LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF052915\
Data File : BF079563.D

Acq On : 29 May 2015 16:33

Operator : TP/1Z

Sample - PB83635BL

Misc :

ALS Vial : 6 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-BF052615.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 1.553 31 32 40 rBvV 1251932 2018983 33.58% 7.287%
2 1.656 40 41 78 rVB 2678667 6011644 100.00% 21.697%
3 4_.673 302 305 317 rvB 56533 97863 1.63% 0.353%
4 5.233 351 354 366 rBV 1291433 1922359 31.98% 6.938%
5 6.547 466 469 477 rBV 1954191 1888197 31.41% 6.815%

6.662 477 479 482 rBV 1715247 1966833 32.72% 7.099%
6.948 502 504 507 rBV 501404 525090 8.73% 1.895%
7.130 518 520 523 rBV 1177226 1551768 25.81% 5.601%
952619 1154350 19.20% 4.166%
8.525 640 642 645 rBvV 659509 709153 11.80% 2 .559%
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11 9.874 758 760 763 rBV 2117106 2344053 38.99% 8.460%
12 10.696 829 832 834 rBV 764417 830255 13.81% 2.997%
13 11.668 915 917 920 rBV2 1253628 1562866 26.00% 5.641%
14 12.525 989 992 995 rBV 906807 853485 14.20% 3.080%
15 14.514 1164 1166 1169 rBV 1862889 2613325 43.47% 9.432%

16 15.806 1276 1279 1282 rBV 785188 827497 13.76% 2.987%
17 17.589 1432 1435 1438 rBV 638616 829232 13.79% 2.993%

Sum of corrected areas: 27706953
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\Data\BF052915\

BF079563.D

29 May 2015 16:33

TP/1Z

PB83635BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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\BF052915\
Data File : BF079563.D

Acq On : 29 May 2015 16:33

Operator : TP/1Z

Sample - PB83635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.67 3.73 ng 97863 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Nonanone 142 C9H180 000821-55-6 9

Abundance Scan 305 (4.673 min): BF079563.D (-302) (-) m/z 43.00 100.00%
43
59
5000
T om0 450 4B 500
83 : : :
...,....,....,....,....','::..??.-.'.,....,....,.'...,...:,|....,. m/z 59.00 57.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L R R R
59 440 460 480 5.00
m/z 101.00 21.27%
15 31 101
25 7 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.00 16.99%
15
58
) 27
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3164: 4-Penten-2-one, 4-methyl-
43 440 4.60 4.80 5.00
m/z 41.00 8.03%
5000
el 1 0% g6 1 oy %
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF052915\
Data File : BF079563.D

Acq On : 29 May 2015 16:33

Operator : TP/1Z

Sample - PB83635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 unknown6.66 Concentration Rank 3

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

6.66 74.91 ng 1966830 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 479 (6.662 min): BF079563.D (-477) (-) m/z 132.00 100.00%
132
5000 68
96 IR IR LN L U
40 54 28 06 6.40 6.60 6.80 7.00
e B m/z 68.10 42 .15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R I I L
6.40 6.60 6.80 7.00
m/z 134.00 32.08%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 27 .02%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl EEEE A Emae
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.60%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF052915\
Data File : BF079563.D

Acq On : 29 May 2015 16:33

Operator : TP/1Z

Sample - PB83635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.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... 4._67 3.7 ng 97863 1 6.95 525090 20.0
unknown6 .66 6.66 74.9 ng 1966830 1 6.95 525090 20.0
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