LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080234.D

Acq On : 30 Jun 2015 14:13

Operator : TP/1Z

Sample - PB84280BL

Misc :

ALS Vial : 5 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-BF061715_.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 5.499 209 211 217 rBvV 154133 148625 12.93% 1.894%
2 5.899 243 246 248 rBV 684099 722962 62.88% 9.211%
3 6.893 330 333 335 rBY 819605 759443 66.05% 9.676%
4 7.053 345 347 349 rBV 915777 786546 68.41% 10.021%
5 7.282 365 367 370 rBV 195309 191386 16.64% 2.438%

7.442 379 381 384 rVB 675528 596168 51.85% 7.596%
7.842 414 416 418 rBvV 588117 461540 40.14% 5.880%
270136 257160 22.37% 3.276%
9.648 572 574 577 rBV 711082 878798 76.43% 11.197%
10.345 633 635 638 rBB2 307736 297237 25.85% 3.787%
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11 11.145 703 705 707 rBV 629646 566275 49.25% 7.215%
12 11.865 766 768 771 rBV2 241195 318069 27.66% 4._.052%
13 13.648 922 924 927 rBV 1138031 1149829 100.00% 14.650%
14 15.008 1041 1043 1046 rBvV 292504 358837 31.21% 4.572%
15 16.985 1213 1216 1221 rBV 253596 355921 30.95% 4 _535%

Sum of corrected areas: 7848796
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080234.D

Acq On : 30 Jun 2015 14:13

Operator : TP/1Z

Sample - PB84280BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080234.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080234.D

Acq On : 30 Jun 2015 14:13

Operator : TP/1Z

Sample - PB84280BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.50 15.53 ng 148625 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 211 (5.499 min): BF080234.D (-209) (-) m/z 43.10 100.00%
43
59
5000
ae 520 540 560 580
83 : : : :
...,....,....,....','::..??.rl,....,....,.~...,...:,|....,....,....,....,...., m/z 59.10 56.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U RS LN S R
520 5.40 5.60 5.80
59 101 m/z 101.10 19.66%
s | s | s 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 520 540 560 580
5000 m/z 58.10 17 .59%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e M
59 520 5.40 5.60 5.80
m/z 41.10 8.43%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w U LN S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080234.D

Acq On : 30 Jun 2015 14:13

Operator : TP/1Z

Sample - PB84280BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2 unknown7.05 Concentration Rank 1

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

7.05 82.19 ng 786546 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 347 (7.053 min): BF080234.D (-345) (-) m/z 132.10 100.00%
132
5000 68
40 | % " 680 7.00 720 7.40
54 - - - -
e TS s W Tw/z 68.10  37.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R NI NI N I
6.80 7.00 7.20 7.40
21 51 78 m/z 134.10 32.51%
‘ L H | L
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Abundance
132
" 680 7.00 720 7.40
5000 67 m/z 66.10 22.81%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Aaa m e ER.
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 14 _.75%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN § N G
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080234.D

Acq On : 30 Jun 2015 14:13

Operator : TP/1Z

Sample - PB84280BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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]
2-Pentanone, 4-hy... 5.50 15.5 ng 148625 1 7.28 191386 20.0
unknown? .05 7.05 82.2 ng 786546 1 7.28 191386 20.0
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