LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091725.D

Aca On : 18 Dec 2016 2:07

Operator : UM/SJ

Sample = PB95429BL

Misc :

ALS Vial : 16 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-BF121716.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 4.281 189 192 202 rVB 217091 360400 3.97% 0.458%
2 4.956 247 251 260 rBVY 2685056 4407273 48.58% 5.601%
3 5.379 285 288 290 rBY 7271104 7999188 88.18% 10.166%
4 6.407 375 378 381 rBY 5147894 8327261 91.79% 10.583%
5 6.533 386 389 392 rBVY 5816448 7906026 87.15% 10.047%

6.762 407 409 412 rBV 1609975 1714885 18.90% 2.179%
6.922 420 423 426 rBV 5815292 5864400 64.64% 7.453%
7.333 455 459 461 rBV 4674422 5199850 57.32% 6.608%
8.053 519 522 524 rBV 2324682 2408198 26.55% 3.060%
9.128 613 616 619 rBY 6026762 9040422 99.65% 11.489%

=
QO ~NO®

11 9.802 672 675 678 rBV 2559645 2613774 28.81% 3.322%
12 10.591 740 744 747 rBV2 4150360 5658114 62.37% 7.191%
13 11.288 802 805 807 rBV 2883384 2871157 31.65% 3.649%
14 12.877 941 944 947 rVB 6999576 9071836 100.00% 11.529%
15 13.917 1032 1035 1038 rBV 2664760 2719829 29.98% 3.457%

16 15.323 1155 1158 1161 rBV 2038431 2524365 27.83% 3.208%

Sum of corrected areas: 78686978
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121716\

BF091725.D

18 Dec 2016 2:07

UM/SsJ

PB95429BL

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF091725.D
5

4.96

6.53
6.41

6.92

6.76

7.33

0
Time-->

5.00

5.50

6.00

L
LI s

Abundance
7000000

6000000

5000000

4000000

3000000

8.05

2000000

1000000

0

TIC: BF091725.D

9.13

10.59

11.29
9.80

I

T
Time--> 8.00

8.50

9.50

10.00 10.50 11.00 11.50

9.00

12.00

12.50

T
13.00

13.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF091725.D

13.92

15.32

Time--> 14.

00 14.50

15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF121716.

M Tue Dec 20 08:46:56 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091725.D

Aca On : 18 Dec 2016 2:07

Operator : UM/SJ

Sample = PB95429BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.28 4.20 ng 360400 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 192 (4.281 min): BF091725.D (-189) (-) m/z 83.00 100.00%
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5000 sar 981
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o} et Y MY N AL S [N N m/z 55.10 83.61%
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Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 29.0
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|

m/z 98.10 36.23%
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Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T T
55.0 83.0 400 420 440 460

m/z 39.10 23.83%
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15.0 ‘ 69.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091725.D

Aca On : 18 Dec 2016 2:07

Operator : UM/SJ

Sample = PB95429BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 51.40 ng 4407270 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 251 (4.956 min): BF091725.D (-247) (-) m/z 43.05 100.00%
43.0
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83.0 : : : :
0....,....',':..!|,....,'....-,|....,....,....,....,....,297.'.1. m/z 59.10 59.43%
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Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R L
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Abundance #7975: Acetic acid, 1,1-dimethylethy! ester R AR ma ma e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091725.D

Aca On : 18 Dec 2016 2:07

Operator : UM/SJ

Sample = PB95429BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 3 unknown6.53 Concentration Rank 1

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

6.53 92.20 ng 7906030 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 389 (6.533 min): BF091725.D (-386) (-) m/z 132.00 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121716\
Data File : BF091725.D

Acq On - 18 Dec 2016 2:07

Operator : UM/SJ

Sample - PB95429BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF121716.M
Quant Title : 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]
3-Penten-2-one, 4... 4.28 4.2 ng 360400 1 6.76 1714890 20.0
2-Pentanone, 4-hy... 4.96 51.4 ng 4407270 1 6.76 1714890 20.0
unknown6 .53 6.53 92.2 ng 7906030 1 6.76 1714890 20.0
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