©0-000 999% 0.000 Ala

o A A el i AL S B T B s WA A W P A PP AT AL AP eV 0.000 999% 0.000 Asp
UL A W R R I T T N R Y Yl 15.503 3% 1.000 Cr
! 2.012 44% 0.130 GABA
3 ‘ 4.498 18% 0.290 Gc¢
- ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! 3.678 39% 0.237 dn
! 7.414 19% 0.478 Qu
! 0.000 999% 0.000 GPC
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ! ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ 2.716 5% 0.175 PCh
7.631 7% 0.492 Ins
1.519 40% 9. 8E-02 Lac
12.025 4% 0.776 NAA
3.409 15% 0.220 NAAG
0.632 23%4. 1E-02 Scyllo
5.540 21% 0.357 Tau
0.355 161% 2. 3E-02 - Cr CH2
0.000 999% 0.000 Gua
2.716 5% 0.175 GPC+PCh
15.434 4% 0.996 NAA+NAAG
11.092 18% 0.715 du+dn
1.823 392% 0.118 Lipl3a
1.162 154% 7. 5E-02 Li p13b
0.719 240% 4. 6E- 02 Li p09
7.182 33% 0.463 MWD9
0.396 262% 2. 6E- 02 Li p20
11.078 36% 0.715 M0
2.085 48% 0.135 MML2
6.238 46% 0.402 MML4
3.366 53% 0.217 MML7
2.985 199% 0.193 Lipl3a+Li p13b
11.308 52% 0.729 MVL4+Lipl3a+l
7.902 27% 0.510 MVD9+Li p09
11.473 33% 0.740 MVRO+Li p20
DI AGNCSTI CS
1info RFALSI 12
4 info's RFALSI 11
1info FINOUT 7

M SCELLANEQUS OUTPUT
FWHM = 0. 046 ppm SIN = 13
Data shift = 0.017 ppm
Ph: 4 deg - 3.4 deg/ ppm

4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0 0.80 0.60 0.40

Chemical St (bpm) hzpppm=84 L?NPUITPS;EAQ%S

nunfil =2048 del t at=. 0005



Select PostScript Display or Print Command

kHelcome to LCMgui {the graphical user interface to LCModel),
LCModel/LCMzui have not yet been fully installed on this account,

The installation & Test Runs are starting,

The LCModel test results are summarized on 4 pages {(usually only 1 or 2 pages)
of PostScript output. which are automatically displayed by the command in the
green field below,

First try clicking the "Continue" button below to use the default
display command "evince",

If this fails, see Chapter 4 of the manual ($HOME/, lcmodel/doc/manual,pdf )
for installing "evince" or entering an alternative display command {(e,g.. "okular"}
in the green field below, You can also exit LCMgui and use the Linux command “ps2pdf"
or Adobe Acrobat Distiller to produce a PDF file,

The above displays allow printing: so a print command (typically "lpr")
below is usually not necessary,

Enter display {(or print} command: _
Cont inue | Abort LCMzui |

Figure 4.1: Here you enter your command for displaying or printing PostScript files.

Select your GE Signa LX Raw "P" File.

Directories: iJEiles:
Ok
[/home/sp/tmp/chla/0210 g Ip*.? P=,7 P=,7.,77 EI

&/ P0O2560.7 ﬂl

(> home PO2560_1.7 Show Hidden
Ersp P03072.,7 4 Files

= top PO4096,7

Eychla P0S192.7

i 2 P0O9728.7
&1 export PO9728_1.7

P09728_2.7
P11776.7
P12800,7
P13824,7
P24576,7
P26112,7
P28160,7
P30208.7
P39424,7
P42496,7
P45056,7
P48640,7
P49664,7
p-wrong-type,7?

List Files of Type:

| 3

Figure 6.1: The File Selector, shown here for GE LX files




= ]| Wrong file type? Try again. 0

The following fatal error(s) occurred while trying to convert your Gel x file,
/tmpfchla/0210/p—wrong-type.7

=** Error reading start of header in: Amp/chla/0210/p—wrong-type.7

|5 this file of the correct type? ***

'ou probably selected the wrong type of file.
Click on "Retry" below to try selecting again.

Retry i Abort LCkgui E

Figure 6.2: You selected a file of the wrong type in the File Selector

Select your data type

Click on the button appropriate for your data:

Bruker "fid" file {if necessary., converted by you to analog mode with Bruker's "convdta"}

GE 5.x Signa 5.x Raw "P" files or Spectrum "G" files

GE L¥ Signa LX {or higher) Raw "P" files

Marconi {formerly Picker. now Philips)} Versions 9,x--10,2B "dump" files,

Philips "*,SDAT" files,

Siemens *,rda file {transferred from syngo PC} or Vision "raw" file {(from old Sun console}

Toshiba DICOM (V7.xx-} or rawData (V¥4,10-¥6,30) files

Varian "fid" files

Other including versions other than above. such as the old Siemens SP

CERRRDEER

Figure 6.3: Note that GE Signa 5.x and LX have distinct buttons.



=) Control Paraneters |

¥ou can change any parameters below.
‘When you are satisfied, click on "Run LCModel” at the bottom.
(Mon-Expert users with single-voxel data can often click on "Run LChModel” immediately.)

TITLE: [vol 777 {02.10.07~1308:18-DST-1.3.12:2.1107.52.1416505) Series/Acq=6/1 (2002.10.07 18.27) csl_se_135 MS_8_ TR/TEMS=£000135/4, 6.3mL (1 0317, B0kg] RESEARCH CLINIC,

Analyzing spectrum from: |4.0 = ppm, down to: |1.8 = ppm

BASIS file: |fSPf5pf.\cmudel/has\stelsfswemensipressite1Sﬁjﬂehasws _

W Do eddy—currsntcnrrectmn| _1 Da water—scahng|

Save File types | to directory: [JSPISplCHonelsavedol 77706 1 Reconfigure

Only for Multi-Voxel or Multi-Channel data files: Total data Columns: - Selecting Columns - through - for Preview and then Analysis.
Total data Rows: - Selecting Rows - through - for Preview and then Analysis.
Total data Slices: - Selecting Slice - for Preview and then Analysis.

Advanced Settings

Run LCkodel | Preview Data Reload Data Exit LCMgui

Figure 6.4: The Control Parameters Window

Instructions

Select your Siemens UNSUPPRESSED WATER
REFERENCE file corresponding to the following
water-suppressed file that you just selected:

homedspstnp/nni/0302/fras_ns,rda

Instructions:

(1) Click on each sub-directory and press "Enter":
{2} Double-click on your data file,

Figure 6.5: The instructions-part of the File Selector for the unsuppressed water
reference.

Exit Query

Exit & Save | Exit normally. saving your changes.,

Do not exit l Resume your session,

Exit & Forget I Exit without saving your changes,

New Profile I Create a new User Profile & Exit,

Figure 6.6: Here you decide how to save the settings from this session.



Figure 7.1: The Install License Window (with Sun, SGI or DEC/Compaq)

Figure 7.2: The Control Parameters Window



Save File types

W TABLE {compact tables}

W PS {(necessary PostScript output)
W CSY (CSY format for Spreadsheets?
[TCONTROL {input Control Parameters)

|7 COORD {coordinates for plots}
[T PRINT {detailed output dump?}
|7 CORAW {corrected output ,RAW file?
" RAKW {water-suppressed input}

[TH20 {unsuppressed water input?

Figure 7.3: You get this menu when you click the “Save File Types” button
in Fig. 7.2.

=g Configure Save Directory |7

Here you configure the structure of the default directory where your LChodel results will be saved.
(It will then be offered in the "Cantrol Parameters” window.)

The configuration is constructed by one or more successive elements that you select below.

Clicking on the green "Append" buttons below will append elements, most that will change with each spectrum, yielding unigue directories.

‘You can also enter fixed elements in the green field below and click on "Append Entry”. This can also be a single /" to separate subdirectory names.
The yellow field shows the Save Directory that you have constructed so far.

Click on "Start Over” to clear the yellow field and start constructing again.

30, you can experiment and undo any errors by clicking "Start Qver”,

If the yellow field ends with ".*", e.g,, "../name.*", then your files will be archived in name.table, name ps, efc, instead of name/table, name/ps.

Click on "Cancel” to cancel your changes here and keep the old configuration.

Click on "Set Configuration” below when you are satisfied with the configuration in the yellow field.
This will then also be used for future default Save Directories.

Click on "Restore Default” below o restore the original default Save Directory configuration for your data type (Bruker).

Default Save Directory:/SP/sp/lcmodelfsaved!

- QOriginal Data Directory:itmpflcm/binary—data/brukerr0107/
Enter a fixed element: [BRTAAGMOGE] | Append Enry |

Start Qver | Constructed Save Directory: (/tmp/lcmdbinary—data/bruker/rd107/pdataflcmodel

Cancel Set Configuration Restore Default

Figure 7.4: The window for permanently reconfiguring the structure of (Bruker)
Archive Directories.



=] Configure Save Directory I

Here you configure the structure of the default directory where your LChodel results will be saved.
(It will then be offered in the "Control Parameters” window.)

The configuration is constructed by one or more successive elements that you select helow.

Clicking on the green "Append" buttons below will append elements, most that will change with each spectrum, yielding unigue directories.

‘You can also enfer fixed elements in the green field below and click on "Append Entry”. This can also be a single /" to separate subdirectory names.
The yellow field shows the Save Directory that you have constructed so far.

Click on "Start Over” to clear the yellow field and start constructing again.

3o, you can experiment and undo any errors by clicking "Start Qver”,

If the yellow field ends with ".*", e.g., "./name.*", then your files will be archived in name.table, name.ps, etc, instead of name/table, name/ps.

Click on "Cancel” to cancel your changes here and keep the old configuration.

Click on "Set Configuration” below when you are satisfied with the configuration in the vellow field.
This will then also be used for future default Save Directories.

Click on "Restore Default” below to restore the original default Save Directory configuration for your data type [ Siemens).

Append | Default Save Directory:/SP/sp/lcmodel/saved/

Append | Original Data Directory: /tmp/flcm/binary—data/siemens/

Enter a fixed element: |* Append Entry §

Append | PatientMame: ivol 2401
Append | Tail of DataSetld: {145

Start Qver | Constructed Save Directory: /SP/sp/lcmodel/savedivol_2401_148.*

Cancel Set Configuration Restore Default

Figure 7.5: The window for permanently reconfiguring the structure of (Siemens)
Archive Directories.

=] ]| Advanced Settings [F|=

View/Edit Control Parameters

Change Control-Defaults file ()

Change Preprocessor ()

Change Execution Script (standard)

Change LCMgui Settings

Figure 7.6: You get this menu when you click the “Advanced Settings” button in
Fig. 7.2.



=] View/Edit Control Paraneters

[Z5]
Below are the Control Parameters that will be used in the CONTROL file.
If necessary, you can change, add or delete these in the window below.
Ok Click on "OK” when you are satisfied with the values below.
Restore | Click on "Restore” to cancel any changes that you have made below.
deltat= 5.120e-04
doecc=t
filbas= "SP/spflcmodel/basis-sets/ge_steam_te30_35hbasis’
filps= 75P{sp/lcmodeltemp/D4d-00h-51m-515-834pid/ps’
filraw= “5P/sp/.lcmodeltemp/04d-00h-51m-5135-834pid/met/RAMW/”
key= 123456783
nunfil= 2048
owner= "My Laboratory, My City”
ppmend= 1.0
phmmst= 385
sddegp= 2.
title= "Exam #6089-8 |D=FKESSLE1 08/03/98 16:26 steamcsi TE=30 TG/R1/RZ=96/6/30 2.0mL G01257.001.0000FKESSLET
SDDEGZ=6.0
HZPPPIvi=63.87
Further restrictions for editing above:
(1) filraw, filps, etc., contain temporary flenames assigned by LChgui. Do not change these,
(Z) Each line must contain exactly one assignment; e.g., you can enter
nomit=1
chomit="Glyc’
but not
nomit=1, chomit="Glyc’
{3) Do not assign a value to the same Control Parameter element twice. This is easy to see, since they are listed alphabetically.
Figure 7.7: You can view, edit, delete or add all Control Parameters here.
== Save Changes? o

Below are listed additional changes to Control Parameters that you have made.
Lines starting with ‘Removed:" show deletions that you have made.

Click "Save Changes” below to save these changes to a new modified Control-Defaults file.
In later sessions, you can then optionally select this (or another) Control-Defaults file
to automatically set the defaults to these values, so that you do not have to enter them again.

Click on "Do Mot Save Changes™ to continue this analysis using your changes. but not saving them.

Save Changes Do Mot Save Changes Abort LChigui §

hzpppm= E3.87
sddegz= 6.0
doecc= T

Figure 7.8: You can save all the Control Parameters, including your modifications,
for optional use as starting defaults in the future.



New Control-Defaults Filenane ||

In the green field below, enter the new Control-Defaults filename where your changes are to be saved.

=1

In the window at the bottom, are flenames of any Control-Defaults files that already exist.
Be careful not to enter one of these names in the green field, unless you want to overwrite the old file.

Typical special Control-Defaults and their flenames might be "longTE" or "calibrate—with—-MNAA".

Mew filename: : g-files-ecc

Click on "Save” below to save your changes in the green file.
You can then select these Control-Defaults later by clicking on "Advanced Settings” in the "Control Parameters™ window.

Click on "Use Next Time" below to save your changes in the green file, and to also automatically use these as defaults in the future.

Click on "Do Not Save” to continue with this analysis using your changes, but not saving them.

Save Use Mext Time Do Mot Save i

bascal-gpc—pch
m

bmi4
bm14-tumor
bnz
Bnz—tumor

Figure 7.9: Here you enter a name for the file which will store your Control Parameters

for optional future use.

=4 Select Control-Defaults file =

Below is a list of "Control-Defaults” files, i.e,, files with changes
to Control Parameters that you may have saved from previous sessions.
“ou can choose to have one of these Control-Defaults files provide the
starting default values for this present session (and future sessions).
In this wary, you do nat have to repeat the changes every sessian.

The selected Control-Defaults file (if any) that has been used so far in
this session is shown in green, right below "Selected File:".
You can select anather file by clicking on its name below.

Click on "Do Mot use any file” below to use no Control-Defaults file at all.

Click on "Use Selected File” below when you are satisfied with the green file.
(An empty green field means that no file will be used.)

You can later check (and edit)] the Control Parameters resulting from your selection
in the "view/Edit Control Parameters” window in the "Advanced Seftings” menu.

The files can be viewed in their directory:
{5Pfspilcmodel/profiles/1/control-defaults

Selected File:

bascal-gpc—pch
hrnin

bm14
hm14-tumor
bnz

hnz-tumor

lUse Selected File Do Mot use any file

Figure 7.10: Here you select the Control-Defaults file to be used now and in the
future.



=i New User Profile Name |

In the green field below, enter the new User Profile name where your default settings are to be saved.

In the window at the bottom, are your Liser Profile names that alreacdy exist,
Ifyou enter one of these names in the green field, then you will ovenwrite this old User Profile with your current one,

Mew filename: |toshiba

Click on "Save” below to create the User Profile that you entered in the green field above.
Click on "Cancel” to continue using your old User Profile, without creating a new one.

In either case, your default settings will be saved to the chosen User Profile before exiting normally.

Save § Cancel
1

hruker
chla
test
test-ds
ttsh

Figure 7.11: At the end of a session, you can select a new User Profile where all of
your settings from the session will be saved.

=1 | Select User Profile 7]

Below is a list of your User Profiles.
The selected User Profile is shown in green, right below "Zelected Profile.”

You can select another User Profile by clicking on its name helow.

Click on "Use Selected Profile™ below when you are satisfied with the green Profile.

Selected Profile:
toshiba

El
hruker
chla
fest
test-ds
toshiba
ttsh

Ise Selected Profile

Figure 7.12: At the start of a session, you select the User Profile to be used.



Preview Data

You can change any parameters below,
khen wou are done, click on "Run Previeuw" below

{Note that. in contrast to LCModel. this Preview does not reference the data.
However. it will attempt an eddy-current correction with GE P-files and Marconi/Picker
files.,}

aj

xJ

Plotting data from: 4,0 = ppm, down to: (0.2 = PRm

W Plot absolute value of spectrum

W Plot time-domain data

W Plot spectrum, with zero-order and first-order phase corrections: - degrees, and: - deg/ppn

- Second display or plot comand: [FEI———

® Display or print the plot vith the connand: VRGBT

Run Preview Cancel Preview and Continue

Figure 7.13: Here you can set and execute your commands for printing and/or plot-

ting previews of your data.

=1 Select Execution Script file 5]

Below is & list of possible Execution Scripts, which will be executed to
run LChiodel.

The selected Script that will be used is shown in green,
right below "Selected File:".

ou can select another Execution Script for this (and future) sessions
by clicking on its name below.

Click on "Use Selected File” below when you are satisfied with the green file.

Selected File:

i Use Selected File

Figure 7.14: Here you can select the Execution Script that will be started by LCMgui.



== Select Preprocessor |

Below is a list of "Preprocessor” programs.
You can select one of these programs to further madify the Cantrol Parameters

just before LChdodel runs.
Some possibilities (such as using your unsuppressed water reference for
absolute concentrations) are discussed in the LChodel hanual.

The Preprocessor pragram (if any) that has been used so far in this session
is shawn in green, right below "Selected File:",
%ou can select another Preprocessor by clicking on its name below.

Click on "Do Not use any file” helow to use no Preprocessor at all.

Click on "Use Selected File” below when you are satisfied with the green file.
(Mo entry in the green field means that no Preprocessor will be used.)

“ou can later check (and edit) the Control Parameters resulting from wour selection
in the "Wiew/Edit Control Parameters” window in the "Advanced Settings” menu.

The Preprocessor files are in the directary:
{SP/spflcmodel/gel<preprocessors

Selected File:

change-phase—priors
select—frames
set—3t-bandwidth

Lise Selected File Do Mot use any file

Figure 7.15: Here you can view and/or change the Preprocessor that will be used by
LCMgui.



