LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084872.D

Aca On : 5 Feb 2016 21:01

Operator =: SJ/1Z

Sample : PB88197BL

Misc :

ALS Vial : 20 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-BF020116.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 3.436 114 118 122 rVB 84372 156878 3.33% 0.400%
2 4.098 174 176 182 rVB 151527 239198 5.07% 0.610%
3 4.819 235 239 242 rBVY 2128960 3532949 74.93% 9.008%
4 5.253 275 277 280 rBVY 2281987 3148669 66.78% 8.028%
5 5.664 310 313 315 rBV 129694 143926 3.05% 0.367%

6.316 367 370 372 rBV 3202993 3460026 73.39% 8.822%
6.430 377 380 382 rBV 3747055 3337407 70.79% 8.509%
6.659 398 400 402 rBV 1284129 1053340 22.34% 2.686%
6.819 411 414 416 rBV 4063013 3788791 80.36% 9.660%
7.230 447 450 452 rBV 2700679 2723328 57.76% 6.943%

=
QO ~NO®

11 7.950 510 513 515 rBV 1311339 1411042 29.93% 3.598%
12 9.025 604 607 610 rBV 4500635 4714780 100.00% 12.021%
13 9.699 663 666 668 rvB 1328669 1482135 31.44% 3.779%
14 10.476 732 734 737 rBV2 1554694 2150541 45.61% 5.483%
15 11.173 792 795 797 rBV 1757523 1478256 31.35% 3.769%

16 12.762 931 934 936 rBV 4672610 4472198 94.85% 11.402%
17 13.802 1022 1025 1027 rBV 1178041 1092794 23.18% 2.786%
18 15.174 1142 1145 1147 rBV 604628 835125 17.71% 2.129%

Sum of corrected areas: 39221383

8270-BF020116.M Mon Feb 08 16:36:26 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084872.D

Aca On : 5 Feb 2016 21:01

Operator : SJ/I1Z

Sample : PB88197BL

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084872.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084872.D

Aca On : 5 Feb 2016 21:01

Operator : SJ/1Z

Sample : PB88197BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.10 4_.54 ng 239198 1,4-Dichlorobenzene-d4 6.66
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 87
3 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 176 (4.098 min): BF084872.D (-174) (-) m/z 55.10 100.00%
551 83.1
5000 43.1
98.1
| 670 3.80 4.00 4.20 4.'40
O R L m/z 83.10 85.11%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 29.0 98.0 380 400 4.20 440
m/z 43.10 39.29%
0 A ! \‘\ il ‘ | 67.0 75.0 | L
L SURLLEL LRI SRR UL UL SRR UL SUR L UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
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Abundance #3328: 3,4—DimethyI—Z—pentene(c,t) LI L N B B B |
55.0 3.80 4.00 4.20 4.40
m/z 98.10 29.00%
83.0
5000 410
27.0 98.0
so |y | e
O e e e e IR LR LS R
m/z--> 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084872.D

Aca On : 5 Feb 2016 21:01

Operator : SJ/1Z

Sample : PB88197BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 2

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

4.82 67.08 ng 3532950 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 239 (4.819 min): BF084872.D (-235) (-) m/z 43.05 100.00%
43.0
59.1
5000
1o 440 460 480 5.00 520
o...,....,....,....I,'::.?,l-.l.~!.,...6?-,°....,83'.1..,...:,|....,. m/z 59.10 60.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL U R
440 460 4.80 5.00 5.20
59.0 m/z 101.10 19.03%
0 20 | o 830 g9 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 440 460 480 5.00 520
5000 m/z 58.10 15.17%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e EREEEIEATEE R A
59.0 440 460 4.80 5.00 5.20
m/z 41.10 9.41%
5000
41.0
29.0 101.0
0 ‘\‘\ | \‘\50'0‘\\\ 73.0 86.0
LRI SRR SRR SURLEL SLELL LS SRR SULELL UL SRS ILLL S B UL N U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084872.D

Aca On : 5 Feb 2016 21:01

Operator : SJ/1Z

Sample : PB88197BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.66 2.73 ng 143926 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 28
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 313 (5.664 min): BF084872.D (-310) (-) m/z 73.10 100.00%
43.0 741
5000
o 1001 153 o ko Sho b0
o 11 SO TSN . 1-JNNW M N m/z 43.05 99.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
540 5.60 5.80 6.00
m/z 115.10 14.27%
150 200 55.0 830 1000 1§0
O T T T T T e
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Abundance
43.0
100.0 SRR
540 5.60 5.80 6.00
5000 m/z 41.05 10.75%
. 20.0 580 730 ge g 150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4342: Pentane, 3-methoxy-
73.0 540 5.60 5.80 6.00
m/z 55.10 7.21%
5000
45.0
29.0
O "|??'q| SRRARRARARER '|"'%ql'9"|"' T U IR I L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084872.D

Aca On : 5 Feb 2016 21:01

Operator : SJ/1Z

Sample : PB88197BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 5 unknown6.43 Concentration Rank 3

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

6.43 63.37 ng 3337410 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 380 (6.430 min): BF084872.D (-377) (-) m/z 132.00 100.00%
13%.0
5000 68.1
0.1 9%.1 500 620 540 660 680
1540 . . . . .
ol 82,0 e m/z 68.10 41.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A A IR L R
6.00 6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 34.08%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.20 6.0 6.60 6.80
5000 980 1160 m/z 66.10 26.52%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.26%
117.0
5000
91.0
S
0 ,.h..h.NM.,W..ﬁ,..:.,U..% e — e TR
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020516\
Data File : BF084872.D

Acq On : 5 Feb 2016 21:01

Operator : SJ/1Z

Sample : PB88197BL

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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... 4.10 4.5 ng 239198 1 6.66 1053340 20.0
2-Pentanone, 4-hy... 4.82 67.1 ng 3532950 1 6.66 1053340 20.0
2-Pentanone, 4-me... 5.66 2.7 ng 143926 1 6.66 1053340 20.0
unknown6 .43 6.43 63.4 ng 3337410 1 6.66 1053340 20.0
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