LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078462.D

Acq On : 13 Apr 2015 16:13

Operator : TP/1Z

Sample : G1787-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1.244 4 5 27 rVB3 95711 395203 10.21% 3.934%
1.507 27 28 35 rvw 298034 503908 13.02% 5.016%
rvB 1724957 3870525 100.00% 38.531%
4.490 287 289 299 rVB 34762 50803 1.31% 0.506%
5.084 339 341 347 rBV 383774 463867 11.98% 4.618%
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6.422 456 458 461 rBvV 347023 465786 12.03% 4.637%
6.536 466 468 471 rBvV 394122 498654 12.88% 4.964%
6.833 491 494 496 rBvV 137030 159499 4.12% 1.588%
7.016 508 510 512 rBV 349897 346212 8.94% 3.447%
7.530 552 555 557 rBvV 330960 289458 7.48% 2.882%

=
QO ~NO®

11 8.410 629 632 634 rBvY 194391 219758 5.68% 2.188%
12 9.759 747 750 752 rBV 527481 542766 14.02% 5.403%
13 10.559 818 820 823 rVB 198367 263562 6.81% 2.624%
14 11.542 903 906 908 rBV 325017 369361 9.54% 3.677%
15 12.388 978 980 983 rBV 294896 279714 7.23% 2.785%

16 14.377 1151 1154 1157 rBV 643037 646951 16.71% 6.440%
17 15.645 1263 1265 1268 rVB 322935 340114 8.79% 3.386%
18 17.383 1414 1417 1420 rBV 251747 339166 8.76% 3.376%

Sum of corrected areas: 10045307
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF041315\

- BF078462.D

- 13 Apr 2015 16:13

- TP/I1Z

- 61787-13

- 4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078462.D

Acq On : 13 Apr 2015 16:13

Operator : TP/1Z

Sample - G1787-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

1.24 49.56 ng 395203 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 5 (1.244 min): BF078462.D (-4) (-) m/z 73.10 100.00%
<}
5000 43
55 87 O —
37 1.30 1.40 1.50 1.60
A e o L B L B W m/z 43.10 37.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 53 55 1,30 140 150 160
87 m/z 55.05 24 .76%
T "'I""HI??"“"J 49" "(lﬂ"(??'l"l HUR |""ﬁo}"'|
m/z--> 10 40 50 70 80 90 100
Abundance
73
no g 87 1,30 140 '1'!56' 160
5000 m/z 87.05 24 .69%
29
15 67 97
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide AR R REEE L
30 130 1.40 1.50 1.60
73 m/z 41.00 12.12%
5000
44 58
18 “
"w"“ll'ﬁ' "?ﬁw“w'|'“'|"'w""|”"|"“|""| HRSAR IR IUURAE I L I
m/z--> 10 20 30 40 50 70 80 90 100 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078462.D

Acq On : 13 Apr 2015 16:13

Operator : TP/1Z

Sample - G1787-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.49 6.37 ng 50803 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 3-0Octanol 130 C8H180 000589-98-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 289 (4.490 min): BF078462.D (-287) (-) m/z 43.10 100.00%
a3
59
5000
101 U U L L
49 | 83 | 4.20 4.40 4.60 4.80
SENEEEEBEEEEENBSESEMAY 1 MY | NS SRS MMM m/z 59.10 53.72%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LN I L
59 420 440 4.60 4.80
m/z 101.10 19.43%
15 31 101
25 77 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
420 440 460 480
5000 m/z 58.00 18.51%
55
37, 49 65 71 77 83 08
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone e
43 4.20 4.40 4.60 4.80
m/z 41.10 9.68%
5000
15
58
27
"W?'”Ii"P'HH"”HI”'I”"P"W'”'I”"P"W"”I' USRS LR L L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078462.D

Acq On : 13 Apr 2015 16:13

Operator : TP/1Z

Sample - G1787-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown6.54 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

6.54 62.53 ng 498654 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 468 (6.536 min): BF078462.D (-466) (-) m/z 132.00 100.00%
132
5000 68
96 USRS SRR AR
40 5y 28 06 6.20 6.40 6.60 6.80
e B m/z 68.10 44 _40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SR AR
6.20 6.40 6.60 6.80
m/z 134.00 30.46%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.20 640 660 6.80
5000 m/z 66.10 27 .80%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 n
Abundance #48639: Tranylcypromine- proplonyl e ARRRNEEEEE SR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 18.05%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 SN W § G
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078462.D

Acq On : 13 Apr 2015 16:13

Operator : TP/1Z

Sample : G1787-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.24 49.6 ng 395203 1 6.83 159499 20.0
2-Pentanone, 4-hy... 4.49 6.4 ng 50803 1 6.83 159499 20.0
unknown6 .54 6.54 62.5 ng 498654 1 6.83 159499 20.0
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