LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081895.D

Aca On : 30 Sep 2015 3:55

Operator : UM/I1Z

Sample - PB85832BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF092815.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 heiaht area % max. total
1 2.228 6 8 11 rBV 23390 28946 1.30% 0.146%
2 5.120 257 261 267 rBV 557065 825551 36.98% 4.162%
3 5.520 293 296 298 rBVY 1521458 1485025 66.51% 7.486%
4 6.537 383 385 388 rBVY 1291543 1932368 86.55% 9.741%
5 6.686 395 398 400 rBY 2080473 2148642 96.24% 10.832%

6.914 416 418 430 rVB 355477 627451 28.10% 3.163%
7.074 430 432 434 rBV 1868124 1734461 77.69% 8.744%
7.486 466 468 470 rBV 1051580 1076316 48.21% 5.426%
8.206 529 531 551 rBV 580407 688948 30.86% 3.473%
9.280 623 625 628 rBVY 1900499 2232652 100.00% 11.255%

=
QO ~NO®

11 9.966 682 685 687 rBvV 657249 753671 33.76% 3.799%
12 10.755 751 754 774 rBV 1218109 1488780 66.68% 7.505%
13 11.452 813 815 839 rBvV 768914 895678 40.12% 4_.515%
14 13.041 952 954 957 rBV 2120028 2198625 98.48% 11.084%
15 14.092 1044 1046 1064 rBV 741113 1044665 46.79% 5.266%

16 15.567 1172 1175 1194 rBV 339728 674882 30.23% 3.402%

Sum of corrected areas: 19836661
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081895.D

Aca On : 30 Sep 2015 3:55

Operator : UM/I1Z

Sample - PB85832BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081895.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081895.D

Aca On : 30 Sep 2015 3:55

Operator : UM/I1Z

Sample - PB85832BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.12 26.31 ng 825551 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 261 (5.120 min): BF081895.D (-257) (-) m/z 43.05 100.00%
43.0
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1 1N | MM P S m/z 59.10 61.68%
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3099: 5-Hexen-2-one
43.0 4.80 500 5.20 5.40
m/z 41.10 8.60%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081895.D

Aca On : 30 Sep 2015 3:55

Operator : UM/I1Z

Sample - PB85832BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.69 Concentration Rank 1

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

6.69 68.49 ng 2148640 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.686 min): BF081895.D (-395) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1
40.1 54.0 6.40 6.60 6.80 7.00
0 gLl e m/z 68.10 38.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRI I LI R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.64%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.36%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.38%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 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\BF092915\
Data File : BF081895.D

Acq On = 30 Sep 2015 3:55

Operator : UM/1Z

Sample - PB85832BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.12 26.3 ng 825551 1 6.93 627451 20.0
unknown6 .69 6.69 68.5 ng 2148640 1 6.93 627451 20.0
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