LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator =: SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 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-BF012916.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 4.190 181 184 189 rVB 179665 271288 5.43% 0.579%
2 4.887 241 245 254 rBVY 2440153 3568082 71.39% 7.611%
3 5.321 280 283 285 rBVY 4547439 4402379 88.08% 9.390%
4 5.721 316 318 321 rBV 243309 213123 4.26% 0.455%
5 6.373 372 375 377 rBV 4544383 4982463 99.69% 10.628%
6 6.487 383 385 388 rBY 3731237 4406370 88.16% 9.399%
7 6.716 403 405 408 rBV 777353 1036268 20.73% 2.210%
8 6.876 417 419 422 rBV 3453940 3170854 63.44% 6.763%
9 7.287 452 455 458 rBVY 2574344 2639557 52.81% 5.630%
10 8.007 516 518 520 rBVY 1732947 1470473 29.42% 3.137%
11 8.042 520 521 523 rVB 71166 51043 1.02% 0.109%

12 9.093 610 613 615 rBV 4113505 4997977 100.00% 10.661%
13 9.482 645 647 649 rBvV 505666 460829 9.22% 0.983%
14 9.699 665 666 669 rBvV 56612 66579 1.33% 0.142%
15 9.756 669 671 674 rvV 1557110 1511651 30.25% 3.224%

16 10.202 708 710 712 rVB 134943 103810 2.08% 0.221%
17 10.419 726 729 732 rBV 39485 68138 1.36% 0.145%
18 10.545 737 740 743 rBV 3326090 3286874 65.76% 7.011%
19 10.671 750 751 756 rBV 113810 142096 2.84% 0.303%
20 11.116 788 790 792 rBV 50745 57240 1.15% 0.122%

21 11.242 798 801 803 rBV 1449865 1582656 31.67% 3.376%
22 11.791 846 849 851 rBvV 52707 76017 1.52% 0.162%
23 12.831 937 940 942 rBV 4541458 4881760 97.67% 10.413%
24 13.768 1018 1022 1028 rBV2 83025 267186 5.35% 0.570%
25 13.871 1028 1031 1033 rVV 1717354 1663490 33.28% 3.548%

26 14.625 1095 1097 1101 rBVZ2 35708 55994 1.12% 0.119%
27 14.717 1103 1105 1107 rVvVv 52593 50689 1.01% 0.108%
28 15.254 1149 1152 1155 rBV 1238899 1397226 27.96% 2.980%

Sum of corrected areas: 46882112
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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: BF084652.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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.

4.19 5.24 ng 271288 1,4-Dichlorobenzene-d4 6.73
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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 72
4 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 184 (4.190 min): BF084652.D (-181) (-) m/z 83.10 100.00%
58.1 83.1
5000
43.0 98.1 AL
| e 380 4.00 4.20 4.40 4.60
O+ et et e e e e e e e e m/z 55.10 98.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 200 8.0 350 4bo 450 440 450
m/z 43.00 37.99%
0 ‘\ ! ‘ | 67 O 75 O |
L S L UL SUR LIS BRI IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 SRR SRS
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 33.76%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T R
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 25.62%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”'J|“"i“"le'|“'Mi“"|ﬁ"|“"|“" ERRABE SRS SDARERE
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60

8270-BF012916.M Mon Feb 01 18:21:07 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2

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

4.89 68.86 ng 3568080 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF084652.D (-241) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 D SRR SN SRS L
4.60 4.80 5.00 5.20
o...,....,....,....',':..?,1-.0.4.,...6?-,0....,83'.1..,...:,|....,. m/z 59.10 60.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 D SRR SN U L
4.60 4.80 5.00 5.20
59.0 m/z 101.10 19.18%
0 20 | o 830 g9 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.90%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 \
Abundance #8114: 3-Hexanol, 4-methyl- e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.27%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ SOQH‘ . “ 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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-methoxy-4-me... Concentration Rank 5

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

5.72 4_.11 ng 213123 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
3 Ethanone. 1-(3-ethvloxiranvl)- 114 C6H1002 017257-81-7 10
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10

Abundance Scan 318 (5.721 min): BF084652.D (-316) (-) m/z 43.05 100.00%
43.0 73.1
5000
55.1 o 001 1151 540 560 580 600
o Y 1 SO VN PN . S A m/z 73.10 87.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR AR RN LS R
5.40 5.60 5.80 6.00
m/z 41.10 10.59%
150 200 55.0 830  100.0 11“‘3-0
R e o o e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 73.0
540 560 580 600
5000 m/z 115.10 10.35%
43.0
0 310 83.0 97.0 115.0
RSN U UL SR SO UL SULIL SULILL SR L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7057: Ethanone, 1-(3-ethyloxiranyl)- e B
43.0 5.40 5.60 5.80 6.00
m/z 42.10 6.76%
5000 85.0
57.0
310 | A 71.0 114.0
B R R RS AR RN RARRS REARS RS SAAR RS RA IR AR RN LS R
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\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 4 unknown6.49 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.49 85.04 ng 4406370 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 385 (6.487 min): BF084652.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sy || "o ok ok oh0
Obrrrrrr e el i B2 e b S el | MZZ 68.10  46.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 )
5000 IESE NSRS LR
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.00 32.76%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 30.45%
33.0 44.0 105.0

70.0
56.0 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole N e o
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.95%
5000
104.0
66.0
ol 140 270 390 510 70 g90 || 1150 ||
S L PU N TP S V. 0N | L IS | A SNBSS N W 5 S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084652.D

Aca On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 6 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.21 ng 267186 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 93
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1022 (13.768 min): BF084652.D (-1018) (-) m/z 57.10 100.00%
51.1 971
1251 o0 1540 1360 1380 140
0! i e B o I B i B e m/z 55.10 99.13%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55.0
97.0
5000 DR A AR R B
13. 40 13. 60 13 80 14.00
28,0 1250 m/z 43.10 93.94%
oL, 1 L, | ,\\H,MI Ll ssomsro 3080
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 g7 4
13.'40 13.I60 13.|80 14.'00 '
5000 m/z 83.05 86.14%
125.0
29.0
. 15401820 2220290 2970 360.0
m/z--> ' 160 150 260 250 360 3%0
Abundance #148859: Trichloroacetic acid, pentadecy! ester
) 13.40 13.60 13.80 14.00
83.0 m/z 97.10 85.65%
5000
111.0
o J1390 182.0210.0
m/z--> 2(')0 25'30 3(')0 3&1;0 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084652.D

Acq On : 29 Jan 2016 23:10

Operator : SJ/1Z

Sample : H1273-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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]
3-Penten-2-one, 4... 4.19 5.2 ng 271288 1 6.73 1036270 20.0
2-Pentanone, 4-hy... 4.89 68.9 ng 3568080 1 6.73 1036270 20.0
2-Pentanone, 4-me... 5.72 4.1 ng 213123 1 6.73 1036270 20.0
unknown6 .49 6.49 85.0 ng 4406370 1 6.73 1036270 20.0
1-Docosene 13.77 3.2 ng 267186 5 13.87 1663490 20.0
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