LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS Vvial : 11 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122749.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.252 24 28 37 rVB 65690 89228 1.69% 0.188%
2 5.057 498 505 514 rBV 68179 109697 2.08% 0.231%
3 5.440 566 570 574 rBV 3661817 4089018 77.40% 8.601%
4 6.451 737 742 745 rBV 3662029 4356170 82.46% 9.163%
5 6.645 772 775 780 rBV3 112935 137866 2.61% 0.290%
6 6.816 800 804 811 rVB 1443342 1188215 22.49% 2.499%
7 7.381 894 900 903 rBV 2711697 2908665 55.06% 6.118%
8 7.675 947 950 955 rVB 86731 76235 1.44% 0.160%
9 8.098 1017 1022 1030 rBV 1755326 1720597 32.57% 3.619%
10 8.316 1055 1059 1062 rBvV 96424 72417 1.37% 0.152%
11 8.375 1066 1069 1072 rBV 104530 83962 1.59% 0.177%
12 8.810 1137 1143 1147 rVB2 97115 104684 1.98% 0.220%
13 8.910 1157 1160 1164 rVB2 74400 63036 1.19% 0.133%
14  9.181 1199 1206 1209 rBV 5271781 5282735 100.00% 11.111%
15 9.510 1259 1262 1265 rBV 65984 67078 1.27% 0.141%
16 9.569 1269 1272 1276 rVB 514801 421137 7.97% 0.886%
17 9.716 1294 1297 1301 rBV 118254 97373 1.84% 0.205%
18 9.857 1314 1321 1324 rBV 2159047 1947023 36.86% 4.095%
19 9.886 1324 1326 1329 rVB2 62822 53492 1.01% 0.113%
20 10.057 1351 1355 1359 rBV 72043 64212 1.22% ©.135%
21 10.263 1385 1390 1392 rBvV2 45118 57841 1.09% 0.122%
22 10.398 1410 1413 1420 rVB3 75359 86916 1.65% 0.183%
23 10.645 1450 1455 1458 rBV 3459789 3452747 65.36% 7.262%
24 10.769 1470 1476 1482 rVB4 98315 165204 3.13% 0.347%
25 10.951 1502 1507 1509 rBV3 37607 53561 1.01% 0.113%
26 11.145 1537 1540 1543 rBV3 71455 68775 1.30% 0.145%
27 11.210 1544 1551 1553 rVV4 70969 114630 2.17% 0.241%
28 11.239 1553 1556 1561 rVB 90148 101070 1.91% 0.213%
29 11.339 1569 1573 1575 rBV 2064796 1832464 34.69% 3.854%
30 11.363 1575 1577 1581 rVV 785546 605364 11.46% 1.273%
31 11.416 1583 1586 1589 rVB 151700 120866 2.29% 0.254%
32 11.451 1589 1592 1595 rBV2 44871 56090 1.06% 0.118%
33 11.633 1621 1623 1626 rVB 82859 59443 1.13% 0.125%
34 11.669 1626 1629 1635 rVB 99401 97187 1.84% 0.204%
35 11.839 1655 1658 1661 rBV 205521 208056 3.94% 0.438%

36 11.869 1661 1663 1669 rVB 565533 551149 10.43% 1.159%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS Vvial : 11 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.951 1674 1677 1679 rVV2 319786 324794 6.15% ©.683%
38 11.974 1679 1681 1686 rVB 185264 159556 3.02% ©.336%
39 12.045 1690 1693 1696 rvVB2 59072 57630 1.09% 0.121%
40 12.139 1704 1709 1711 rBV2 119938 153438 2.90% 0.323%
41 12.163 1711 1713 1719 rVB3 101406 115738 2.19% ©0.243%
42 12.286 1732 1734 1737 rVB 76518 61236 1.16% 0.129%
43 12.316 1737 1739 1742 rBV 95331 87859 1.66% ©.185%
44 12.392 1749 1752 1755 rBV 272526 272543 5.16% ©.573%
45 12.427 1755 1758 1760 rVV2 173804 184612 3.49% ©.388%
46 12.451 1760 1762 1764 rVB 76861 53888 1.02% ©0.113%
47 12.474 1764 1766 1771 rBV2 125308 160846 3.04% ©.338%
48 12.551 1776 1779 1783 rBV 868934 777343 14.71%  1.635%
49 12.598 1784 1787 1789 rBV2 88454 86815 1.64% 0.183%
50 12.663 1793 1798 1803 rBV2 755004 903652 17.11% 1.901%

51 12.780 1813 1818 1821 rBV 1037642 1028368 19.47% 2.163%
52 12.839 1826 1828 1831 rVB2 107425 102632 1.94% 0.216%
53 12.933 1839 1844 1847 rBV 4856764 4935212 93.42% 10.381%

54 12.998 1853 1855 1859 rBV 118902 146491 2.77%  ©.308%
55 13.092 1868 1871 1872 rBV3 103482 123424  2.34%  ©.260%
56 13.110 1872 1874 1879 rVB 198355 165228 3.13% 0.348%
57 13.216 1889 1892 1896 rBvV2 207435 189274  3.58% ©.398%
58 13.310 1905 1908 1910 rVB 162641 144270 2.73% ©.303%
59 13.339 1910 1913 1916 rBV 158351 133488 2.53% 0.281%
60 13.616 1958 1960 1965 rVB 146607 156310 2.96%  0.329%
61 13.727 1977 1979 1982 rVB3 110219 96331 1.82% ©.203%
62 13.827 1994 1996 2000 rVB 115291 97681 1.85% 0.205%
63 13.880 2000 2005 2006 rBv4 147750 243870 4.62%  0.513%
64 13.980 2017 2022 2025 rBV2 1628472 1957552 37.06% 4.117%
65 14.004 2025 2026 2034 rVB 490846 407354 7.71% 0.857%
66 14.368 2086 2088 2091 rVB 162494 124543 2.36% 0.262%
67 14.492 2107 2109 2111 rBV2 116728 98739 1.87% 0.208%
68 14.827 2164 2166 2169 rBV 97257 94328 1.79% 0.198%
69 15.015 2194 2198 2201 rBV 432692 607610 11.50% 1.278%
70 15.315 2246 2249 2255 rVB 279359 334051 6.32% ©.703%
71 15.374 2255 2259 2265 rBV 329412 431166 8.16% 0.907%
72 15.439 2265 2270 2274 rBV 1037501 1323067 25.05% 2.783%
73 16.874 2509 2514 2521 rVB2 170050 318758 6.03% 0.670%
74 17.309 2583 2588 2597 rVB 159464 319149 6.04% 0.671%

Sum of corrected areas: 47543049
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2020 14:40

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
BF122749.D

Ju/CaG
L5091-03

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

o

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF122749.D\data.ms

5.440 6.451

7.381

6.816

2.252 5.057 6.645 7.67

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF122749.D\data.ms

9.181 12.933

10.645

9.857

11.339

8.098

9.569
9.5&0}71@. 86.0570.263398

88865 8.8.910

0
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

A N e e e s
50 10.00 1050 11.00
TIC: BF122749.D\data.ms

9.

—
9.00

P
8.50

13.980

15.015
14.383192 14827 1

16.874 17.309

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 1-ethenyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.645 2.32 ng 137866 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 91
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 38
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 35
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 35
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 35
Abundance Scan 775 (6.645 min): BF122749.D\data.ms (-772) (-) m/z 45.10 100.00%
45.1
117.1
5000
72'1 91'1 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ “ ‘ M ‘ 6.40 6.60 6.80 7.00
S 111 1 PP S ‘waw m/z 117.10 54.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117.0
5000 \\\\‘\\\\‘\\\\‘\\\\/’\\\\
91.0 6.40 6.60 6.80 7.00
39.0 m/z 118.10 50.12%
O \\‘l\\\\‘H\‘\‘H\\“HHHH\\‘1‘\‘\\‘\MM‘HH“HHM‘\H‘H! “HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
R R R Ea
6.40 6.60 6.80 7.00
5000 m/z 59.00 36.47%
2900 72.0
o129 | UL | 2901980 550
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl- ‘H“‘H“‘H“‘H‘,‘H

117.0 6.40 6.60 6.80 7.00
m/z 91.10 24.74%

5000
390 o
15.0 ‘
0 "‘H"‘m‘w‘:p”"}‘:HM!H""m‘l"m‘w"1“”_‘!“””_”“”

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.27 ng 208056  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 1658 (11.839 min): BF122749.D\data.ms (-1655) (1  m/z 192.10 100.00%

192.1
5000
— e
63.0 94.5 1390165-1 H 11.50 12.00
0030 b 390 Ll 2312257001 10 s9.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 T

= :
11.50 12.00
m/z 189.10  29.85%

165.0
27.0 630 960 1390

O\‘\\\\‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\“\\\}‘\W\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54745: Phenanthrene, 4-methyl-
192.0 M$m
— PR N ot
11.50 12.00
5000 ITI/Z 193.05 15.95%
165.0
95.0
0270 630 U 1390 |
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene . —
192.0 11.50 12.00
m/z 190.10 15.64%
5000
165.0
5,280 630 %0 1390 L k
e e e e e — =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Anthracene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.869 6.02 ng 551149  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1663 (11.869 min): BF122749.D\data.ms (-1661) (1  m/z 192.10 100.00%

192.1
5000
73.0
41,0 — L
129.0 11.50 12.00
i 22zt s
ol oty ol b iglh L T SUS m/z 191.10 57.79%
miz--> 50 100 150 200 250 300
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 — =
11.50 12.00
m/z 73.00 35.19%
94.0 ‘
Ot \5]‘“(\)“\ \‘\M‘ T \%Si?.\?\‘\“! L I B
miz--> 50 100 150 200 250 300
Abundance #54735: Anthracene, 2-methyl-
192.0
— ==
11.50 12.00
5000 m/z 43.10  29.40%
0 39.0 “83".0\\ 139'0 h‘ L \‘H
— e
miz--> 50 100 150 200 250 300
Abundance #54746: Phenanthrene, 1-methyl- — —
192.0 11.50 12.00
m/z 189.10 29.01%
5000
27.0 630 9.0 1390 | |
— e e = o
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Phenanthrene, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.951 3.54 ng 324794  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 78
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60

Abundance Scan 1677 (11.951 min): BF122749.D\data.ms (-1674) (-1 m/z 192.10 100.00%
1

192.
5000
94.5 ‘506
1
63.0 } 163.1 w ‘
b 20 4| 2270 1981 | 2220 2553284 1 19936 66,26
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54745: Phenanthrene, 4-methyl-
192.0
5000 T
12.00
m/z 191.10 65.15%
95.0
270 630 5 1524
\’\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\‘HH’HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54731: Anthracene, 9-methyl-
192.0
—r=
12.00
5000 ITI/Z 190.05 58.80%
96.0
270 630 | 1260 1630 |
T e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54750: Phenanthrene, 2-methyl- =
192.0 12.00
m/z 193.10 19.06%
94.0
o270 30 I 1260 1030 | W
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF120520.M Thu Dec 17 12:48:47 2020

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.392 2.97 ng 272543  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 90
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 87
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 86
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86

Abundance Scan 1752 (12.392 min): BF122749.D\data.ms (-1749) (- m/z 206.10 100.00%

206.1
5000
1200  12.50
89.0 165.1 ‘ , :
o“Hw5%ﬂu‘uwmwu}%QQ_mw‘mekdﬂm,uuﬁ5%ﬁ‘?§9: m/z 191.10  46.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 = —
12.00 12.50
101.0 m/z 189.10 23.43%
165.0 ‘
OZ‘Z\(\)‘\\\6\‘3IVOH‘\1‘\‘\‘h‘\\H‘H\\‘\\\\‘\\\\‘\\M\“H‘\H’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0
== —
12.00 12.50
5000 m/z 205.10  22.35%
102.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66256: Phenanthrene, 2,3-dimethyl- = —
206.0 12.00 12.50
m/z 207.10 15.11%
5000
89.0
o S0 i) 2200 3850 | | el
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Phenanthrene, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.427 2.01 ng 184612  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 60
2 Naphthalene, 1,2-dihydro-1-phenyl- 206 Cl6H14 016606-46-5 55
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 53
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 52
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 47

Abundance Scan 1758 (12.427 min): BF122749. D\data ms (-1755) (- m/z 206.10 100.00%

P
244.2 281.1 12.50
0! : : m/z 189.10  50.93%
miz--> 50 100 150 200 250 300
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000 IR
12.50
102.0 m/z 57.10 42.11%
T 2\7\0\ ’6% \C)“\ “‘\‘ H‘ T T T T “ ?“5\ H\ ‘! Hh‘\ T T T ‘ T T T T ‘ 1
miz--> 50 100 150 200 250 300
Abundance #66279: Naphthalene, 1,2-dihydro-1-phenyl-
206.0
r
91.0 12.50
5000 128.0 ITI/Z 191.10 40.10%
‘ 165.0
ob i b Tl
miz--> 50 100 150 200 250 300
Abundance #66268: Phenanthrene, 2,7-dimethyl- —
206.0 12.50
m/z 204.10 33.61%
) MANAW”MAAAJLNrMAMMV
102.0
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.663 9.23 ng 903652 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1798 (12.663 min): BF122749.D\data.ms (-1793) (- m/z 73.00 100.00%
3.0

41,0
5000 129.1
185.1 2412 = P
‘ 28“1'3 12.50 13.00
0 gl f bbb L m/z 43,10 87.98%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73.0
129.0
5000{ 41,0 284.0 — A
1850  241.0 12.50 13.00
m/z 60.00 80.49%
0 W‘H‘\‘WM H“‘ | L ‘L N “ A ““ ‘\ ‘\‘ : “‘ —
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
73.0
— ==
12.50 13.00
5000/ 41.0 m/z 57.10 78.65%
129.0
185.0 228.0
oL “‘ ;M‘\‘H} i ‘ 1w “\‘ — ‘\‘ e
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid T ——
60.0 12.50 13.00
m/z 55.10 70.75%
5000 129.0
7.0 1710 2130 2560
ol— ‘M‘H‘\ “Hh‘\“ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ . “\‘ —— P P
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40

Operator : JU/CG

Sample L5091-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Nonadecene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.880 2.49 ng 243870 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 86

Abundance Scan 2005 (13.880 min): BF122749.D\data.ms (-2000) (- m/z 97.10 100.00%

57.0 97.1
5000 234.1
T
| ‘ ‘4371 189.1 281.1 339.1380.. 1350 14.00
O oo Bl bt ol o B S m/z 57.85 94.33%
mlz--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 — e
13.50 14.00
m/z 83.10 93.51%
O \\“\“‘\H\‘\\“ “JF“‘ ‘“\]‘_\8\2\02\2\4\0\‘26\6\\0\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97'0 ‘ T T ‘ T
13.50 14.00
5000 m/z 55.10 89.37%
oisd LI 1| 3400120 2550 505
i ‘ e
miz--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate “ ——
57.0 13.50 14.00
70 m/z 43.10 88.09%
5000
294.0
oo Lo 00,
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.315 5.05 ng 334051 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 2249 (15.315 min): BF122749.D\data.ms (-2246) (-1 m/z 252.10 100.00%

25p.1
5000
— =
125.0 15.00 15.50
0A20 831 | 1981, | 20213312 3833 ., y59.19  29.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
5000 = =
15.00 15.50
m/z 253.10  23.44%
126.0
0B9.0 _87.0 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzol[e]pyrene
252.0
— o
15.00 15.50
5000 m/z 125.00  12.30%
125.0
039:0 83.0 ;| 200.0, |
Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene “ —
252.0 15.00 15.50
m/z 126.00  10.52%
5000
126.0
0390 87.0 “ﬂ 2000 |
T B B e B e e A A S I — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122749.D

Acqg On : 16 Dec 2020 14:40
Operator : JU/CG

Sample : L5091-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1-ethe... 6.645 2.3 ng 137866 1 6.816 1188220 20.0
Phenanthrene, 2... 11.839 2.3 ng 208056 4 11.339 1832460 20.0
Anthracene, 2-m... 11.869 6.0 ng 551149 4 11.339 1832460 20.0
Phenanthrene, 4... 11.951 3.5 ng 324794 4 11.339 1832460 20.0
Phenanthrene, 2... 12.392 3.0 ng 272543 4 11.339 1832460 20.0
Phenanthrene, 3... 12.427 2.0 ng 184612 4 11.339 1832460 20.0
Octadecanoic acid 12.663 9.2 ng 903652 5 13.980 1957550 20.0
1-Nonadecene 13.880 2.5 ng 243870 5 13.980 1957550 20.0
Benzo[e]pyrene 15.315 5.0 ng 334051 6 15.439 1323070 20.0
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