LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091538.D

Aca On > 9 Dec 2016 20:20

Operator : UM/SJ

Sample : PB94152BL

Misc :

ALS Vial : 13 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-BF120916.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 5.002 252 255 257 rBVY 1705050 2151952 26.75% 3.714%
2 5.424 289 292 294 rBVY 3785492 4492659 55.84% 7.754%
3 6.442 379 381 384 rBVY 3811433 3813307 47.40% 6.582%
4 6.579 390 393 395 rBVY 5040885 4509171 56.05% 7.783%
5 6.807 411 413 416 rBV 1804941 1681274 20.90% 2.902%

6.967 424 427 429 rBV 6195924 5609123 69.72% 9.681%
7.379 459 463 465 rBV 4368009 5328082 66.22% 9.196%
8.099 523 526 528 rBV 2090314 2349309 29.20% 4 _.055%
9.173 617 620 623 rBV 7367325 7776977 96.66% 13.423%
9.848 676 679 681 rBVY 2898338 2567370 31.91% 4.431%

=
QO ~NO®

11 10.636 745 748 750 rBV 2345971 2867702 35.64% 4 _.950%
12 11.322 806 808 811 rBV 1893056 2491020 30.96% 4._.299%
13 12.922 944 948 950 rBV 5870601 8045552 100.00% 13.886%
14 13.962 1036 1039 1041 rBV 2012294 2329973 28.96% 4.021%
15 15.368 1159 1162 1165 rBV 1449216 1925065 23.93% 3.323%

Sum of corrected areas: 57938536
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091538.D

Aca On : 9 Dec 2016 20:20

Operator : UM/SJ

Sample : PB94152BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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: BF091538.D
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Abundance TIC: BF091538.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091538.D

Aca On : 9 Dec 2016 20:20

Operator : UM/SJ

Sample : PB94152BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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.

5.00 25.60 ng 2151950 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 255 (5.002 min): BF091538.D (-252) (-) m/z 43.00 100.00%
43.0
59.1
5000
O 450 480 500 520 540
83.0 : : : : :
0....,....',':..'!|,....,-....-,|....,....,....,....,....,297.'.1. m/z 59.10 56.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR LA UL R R
59.0 460 480 500 520 540
0
150 1010 m/z 101.10 19.85%
I ‘ Il Tl 83 0 L ‘
e LI I U SIS IS B A S R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.10 16.63%
126.0142.0
e L L I U L S BN S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 1
Abundance #3993: Morpholine, 4—methy|— | LI L L L BB
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.71%
5000
15.0 10 101.0
R L I S L S BN SN S S ST SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091538.D

Aca On : 9 Dec 2016 20:20

Operator : UM/SJ

Sample : PB94152BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.58 Concentration Rank 2

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

6.58 53.64 ng 4509170 1,4-Dichlorobenzene-d4 6.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9

3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9

5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 393 (6.579 min): BF091538.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
R R o Eamanmn)
40.1 %io 115.0 J 2071 6.20 6.40 6.60 6.80 7.00
o SIPSEEE N LD | I m/z 68.10 45.02%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propiony!
57.0 132.
74.0
116.0
5000 980 LI L L Y L L L LB L LB}
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.31%
SUSSNSSUSE U NOPH ¥ S i Lo
m/z--> 40 100 120 140 160 180 200
Abundance
132.0
R R o Emmanm)
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.19%
63.0 81.0
31.0 430 112.0
T A i o e o B B B BEAL A w
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e R s o)
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.07%
5000 67.0
41.0 97.0
‘ ‘ 117.0
m/z--> 100 120 140 160 180 200 620 6.40 660 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120916\
Data File : BF091538.D

Acq On : 9 Dec 2016 20:20

Operator : UM/SJ

Sample : PB94152BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 5.00 25.6 ng 2151950 1 6.81 1681270 20.0
unknown6 .58 6.58 53.6 ng 4509170 1 6.81 1681270 20.0
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