LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 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-BF022719.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 5.345 550 554 564 rBV 846822 829928 44.86% 4._.429%
2 6.363 723 727 735 rBVY 1027226 904080 48.87% 4.825%
3 6.504 748 751 755 rBVY 1057886 922655 49.87% 4.924%
4 6.745 788 792 795 rBVY 1149301 1042307 56.34% 5.562%
5 6.898 814 818 822 rBV 873222 709058 38.33% 3.784%
6 7.298 882 886 895 rBV 549785 527757 28.53% 2.816%
7 8.022 1006 1009 1016 rBV 1394387 1246490 67.38% 6.652%
8 9.098 1188 1192 1200 rBV 922284 834046 45.08% 4._.451%
9 9.486 1256 1258 1261 rBV 38582 32302 1.75% 0.172%
10 9.633 1278 1283 1285 rBV 21794 26243 1.42% 0.140%
11 9.669 1285 1289 1296 rVB3 25450 46064 2.49% 0.246%
12 9.774 1303 1307 1310 rBvV 1210013 1170308 63.26% 6.245%
13 9.804 1310 1312 1322 rVB 38739 39144 2.12% 0.209%
14 10.316 1396 1399 1405 rvB2 29368 27798 1.50% 0.148%

15 10.551 1435 1439 1444 rBV 543358 488428 26.40% 2.606%

16 11.051 1522 1524 1530 rVB2 18614 19506 1.05% 0.104%
17 11.245 1554 1557 1560 rBV 1186978 1152817 62.31% 6.152%
18 11.269 1560 1561 1565 rVV 377183 285123 15.41% 1.522%

19 11.321 1565 1570 1573 rVB 73261 69817 3.77% 0.373%
20 11.474 1591 1596 1599 rBV2 25453 28218 1.53% 0.151%
21 11.751 1640 1643 1645 rBV 72175 61017 3.30% 0.326%
22 11.780 1645 1648 1652 rVV2 205317 210598 11.38% 1.124%
23 11.821 1652 1655 1658 rVVv2 38102 41420 2.24% 0.221%
24 11.857 1658 1661 1664 rVvV 99595 118567 6.41% 0.633%
25 11.880 1664 1665 1670 rVB 60699 43747 2.36% 0.233%
26 12.045 1690 1693 1694 rBV 50654 42037 2.27% 0.224%
27 12.063 1694 1696 1703 rVB2 47260 50558 2.73% 0.270%
28 12.121 1703 1706 1712 rBvV4 11121 18565 1.00% 0.099%
29 12.192 1712 1718 1721 rBV 28700 31561 1.71% 0.168%
30 12.245 1725 1727 1730 rVB2 26931 20299 1.10% 0.108%
31 12.298 1733 1736 1739 rBV 61115 64964 3.51% 0.347%
32 12.333 1739 1742 1744 rVV 31773 36030 1.95% 0.192%
33 12.380 1747 1750 1755 rVB3 36303 50272 2.72% 0.268%

34 12.451 1759 1762 1767 rVV 519746 473029 25.57% 2.524%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 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-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.568 1779 1782 1786 rBV2 52294 67610 3.65% 0.361%
36 12.680 1796 1801 1804 rBV 564508 566837 30.64% 3.025%
37 12.710 1804 1806 1808 rVB 45983 38378 2.07% 0.205%
38 12.804 1819 1822 1823 rBV 26689 24954 1.35% 0.133%
39 12.827 1823 1826 1833 rVB 989183 812480 43.92% 4 _.336%
40 12.898 1833 1838 1841 rBV2 50773 71952 3.89% 0.384%
41 12.986 1847 1853 1855 rBV5 44262 67213 3.63% 0.359%
42 13.010 1855 1857 1860 rVB 65425 59355 3.21% 0.317%
43 13.045 1860 1863 1866 rBV4 17263 19813 1.07% 0.106%
44 13.074 1866 1868 1871 rBV2 49746 41648 2.25% 0.222%
45 13.110 1871 1874 1877 rBVY 76483 74280 4.01% 0.396%
46 13.204 1887 1890 1893 rBV 43657 37665 2.04% 0.201%
47 13.233 1893 1895 1899 rVB 45168 37517 2.03% 0.200%
48 13.415 1918 1926 1928 rBVS8 32240 60634 3.28% 0.324%
49 13.510 1939 1942 1948 rVB 61019 65203 3.52% 0.348%
50 13.621 1957 1961 1964 rBV2 53688 76752 4._.15% 0.410%
51 13.651 1964 1966 1968 rVV 59598 44485 2.40% 0.237%
52 13.692 1968 1973 1975 rVVv2 58735 80387 4 _.35% 0.429%

53 13.733 1975 1980 1985 rVB2 138164 188283 10.18% 1.005%
54 13.874 1996 2004 2007 rBV2 1625284 1850071 100.00% 9.873%
55 13.898 2007 2008 2011 rVB 271493 149053 8.06% 0.795%

56 14.057 2032 2035 2038 rBV2 58482 57215 3.09% 0.305%
57 14.221 2061 2063 2065 rBV3 30370 31018 1.68% 0.166%
58 14.257 2067 2069 2072 rVvV 75911 71716 3.88% 0.383%
59 14.292 2073 2075 2078 rVB 43280 40220 2.17% 0.215%
60 14.362 2085 2087 2089 rBvV 48027 33960 1.84% 0.181%
61 14.480 2105 2107 2111 rBV 31742 36048 1.95% 0.192%

62 14.657 2135 2137 2142 rVB2 97501 109874 5.94% 0.586%
63 14.880 2171 2175 2178 rBV 216720 313137 16.93% 1.671%
64 14.980 2189 2192 2201 rVB2 139549 166579 9.00% 0.889%
65 15.162 2220 2223 2228 rBV 113783 129337 6.99% 0.690%

66 15.221 2229 2233 2237 rVV 176235 200097 10.82% 1.068%

67 15.286 2239 2244 2250 rVV 1007508 1249008 67.51% 6.665%

68 15.333 2250 2252 2256 rVB 98780 111465 6.02% 0.595%

69 15.745 2319 2322 2326 rVB 75719 89855 4 .86% 0.480%
Sum of corrected areas: 18738852
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\

BF112785.D
1 Mar 2019 2:16
JussJ
K1650-06 5X
21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 17.70 ng 922655 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 750 (6.498 min): BF112785.D (-748) (-) m/z 132.00 100.00%
32
5000 68
75 o "550 o0 o0 680
104 : : : :
..,....,....,...:!'!.‘.‘7::'.61:.'.|....,.5.‘?.,..!'.,.-:..,....,....,'...,.. m/z 68.00 46.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BRI SR
6.20 6.40 6.60 6.80
0
314 5 78 m/z 134.00 32.06%
"I""I""Il"'l!ll'!"I""I"'!I""I""I""I""I'"'I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132

6.20 6.40 6.60 6.80

5000 m/z 66.00 30.71%
104
51 o, 96 77
14 27 37 4491 58 | 5,89 97 || 115
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80
m/z 69.00 18.65%
5000 67
41 97
53 117
SN NV T
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.65 ng 210598 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 92
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
Abundance Scan 1648 (11.780 min): BF112785.D (-1645) (-) m/z 192.05 100.00%
192
5000
213 11.40 11.60 11.80 12.00
. ...'.2:2.7..,..2.??. m/z 73.00 56.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00
m/z 191.00 56.34%
15 39 63 115 139152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192
11.40 11.60 11.80 12.00
5000 m/z 60.00 53.33%
165
27 50 63 76 3 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192 11.40 11.60 11.80 12.00
m/z 43.00 52.52%
5000
2639 63 g2 9% 115 139152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.06 ng 118567 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 60
2 8.9-Dihvdrocvclopentaldeflphenan. .. 192 C15H12 027410-55-5 48
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 46
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 46
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 46

Abundance Scan 1662 (11.863 min): BF112785.D (-1658) (-) m/z 190.00 100.00%

1

5000

163

11.60 11.80 12.00 12.20
208 m/z 189.00 96.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54752: Phenanthrene, 1-methyl-

39 50 63 81 113 139 151

5000
11.60 11.80 12.00 12.20

m/z 192_.00 74 .46%

83 95

28 39 51 63 115 126 139 152
miz--> 20 40 60 8 100 120 140 160 180 200

Abundance #54758: 8,9-Dihydrocyclopenta[def]phenanthrene
191
IIIIIIIIIIIIIIAIIIIIIIII
11.60 11.80 12.00 12.20
5000 m/z 191.05 54 _.72%
165
74 152 | 176 ]
L B e B B B AL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54745: Phenanthrene, 4-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.60 26.38%
5000
165
27 39 51 63 83 *° 105115105 130 152 | 178 W\
B e B e e A B o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.04 ng 188283 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 1979 (13.727 min): BF112785.D (-1975) (-) m/z 43.00 100.00%
5000
51158 179 100 1540 13,60 13,80 1400
e m/z 55.00 93.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57 83
5000 LR DU UL SRR IR
13140 13.60 13.80 14.00
m/z 57.00 89.18%
167 196 222 266 294 322340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.00 83.37%
29 139
L 167 196 238 266 294
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol A L E R R EmE e S
55 83 13.40 13.60 13.80 14.00
m/z 97.05 74 .69%
- | ML\"
2
L 167 196 224 252 280 308
m/z--> i&eommmmmmmmmnmmmwmmmmo 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112785.D

Aca On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.07 ng 129337 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
Abundance Scan 2223 (15.162 min): BF112785.D (-2220) (-) m/z 252.10 100.00%
252
5000
40 58 87 10 1?5145162181198 224 | 573 206 323 345 365 14.80 15.00 15.20 15.40
0,20 28 87 10 j 145162181196 "L 4l 273 296 323 345 3K m/z 250.10 27.11%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
125 m/z 253.10 21.60%
50 74 99 , | 146 174 200 224 M
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
252
14.:80 15.00 15.20 15.40
5000 m/z 125.05 14_47%
126
39 63 83100, | 150 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene R B B I
252 14.80 15.00 15.20 15.40
m/z 126.00 12.92%
5000
126
39 5774 100, | 149 174 200 224
m/z--> 50 160 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112785.D

Acq On : 1 Mar 2019 2:16

Operator : JU/SJ

Sample : K1650-06 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 17.7 ng 922655 1 6.75 1042310 20.0
Anthracene, 2-met... 11.78 3.6 ng 210598 4 11.25 1152820 20.0
Phenanthrene, 1-m... 11.86 2.1 ng 118567 4 11.25 1152820 20.0
1-Heneicosyl formate 13.73 2.0 ng 188283 5 13.87 1850070 20.0
Benzo[e]pyrene 15.16 2.1 ng 129337 6 15.29 1249010 20.0
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