LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087322.D

Acq On : 24 May 2016 3:56

Operator : UM/SJ

Sample - H3187-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF052316 .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 height area % max. total

1.690 7 9 64 rvB 3951996 10479789 100.00% 25.577%
5.519 342 344 367 rBV 1016229 1896933 18.10% 4._.630%
rBv 633459 1229518 11.73% 3.001%
7.267 494 497 518 rVB 2327246 3786348 36.13% 9.241%
7.610 525 527 535 rBV 608683 887992 8.47% 2.167%
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7.850 545 548 558 rBV 2453355 3414697 32.58% 8.334%
8.525 604 607 622 rBV 2196431 3000732 28.63% 7.324%
9.645 702 705 715 rBV 789771 1220860 11.65% 2.980%
11.428 857 861 863 rBV 3434210 4995446 47.67% 12.192%
12.114 918 921 925 rBV 138060 190240 1.82% 0.464%

=
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11 12.468 950 952 958 rVB 822367 1171079 11.17% 2.858%
12 13.771 1063 1066 1079 rBV 1962756 3051972 29.12% 7.449%
13 14.880 1160 1163 1168 rBV 758171 1035880 9.88% 2.528%
14 15.862 1247 1249 1253 rBV2 116553 181908 1.74% 0.444%
15 16.960 1342 1345 1349 rBV2 74703 147369 1.41% 0.360%

16 17.211 1364 1367 1370 rBV 2284292 2966724 28.31% 7.241%
17 18.560 1483 1485 1489 rBvV 597013 702898 6.71% 1.716%
18 20.229 1628 1631 1637 rVB 463780 612974 5.85% 1.496%

Sum of corrected areas: 40973359
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087322.D

Acqg On : 24 May 2016 3:56

Operator : UM/SJ

Sample - H3187-03

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087322.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087322.D

Acq On : 24 May 2016 3:56

Operator : UM/SJ

Sample - H3187-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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 unknown7.27 Concentration Rank 2

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

7.27 85.28 ng 3786350 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 497 (7.267 min): BF087322.D (-494) (-) m/z 132.10 100.00%
132
5000 68 /L
‘ 75 ® 104 700 7.20 7.40 7.60
..,....,....,...!,“.'.‘.‘7,!! .61"|....,..5.‘.7,....,.':..,.1.1.5.,....,~'...,.. m/z 68.10 42.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- ﬂ\
132
5000 R RN AL L R
7.00 7.20 7.40 7.60
m/z 134.00 34.09%
15 28 39 52 B 77 00 104 4
mizes 15 2 3 4 5 8 7o 8 90 100 10 130 130 140
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.05 29.71%
33 44 g7 105
51 60 7078 g 115
wwmwmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132 7.00 7.20 7.40 7.60

m/z 69.10 18.03%

5000
92
65
39 105 ‘
R o N A R o o e e R RS RS LA RS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\

Data File : BF087322.D

Acq On : 24 May 2016 3:56

Operator : UM/SJ

Sample - H3187-03 e
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.86 3.51 ng 181908 Phenanthrene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1249 (15.862 min): BF087322.D (-1247) (-) m/z 43.10 100.00%

43
5000

143157171185 49213557 243 15.60 15.80 16.00 16.20
e m/z 41.10 83.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid WJ\MWN
43
60 g
5000 L SRR BULIN RUUN B

15.60 15.80 16.00 16.20
m/z 60.00 76.91%

256
L g i %01;}5 29 143157171185100213 227 242>
SRR | 1 e v G B Lt e 21

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R R LR
15.60 15.80 16.00 16.20
5000 129 m/z 73.00 74 _.40%
29 185 228
87101115 | 143,017 99
157 199313
A A e o e AN BARRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid L e e
60 73 15.60 15.80 16.00 16.20
m/z 55.10 71_.53%
43
5000
129
29 ‘ 115 171 214
185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\

Data File : BF087322.D

Acq On : 24 May 2016 3:56

Operator : UM/SJ

Sample - H3187-03 e
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.96 4.19 ng 147369 Chrysene-di12 18.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Nonanoic acid 158 C9H1802 000112-05-0 47
Abundance Scan 1345 (16.960 min): BF087322.D (-1342) (-) m/z 43.10 100.00%
B o
5000
185 241 LN BN SO
199 16.60 16.80 17.00 17.20
213227 m/z 60.00  80.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 73
29 M I S UL B
5000 129 1660 16.80 17.00 17.20
87 185 m/z 57.10 78.03%
011> | 1435171 | 5y 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
o 16,60 16,80 17.00 17.20
5000 m/z 73.05 76.21%
129 242
87

101115 | 1431571711857, 5

wmm@m’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid R e EEaE L
60 16.60 16.80 17.00 17.20
m/z 41.10 76.09%

5000

41 129
2 101 143
‘ ‘H \‘\‘ J | J‘ h\ L\ | ‘ 157172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. 00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\

Data File : BF087322.D

Acq On : 24 May 2016 3:56

Operator : UM/SJ

Sample - H3187-03 e
Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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]
unknown? .27 7.27 85.3 ng 3786350 1 7.61 887992 20.0
n-Hexadecanoic acid 15.86 3.5 ng 181908 4 14.88 1035880 20.0
Tetradecanoic acid 16.96 4.2 ng 147369 5 18.56 702898 20.0
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