LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 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-BF101819.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 4.910 477 480 487 rBV 26769 36373 10.59% 0.828%
2 5.363 554 557 581 rBV 139014 270144 78.63% 6.148%
3 6.393 729 732 748 rBV 167148 311401 90.64% 7.087%
4 6.510 748 752 768 rVB 266620 343572 100.00% 7.819%
5 6.728 786 789 800 rBV 236070 218565 63.62% 4_.974%
6 6.881 812 815 831 rBV 222948 241873 70.40% 5.505%
7 7.298 883 886 900 rBV 92942 155859 45.36% 3.547%
8 8.010 1004 1007 1024 rBV 228580 277295 80.71% 6.311%
9 9.081 1186 1189 1203 rBV 264114 290524 84.56% 6.612%
10 9.486 1255 1258 1266 rBV 25398 30457 8.86% 0.693%

11 9.763 1301 1305 1317 rBV 292225 294002 85.57% 6.691%
12 10.322 1397 1400 1405 rBB 3657 3566 1.04% 0.081%
13 10.563 1438 1441 1455 rBB 115158 137157 39.92% 3.122%
14 11.251 1554 1558 1561 rBV 260816 262746 T76.47% 5.980%

15 11.275 1561 1562 1570 rVvV 75062 63220 18.40% 1.439%
16 11.333 1570 1572 1585 rVB 12049 16819 4_90% 0.383%
17 11.504 1597 1601 1604 rBV 3797 5490 1.60% 0.125%
18 11.757 1640 1644 1646 rBV 8462 7531 2.19% 0.171%
19 11.786 1646 1649 1654 rVB2 13210 18442 5.37% 0.420%
20 11.869 1660 1663 1666 rBV2 12890 14466 4.21% 0.329%
21 12.051 1692 1694 1698 rVB2 4414 5404 1.57% 0.123%
22 12.098 1700 1702 1706 rBV2 3693 4411 1.28% 0.100%
23 12.304 1733 1737 1747 rBV6 10978 27364 7.96% 0.623%

24 12.469 1761 1765 1775 rBV 119808 128242 37.33% 2.919%
25 12.698 1797 1804 1811 rBV 110097 130914 38.10% 2.980%

26 12.751 1811 1813 1816 rVB3 4280 3831 1.12% 0.087%
27 12.827 1823 1826 1832 rBV 293889 265470 T77.27% 6.042%
28 12.916 1837 1841 1847 rVB5 6993 11450 3.33% 0.261%
29 12.963 1847 1849 1853 rBv4 3424 3456 1.01% 0.079%
30 13.010 1853 1857 1858 rBv4 6865 9159 2.67% 0.208%
31 13.027 1858 1860 1862 rVB2 10090 8132 2.37% 0.185%
32 13.092 1868 1871 1874 rVB3 5201 5513 1.60% 0.125%
33 13.127 1874 1877 1881 rBvV4 8203 11923 3.47% 0.271%
34 13.227 1891 1894 1896 rBV2 6517 6228 1.81% 0.142%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.257 1896 1899 1901 rBV3 8060 7463 2.17% 0.170%
36 13.392 1920 1922 1927 rBV6 4688 7269 2.12% 0.165%
37 13.510 1940 1942 1945 rBvV4 5282 7016 2.04% 0.160%
38 13.551 1945 1949 1951 rBvV4 10099 12799 3.73% 0.291%
39 13.663 1963 1968 1972 rBV6 12346 23172 6.74% 0.527%
40 13.745 1978 1982 1990 rVB6 28892 60280 17.55% 1.372%
41 13.898 2003 2008 2011 rBV2 263650 311083 90.54% 7.080%
42 13.921 2011 2012 2019 rVB 61862 50393 14.67% 1.147%
43 14.010 2024 2027 2029 rBV4 9592 9598 2.79% 0.218%
44 14.068 2035 2037 2040 rVB4 8108 6219 1.81% 0.142%
45 14.927 2180 2183 2185 rBV2 35159 45628 13.28% 1.038%
46 15.221 2230 2233 2235 rVB 24784 24257 7.06% 0.552%
47 15.280 2240 2243 2246 rVV 28117 36142 10.52% 0.823%

48 15.333 2249 2252 2260 rVB 115702 171485 49.91% 3.903%

Sum of corrected areas: 4393803
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
300000 TIC: BF117635.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.91 3.33 ng 36373 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 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 480 (4.910 min): BF117635.D (-477) (-) m/z 43.00 100.00%
43
59
5000
101 SUMNSSE M-S VA0 S
| 83 4.60 4.80 5.00 5.20
B e L I o LT e o m/z 59.10 66.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L LN UL L
59 460 480 500 520
m/z 101.00 25.67%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43
460 4.80 5.00 520
5000 m/z 58.00 17.05%
55
21 37, | a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3253: 2-Propanone, 1-cyclopropyl- I REEREEEEEE s
43 460 4.80 5.00 5.20
m/z 41.00 9.23%
5000
55
"'l""|"?ZH""H“l"|""|"'§?""|??"|"?Fl""l' IR AR LR LN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.51 Concentration Rank 1

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

6.51 31.44 ng 343572 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 16
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 752 (6.510 min): BF117635.D (-748) (-) m/z 132.00 100.00%
32
5000 68
96
40 48 54 62|| 75 | 104 6.20 6.40 6.60 6.80
L LN | | E. m/z 68.10 40.48%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R L SRR
6.20 6.40 6.60 6.80
/z 134.00 33.87%
31 51 78 m
38
"”J”thﬁ'ﬂ'”l”'h'”'P'”I”'W'”"”'P'”I“'W'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
ISR SRR RSN SRR
6.20 6.40 6.60 6.80
5000 m/z 66.00 24 . 79%
63 104
Do L% ol
I 1 1A | | 1h 1
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine
132 6.20 6.40 6.60 6.80
m/z 69.00 17.65%
5000
104
51 65 78
""l"'%?""ﬂp"'l”ﬂl'|"”Ml""?}"'l'J"l'}}7l""|""l" IRSENRARE SRR RSN SRR
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl12.30 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.08 ng 27364 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 49
2 Benzene. (2-methvlene-1-phenvlcv... 206 Cl16H14 025152-47-0 49
3 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 38
4 I141Annullene. 1.6:7.12-bis(metha... 206 C16H14 085440-62-6 25
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 25
Abundance Scan 1736 (12.298 min): BF117635.D (-1733) (-) o m/z 206.10 100.00%
206
5000 83 191
7
43 69 111
| 55 | ‘ ‘ 12.00 12.20 12.40 12.60
SEMESISEES | [ | | m/z 83.00 44.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66280: Naphthalene, 1,2-dihydro-4-phenyl- o
206
191
5000 91

12.00 12.20 12.40 12.60
m/z 191.00  40.75%

165 178

7 39 51 63 76 139 152

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66297: Benzene, (2-methylene-1-phenylcyclopropyl)-

12.00 12.20 12.40 12.60
m/z 205.10 35.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 189.00 31.46%
5000 191
g9 101 165
27 39 51 63 ' | | 115127139152 %2178 ||
B e B L o LA B o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 5 Acetic acid, trifluoro-, un... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.88 ng 60280 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 83
2 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 80
3 n-Pentadecanol 228 C15H320 000629-76-5 50
4 1H-Imidazole. 4.5-dihvdro-2-(1-m... 112 C6H12N2 040029-86-5 43
5 1-Tetradecanol 214 C14H300 000112-72-1 43
Abundance Scan 1983 (13.751 min): BF117635.D (-1978) (-) m/z 83.00 100.00%
43
5000
13.40 13.60 13.80 1400
NARREAL Laa m/z 97.00 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116954: Acetic acid, trifluoro-, undecy! ester

5000

13.I4O 13.I60 13.I80 14.IOO
m/z 69.05  77.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140820: Trifluoroacetic acid,n-tridecyl ester

13.40 13.60 13.80 14.00
m/z 70.00 67.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84599: n-Pentadecanol
55 69 83

13.40 13.60 13.80 14.00

o1 m/z 43.00  59.64%

5000

125

210
R REEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117635.D

Aca On : 30 Oct 2019 19:59

Operator :© JU

Sample : K5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 6 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.22 2.83 ng 24257 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 60
2 Pervlene 252 C20H12 000198-55-0 58
3 Benzolklfluoranthene 252 C20H12 000207-08-9 53
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 53
5 Benzo[e]pyrene 252 C20H12 000192-97-2 53
Abundance Scan 2233 (15.221 min): BF117635.D (-2230) (-) m/z 252.10 100.00%
282
5000
43 g3 10777°,,1159 185202 224 279 316 15.00 15.20 15.40 15.60
m/z 250.05 34 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104222: Benzo[a]pyrene
5000
15.00 15.20 15.40 15.60
126 m/z 253.10 18.21%
228
41 57 83101 149 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104214: Perylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 13.08%
125
17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104224: Benzo[K]fluoranthene RS EmmEs o L
252 15.00 15.20 15.40 15.60
m/z 251.10 11.53%
5000
126
74 99, | 200 224 ‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF103019\
Data File : BF117635.D

Acq On : 30 Oct 2019 19:59

Operator : JU

Sample . Kb5542-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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-Pentanone, 4-hy... 4.91 3.3 ng 36373 1 6.73 218565 20.0
unknown6 .51 6.51 31.4 ng 343572 1 6.73 218565 20.0
unknownl12 .30 12.30 2.1 ng 27364 4 11.25 262746 20.0
Acetic acid, trif... 13.75 3.9 ng 60280 5 13.90 311083 20.0
Perylene 15.22 2.8 ng 24257 6 15.34 171485 20.0
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