LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120687.D

Aca On 22 Jun 2020 20:35

Operator : JU/CG

Sample : L3082-13

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061020.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 5.404 560 564 568 rBY 2595223 2536961 61.54% 8.834%
2 6.434 734 739 742 rBVY 2393105 2324400 56.38% 8.094%
3 6.793 797 800 804 rBV 752978 675893 16.39% 2.353%
4 6.951 823 827 830 rBVY 2612106 2193763 53.21% 7.639%
5 7.357 891 896 899 rBVY 1528095 1468739 35.63% 5.114%
6 8.081 1015 1019 1022 rBV 890503 847808 20.56% 2.952%
7 9.157 1197 1202 1205 rBV 4060239 3595038 87.20% 12.518%
8 9.269 1217 1221 1232 rVB 283157 275874 6.69% 0.961%
9 9.545 1265 1268 1272 rBV 212554 185183 4._.49% 0.645%
10 9.834 1313 1317 1320 rBvV 1261567 1030548 25.00% 3.588%
11 10.416 1413 1416 1423 rBvV 67668 78991 1.92% 0.275%

12 10.622 1447 1451 1462 rBV 2470131 2331059 56.54% 8.117%
13 11.316 1566 1569 1572 rBV 1134713 1058594 25.68% 3.686%
14 11.339 1572 1573 1577 rVB 149395 101690 2.47% 0.354%

15 11.551 1602 1609 1618 rBV3 32710 60687 1.47% 0.211%
16 11.927 1670 1673 1676 rBV2 39442 43203 1.05% 0.150%
17 12.369 1745 1748 1752 rBV3 62723 92285 2.24% 0.321%

18 12.527 1772 1775 1779 rVB 389771 349960 8.49% 1.219%
19 12.757 1808 1814 1817 rBV 442808 432858 10.50% 1.507%
20 12.910 1835 1840 1843 rVV 4223418 4122656 100.00% 14.355%

21 12.980 1847 1852 1856 rBV2 36551 61078 1.48% 0.213%
22 13.086 1868 1870 1874 rVB 51938 48830 1.18% 0.170%
23 13.139 1874 1879 1880 rBV3 30898 44247 1.07% 0.154%
24 13.192 1884 1888 1891 rVVv2 57940 57546 1.40% 0.200%
25 13.480 1932 1937 1945 rVB6 27604 65376 1.59% 0.228%
26 13.598 1954 1957 1961 rVB 52398 49560 1.20% 0.173%
27 13.704 1970 1975 1978 rBV2 40122 56575 1.37% 0.197%

28 13.810 1989 1993 2002 rBV2 231915 367925 8.92% 1.281%
29 13.957 2013 2018 2021 rBV2 1258576 1404679 34.07% 4.891%
30 13.980 2021 2022 2030 rVB 208329 200001 4._.85% 0.696%

31 14.345 2081 2084 2087 rVB 49256 44804 1.09% 0.156%
32 14.433 2095 2099 2103 rBv4 38040 64650 1.57% 0.225%
33 14.986 2189 2193 2196 rBV 209410 305153 7.40% 1.063%
34 15.280 2239 2243 2249 rVB 119527 163486 3.97% 0.569%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120687.D

Aca On 22 Jun 2020 20:35

Operator : JU/CG

Sample : L3082-13

Misc :

ALS Vial : 12 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.339 2249 2253 2258 rBV 176102 202506 4.91% 0.705%
36 15.404 2259 2264 2268 rBV 993481 1234207 29.94% 4.298%
37 15.933 2347 2354 2364 rBV 34280 117217 2.84% 0.408%
38 16.821 2499 2505 2515 rVB2 79499 154865 3.76% 0.539%
39 17.051 2540 2544 2549 rBV5 24060 47028 1.14% 0.164%
40 17.157 2557 2562 2568 rVB5 54440 117337 2.85% 0.409%

41 17.245 2573 2577 2585 rVB 54135 105794 2.57% 0.368%

Sum of corrected areas: 28719054
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120687.D

Aca On 22 Jun 2020 20:35

Operator : JU/CG

Sample : L3082-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF120687.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120687.D

Aca On 22 Jun 2020 20:35

Operator : JU/CG

Sample : L3082-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2

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

9.27 5.35 ng 275874 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 3-Pvridinol. 4-methvl-., acetate ... 151 C8H9NO2 001006-96-8 53
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
4 Metacetamol 151 C8HONO2 000621-42-1 42
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 36

Abundance Scan 1221 (9.269 min): BF120687.D (-1217) (-) m/z 43.00 100.00%
43
109
5000 151
57 69 85 " '9.00 920 940 960
123 169 : : :
o...,....',|:~..-l.'-,.-'.|~..~,'~.|.-.'?7,.'.':-.,...1.3,7..:.,....,....,...., m/z 109.10 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 ""I"'AI""I""I""
9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 46 .20%
bt 2l oLz 227 | P e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 109
9.00 9.20 9.40 9.60
5000 m/z 41.05 19.70%
80
151
91 123
e L S U UL B B B LI S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109 9.00 9.20 9.40 9.60

m/z 85.10 13.61%

5000 151
122

93
: 2

e N MMM L .

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120687.D

Aca On 22 Jun 2020 20:35

Operator : JU/CG

Sample : L3082-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.24 ng 367925 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 1993 (13.810 min): BF120687.D (-1989) (-) m/z 57.05 100.00%
5000
13.40 13.60 13.80 14.00 14.20
0 m/z 43.05 85.00%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
g7
97
5000 LRI BN SRR SN B
13.40 13.60 13.80 14.00 14.20
29 125 m/z 55.05 82.99%
0 g f || 154 196 224 29 m0
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 LRI BN SRR SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 82.89%
29 125
0 79 154 182 224 252 9279297 328 348
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R R L e
55 83 13.40 13.60 13.80 14.00 14.20
m/z 97.05 78.91%
29
oLl ‘ “ | | 1% 167 195 238 266 20
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120687.D

Aca On 22 Jun 2020 20:35

Operator : JU/CG

Sample : L3082-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.65 ng 163486 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2243 (15.280 min): BF120687.D (-2239) (-) m/z 252.05 100.00%
282
5000
41 5771 87 11 125139 157173 200 224 266281 302 15.00 15.20 1540 15.60
o} m/z 250.10 29.72%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
282
5000
15.00 15.20 15.40 15.60
125 m/z 253.05 21.79%
oL39 63 83 11 146 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 13.13%
126
o g7 12 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104218: Benzo[a]pyrene B i S M e
252 15.00 15.20 15.40 15.60
m/z 126.00 11.80%
5000
126
0L39 63 87 112 149 174 200 224 ﬂﬂ
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062220\
Data File : BF120687.D

Acq On 22 Jun 2020 20:35

Operator : JU/CG

Sample - L3082-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2,4,7,9-Tetrameth. .. 9.27 5.3 ng 275874 3 9.83 1030550 20.0
Trifluoroacetoxy ... 13.81 5.2 ng 367925 5 13.96 1404680 20.0
Benzo[e]pyrene 15.28 2.6 ng 163486 6 15.40 1234210 20.0
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