LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acqg On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc :

ALS Vvial : 13  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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131977.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.128 3 7 16 rVB 44968 57397 2.51% ©0.280%
2 4.987 488 493 506 rVB 580424 805168 35.15% 3.923%
3 5.398 559 563 573 rBV 1922216 1884680 82.29% 9.182%
4 6.422 732 737 740 rBV 1866964 1914738 83.60% 9.328%
5 6.781 795 798 802 rBV 523999 428791 18.72%  2.089%
6 7.357 890 896 899 rBV 1290699 1242601 54.25% 6.054%
7 8.075 1013 1018 1021 rBV 601837 550391 24.03% 2.681%
8 9.157 1196 1202 1205 rBV 2588318 2290370 100.00% 11.158%
9 9.833 1313 1317 1320 rBV 802230 639378 27.92% 3.115%
10 9.863 1320 1322 1326 rVB 61911 47250 2.06% 0.230%
11 10.380 1407 1410 1416 rVB 43950 38033 1.66% 185%

12 10.551 1435 1439 1443 rVB 160263 130871 5.71%
13 10.627 1448 1452 1455 rBV 1819265 1485179 64.84%
14 11.222 1548 1553 1557 rVB 27353 26076 1.14%
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15 11.327 1567 1571 1573 rBV 738563 708944 30.95% 454%
16 11.351 1573 1575 1578 rVW 517526 405849 17.72%  1.977%
17 11.398 1578 1583 1586 rVV 103938 97600 4.26% ©.475%
18 11.557 1604 1610 1617 rBV2 49103 60600 2.65% ©.295%
19 11.827 1651 1656 1658 rBV 72312 62026 2.71% ©0.302%
20 11.857 1658 1661 1664 rVV 107972 95122 4.15% 0.463%
21 11.904 1664 1669 1672 rVv2 26354 31383 1.37% ©.153%
22 11.939 1672 1675 1677 rVV 117040 111280 4.86%  0.542%
23 11.963 1677 1679 1683 rVB 45658 37458 1.64% 0.182%
24 12.121 1704 1706 1709 rVV 44862 38209 1.67% ©0.186%
25 12.157 1709 1712 1715 rVB 40558 37479 1.64% ©.183%
26 12.380 1746 1750 1752 rBV 39629 45468 1.99% ©0.222%
27 12.469 1762 1765 1769 rVB2 37924 40076 1.75% 0.195%
28 12.539 1774 1777 1781 rBV 737137 691054 30.17% 3.367%
29 12.692 1796 1803 1806 rBv4 25212 38335 1.67% ©.187%
30 12.774 1810 1817 1822 rVV2 564541 668673 29.19%  3.258%
31 12.821 1822 1825 1829 rVB2 37307 41063 1.79% ©.200%
32 12.916 1837 1841 1845 rVB 2153703 2064685 90.15% 10.058%
33 12.998 1848 1855 1858 rBv2 41520 76624  3.35% 0.373%
34 13.080 1865 1869 1870 rBV2 37596 42885 1.87% ©0.209%
35 13.104 1870 1873 1875 rVB 94333 87748 3.83% 0.427%
36 13.168 1881 1884 1887 rBV 75388 57829 2.52% 0.282%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acqg On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc :

ALS Vvial : 13  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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.204 1887 1890 1892 rVV2 63728 65232 2.85% ©0.318%
38 13.227 1892 1894 1898 rVB 31317 28336 1.24% 0.138%
39 13.298 1903 1906 1909 rBV 34641 28607 1.25% 0.139%
40 13.327 1909 1911 1915 rBvV4 29429 30993 1.35% 0.151%
41 13.615 1957 1960 1964 rVB 40198 40890 1.79% 0.199%
42 13.721 1973 1978 1981 rBV 59873 64304 2.81% 0.313%
43 13.751 1981 1983 1985 rVvV 41139 31137 1.36% 0.152%
44 13.815 1991 1994 2003 rVB3 163824 245994 10.74%  1.198%
45 13.974 2013 2021 2024 rBV2 550616 760406 33.20% 3.704%
46 13.998 2024 2025 2032 rVB 238479 206747 9.03% 1.007%
47 14.080 2037 2039 2041 rVB 42366 29251 1.28% 0.143%
48 14.133 2044 2048 2053 rBVS8 19609 38161 1.67% 0.186%
49 14.363 2082 2087 2090 rBV 51077 48239 2.11% 0.235%
50 14.398 2090 2093 2097 rVB3 23159 27362 1.19% 0.133%
51 14.457 2097 2103 2106 rBV5 32090 59735 2.61% ©0.291%
52 14.680 2136 2141 2143 rBV3 20609 26881 1.17% 0.131%
53 15.015 2193 2198 2201 rBV 220580 330615 14.44% 1.611%
54 15.121 2212 2216 2220 rVB 49663 63346 2.77% ©0.309%
55 15.315 2245 2249 2255 rVB 118032 153959 6.72% ©.750%
56 15.374 2255 2259 2265 rBV 170212 205659 8.98% 1.002%
57 15.439 2265 2270 2274 rBV 332441 421074 18.38% 2.051%
58 15.657 2303 2307 2315 rVB5 40100 61260 2.67% ©0.298%
59 15.886 2340 2346 2349 rBV6 18050 32877 1.44% 0.160%
60 15.945 2352 2356 2361 rVVe 26642 58545 2.56% 0.285%
61 15.986 2361 2363 2370 rVB3 15479 27237 1.19% 0.133%
62 16.892 2511 2517 2524 rBvV3 73952 145856 6.37% 0.711%
63 17.068 2543 2547 2552 rBV3 19446 38086 1.66% 0.186%
64 17.127 2554 2557 2563 rVB3 16908 29893 1.31% 0.146%
65 17.333 2586 2592 2602 rVB 53198 114809 5.01% ©.559%
66 17.580 2627 2634 2637 rBV 14582 30048 1.31% 0.146%
Sum of corrected areas: 20526852
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 09 Jan 2023 22:39
: CG\JU
: 01065-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
BF131977.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000
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0
Time-->

TIC: BF131977.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
2.128 2.68 ng 57397 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 14
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
4 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 9
Abundance Scan 7 (2.128 min): BF131977.D\data.ms (-3) (-) m/z 75.00 100.00%
75.0
5000
45.1 /\
A ARARRRREEE LSS
2.202.302.402.50
57.0
0 103.0 m/z 73.00  74.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5393: Propane, 1,1-dimethoxy-
75.0
5000 LN L L L LI R L
450 2.202.302.402.50
31.0 m/z 45.10 37.08%
15.0 57.0
O \\\‘\\‘\\‘\\{H“‘\\\\““\\\‘\\\H‘\\\\“!}}\‘\\8\8\.‘0\\\\1-‘()\?\’.\()\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4994: Pentane, 3-methoxy-
73.0
R EARRAREEEEEESNS
2.202.302.402.50
5000 m/z 41.00 26.74%
45.0
29.0
0 “““H““Mhu"H‘J‘H“‘F?{Q“‘MH“““““;9¥XQ“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #815: Methane, isothiocyanato-
73.0 2.202.302.402.50
m/z 47.00 24.73%
5000
45.0
0 15.0 28\0\ L 58\'0 i
LA R B e e R R ARamEE R R aaRa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39

Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.987 37.56 ng 805168 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 493 (4.987 min): BF131977.D\data.ms (-488) (-) m/z 42.95 100.00%
59.0
5000
101.0 R L EE N BISE RS
‘ 830 4.60 4.80 5.00 5.20 5.40
Ot gl S8 m/z 59.00  62.72%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | R N B I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  21.53%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
s A maR s o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.37%
101.0
o 180 . 600 840
e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester RS B RR o
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.45%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0 142.0
—_— R e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.551 4.09 ng 130871  Acenaphthene-di0 9.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C10H9BroO3 1000401-50-0 50
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
5 Benzoylformic acid 150 C8H603 000611-73-4 49
Abundance Scan 1439 (10.551 min): BF131977.D\data.ms (-1435) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
T \
5(0 152.0 | 10.50
O et e e e m/z 77.00  69.32%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #56922: Benzophenone
105.0
77.0
5000 coth :
182.0 10.50
m/z 182.00 50.42%
h ﬁ HM 15\2.0 H
OH\‘\‘\\\‘\\M‘\H\‘HH‘\\\\‘\\H‘\H‘\‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
A
77.0 10.50
5000 m/z 51.00 27.08%
50.0 152.0
O ket b e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este — A ‘
105.0 10.50
m/z 50.00 10.18%
5000
77.0
0 500 | 136.0 169.0198.0 227.0 256.0
e e T e e et
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.68 ng 95122  Phenanthrene-d1e 11.327
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93

Abundance Scan 1661 (11.857 min): BF131977.D\data.ms (-1658) (- m/z 192.10 100.00%
192.1

5000
165.0 "n 1900
94.7 11.50 12.00
390 O e 20 Ll 2181 a1 65 s4.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0 /\M
5000 L 1Oy
11.50 12.00
m/z 189.00 25.30%
165.0
o300 630 960 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\ \‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-

192.0 M
e
11.50 12.00
5000 ITI/Z 189.95 15.22%
165.0
o 390 630 960 1390 ] w
e R T R ARRARaR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67032: Phenanthrene, 2-methyl- — AA‘ ‘
192.0 11.50 12.00

m/z 193.00 14.91%

5000
165.0
T T T i

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.939 3.14 ng 111280  Phenanthrene-di0 11.327
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
4 Methyl diselenide 190 C2H6Se2 007101-31-7 49
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 1675 (11.939 min): BF131977.D\data.ms (-1672) (-] | m/z 190.00 100.00%
19p.0
5000
s M‘:LZ‘OO‘
165.0 .
63.0 139.0
0L 300 it b e e el 2280 m/z 188.95  95.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 \N\\ T T T A/\V\J\\/L
94.0 12.00
4. m/z 192.00  35.68%
0. 390 630 | 137.0 163.0 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
s
12.00
5000 m/z 191.05 32.80%
94.0
163.0
0 "H"H"‘H"_‘“‘_"w"H_w‘mwumuww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /ﬂMﬁN
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrg st LMY
190.0 12.00

m/z 187.00  21.22%

5000

0! R L B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.998 2.02 ng 76624  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 68
Abundance Scan 1855 (12.998 min): BF131977.D\data.ms (-1848) (- m/z 215.00 100.00%
215.0
5000
AU
94.5 189.0 13.00
51.0 | ], 1281 1630 5
O b b o S e Ml e m/z 216.10  94.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 ‘ "/\ ‘
13.00
108.0 ITI/Z 213.00 21.99%
o s70 | 16301890 |
\H‘H\\‘\H\‘\H\’\\H‘\\H‘H\\‘\H\‘\H\‘\\H‘\\\ ‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0 [\
P R,
13.00
5000 m/z 217.00 20.11%
95.0 189.0
0270 630 | 1220 1630 | ‘m
R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\/\ //\
Abundance #94578: Fluoranthene, 2-methyl- A‘A‘Aﬁ/ﬁ i
216.0 13.00
m/z 189.00 13.43%
5000
108.0
o 510 B0 | 135016300 |
A e R L e e R ARARRRA R c
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Pyrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.104 2.31 ng 87748  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87

Abundance Scan 1873 (13.104 min): BF131977.D\data.ms (-1870) (- m/z 216.05 100.00%
216.1

5000
JU
107.5 13.00 13.50
. 162.9 189.0 : :
Obrrrprrr 208, 809, | 13701629 100 m/z 215.10  72.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94572: 11H-Benzo[b]fluorene
215.0
5000 A A
13.00 13.50

m/z 213.05 18.05%
107.0
50.0 81.0, |  139.0163.0 189.0
H\‘\H\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H\

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94567: Pyrene, 2-methyl-
216.0 f\
B
13.00 13.50
m/z 217.05 16.21%
5000 95.0
189.0
0 53.0 - ‘ 4 ‘ 122.0 163.0 ML L hw._‘_'_'_r
T R AR RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /K
Abundance #94573: 11H-Benzo[a]fluorene 1 /\‘M/“/\ P bl
216.0 13.00 13.50
m/z 107.50  12.98%
5000
107.0
o140 440 810, | 139016301890 | . J\ [
R R e e e e R ARA RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BF010923.M Tue Jan 10 11:30:02 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.816 6.47 ng 245994  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 89
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 89
3 1-Octadecanol 270 C18H380 000112-92-5 81
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 76
5 1-Tetracosene 336 C24H48 010192-32-2 76

Abundance Scan 1994 (13.815 min): BF131977.D\data.ms (-1991) (- m/z 83.10 100.00%
83.1
5000
230.0
P Y
ol wu‘um J“\,‘ ‘l‘hﬁﬂ A0 m/z 57.10 95.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 = Lo
11.0 13.50 14.00
m/z 43.85  94.39%
169.0 238.0
0 \“\ ‘1“ ‘\“\‘ I ‘1\ ‘\“L\ ‘W ‘“\ “\ T b \‘\ T \2\8\3\.(‘)\ LB e |
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
i -
13.50 14.00
m/z 69.05 81.88%
5000 11.0 /
‘ 169.0
ol AL Ll Totpozsso  aoe
m/z--> 50 100 150 200 250 300 350 400
Abundance #161350: 1-Octadecanol 5 T
43.( 13.50 14.00
97.0 m/z 55.05 81.61%
5000
h M 1400 2240
oL by, = se
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.121 3.01 ng 63346  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 94
2 Benzo[e]pyrene 252 C20H12 000192-97-2 91
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 86

Abundance Scan 2216 (15.121 min): BF131977.D\data.ms (-2212) (- m/z 252.05 100.00%

252.1
5000

43.0 97.1 126.1 224.1 15 00 15 50
Ol QT 2930 1980 T L m/z 250.05  27.56%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #138552: Perylene
252.0
5000

e =
15.00 15.50
m/z 253.05 26.22%

126.0
27.0 63.0 99.04 ‘H 174.0 2240
‘HH‘\H\‘\\\\’1H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #138554: Benzo[e]pyrene
252.0

o

1500 1550
5000 ITI/Z 126.10 9.97%
125.0
0 63.0 98.0, | 174.0 2240 |
R e e B R R R LR e e R RRRRLARE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #138565: Benzo[k]fluoranthene o WA\ ‘ ﬂ*‘ Py
252.0 15.00 15.50

m/z 251.10 9.89%

5000 J\ M
126.0
| o sl ao | bl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1@ Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.315 7.31 ng 153959  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91

Abundance Scan 2249 (15.315 min): BF131977.D\data.ms (-2245) (- m/z 252.05 100.00%

252.1
5000

125.0 15.00 15.50
ol A%0 82 | 16101979, 385! /7 250.05  31.78%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
52.0
5000 = b
15.00 15.50

m/z 253.05 21.87%

125.0
0 39.0 830 | 2000, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138561: Benzo[j]fluoranthene
252.0

15. 00 15 50
5000 m/z 125.00 9.62%
126.0
0 51.0 87.0 HM 16302000 |
R A e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene

252.0 15.00 15.50

m/z 251.05 9.24%

5000

126.0
0. 50.0 870 , | 16302000 | asl UL /\ :
—200 870 , | 1630200, | e s

m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknownl5.656 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.656 2.91 ng 61260  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Benzothieno[3,2-f]quinazoline-... 266 C14H10N4S 065642-92-4 25
2 8H-Indeno[2,1-b]phenanthrene 266 C21H14 000241-28-1 22
3 2-Heptadecenal 252 C17H320 1000143-48-6 18
4 16-Heptadecenal 252 C17H320 1010144-57-9 15
5 14-Heptadecenal 252 C17H320 1010144-58-0 15
Abundance Scan 2307 (15.657 min): BF131977.D\data.ms (-2303) (- m/z 57.00 100.00%
57.0
2000 WWMWM/\V
—— —
15.50 16.00
01 m/z 43.05 79.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155114: 1-Benzothieno[3,2-flquinazoline-1,3-diamine
266.0
5000 —r— ——
15.50 16.00
133.0 %
3.0 994.0 m/z 82.00 72.69%
| 980 | 16401950 | h ‘
O ’\\\\“\‘\‘H[H‘H‘\\\\‘\\‘”‘\‘“H\‘\\‘\\‘}\MH‘HH‘HH‘M\\H’HH’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155997: 8H-Indeno[2,1-b]phenanthrene
266.0
‘g e e
15.50 16.00
5000 ITI/Z 266.10 64 .60%
133.0
0270 630 980 187.0  237.0 | ‘
[ T T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138486: 2-Heptadecenal R ——+
43.0 15.50 16.00
m/z 83.05 63.46%
B WMJ\W
. 140 1es0 22202510
“‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘HV‘HV‘HV“ P e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acq On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 9-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.945 2.78 ng 58545 Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 74
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 74
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 68
4 Cyclododecane 168 C12H24 000294-62-2 58
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 000547-60-4 49
Abundance Scan 2356 (15.945 min): BF131977.D\data.ms (-2352) (- m/z 97.00 100.00%
550, (970
5000
207.0
P
T M
O el ML “‘!‘_‘m “”“‘U‘W!“‘““‘!H‘\w‘” Sl mz s3.ee  93.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173730: 9-Eicosene, (E)-
57.0
97.0
5000 T
16.00
m/z 69.00 88.21%
27,0
ok Iy 1260 1680 209.0
\‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43.0
280.0 16.00
5000 m/z 55.00 85.27%
H 251.0
kb b A B AN, o000 ||
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7660: Cyclopentane, 1,1,3-trimethyl- P
55.0 16.00
m/z 57.00 84.26%
5000 97.0
04‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131977.D

Acqg On : 09 Jan 2023 22:39
Operator : CG\JU

Sample : 01065-01

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane, 1,1-di... 2.128 2.7 ng 57397 1 6.781 428791 20.0
2-Pentanone, 4-... 4.987 37.6 ng 805168 1 6.781 428791 20.0
Benzophenone 10.551 4.1 ng 130871 3 9.833 639378 20.0
Phenanthrene, 1... 11.857 2.7 ng 95122 4 11.327 708944 20.0
4H-Cyclopental[d... 11.939 3.1 ng 111280 4 11.327 708944 20.0
11H-Benzo[b]flu... 12.998 2.0 ng 76624 5 13.974 760406 20.0
Pyrene, 2-methyl- 13.104 2.3 ng 87748 5 13.974 760406 20.0
Heptadecyl hept... 13.816 6.5 ng 245994 5 13.974 760406 20.0
Perylene 15.121 3.0 ng 63346 6 15.439 421074 20.0
Benzo[e]pyrene 15.315 7.3 ng 153959 6 15.439 421074 20.0
unknownl5.656 15.656 2.9 ng 61260 6 15.439 421074 20.0
9-Eicosene, (E)- 15.945 2.8 ng 58545 6 15.439 421074 20.0

8270-BF010923.M Tue Jan 10 11:30:06 2023 Pag 16



