LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acqg On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc :

ALS Vvial : 15 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131138.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.152 5 11 17 rVB 453898 543967 38.29% 4.486%
2 5.104 509 513 522 rBV 193638 229394 16.15% 1.892%
3 5.504 577 581 585 rBV 1434529 1338291 94.20% 11.037%
4 6.516 748 753 756 rBV 1597812 1420749 100.00% 11.717%
5 6.886 813 816 820 rBV 507406 401636 28.27%  3.312%

6 7.451 908 912 915 rBV 1011710 883286 62.17% 7.285%
7 8.175 1031 1035 1038 rBV 514640 449414 31.63%  3.706%
8 9.245 1213 1217 1221 rBV 1309543 1191155 83.84%  9.824%
9 9.933 1330 1334 1337 rBV 433365 380864 26.81% 3.141%
10 10.722 1464 1468 1477 rBV 693586 562103 39.56% 4.636%
11 11.421 1584 1587 1590 rBV 427044 349731 24.62% 2.884%
12 11.927 1670 1673 1675 rBV 18925 17013 1.20% 0.140%
13 11.951 1675 1677 1681 rVB 25768 23051 1.62% ©.190%
14 12.004 1681 1686 1688 rBV2 12848 15191 1.07% ©.125%
15 12.033 1688 1691 1694 rVvv2 37831 44284  3.12%  0.365%
16 12.063 1694 1696 1701 rVB 20685 17445 1.23% 0.144%
17 12.221 1715 1723 1726 rBv4 19235 28155 1.98% 0.232%
18 12.474 1763 1766 1769 rBV 62931 62972  4.43% ©.519%
19 12.510 1769 1772 1775 rVV2 29815 43046 3.03% ©.355%
20 12.563 1778 1781 1785 rBV3 26830 34456 2.43% 0.284%
21 12.639 1790 1794 1797 rBV 161543 130774 9.20% 1.079%
22 12.868 1827 1833 1839 rBV 222816 252602 17.78%  2.083%
23 12.921 1839 1842 1846 rVB3 30030 34773 2.45% ©.287%
24 13.010 1853 1857 1861 rBV 1203659 1064797 74.95%  8.781%
25 13.086 1867 1870 1877 rBV3 48261 71331 5.02% ©.588%
26 13.174 1882 1885 1886 rBvV2 37786 37042 2.61% ©.305%
27 13.263 1898 1900 1903 rBV2 24344 22045 1.55% ©0.182%
28 13.304 1903 1907 1910 rVWV 67396 61095 4.30% ©0.504%
29 13.398 1920 1923 1925 rBV 64395 52521 3.70% ©.433%
30 13.427 1925 1928 1931 rVB 58211 48428 3.41% ©.399%
31 13.710 1968 1976 1981 rBV2 42254 78063 5.49% 0.644%
32 13.821 1990 1995 1998 rBV4 36987 61640 4.34% 0.508%
33 13.851 1998 2000 2002 rVV 35265 28875 2.03% 0.238%
34 13.874 2002 2004 2007 rVV2 21629 23521 1.66% ©.194%
35 13.921 2009 2012 2015 rVB 24119 30507 2.15% ©.252%
36 14.074 2033 2038 2040 rBV2 545407 602695 42.42%  4.970%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acqg On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc :

ALS Vvial : 15 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.098 2040 2042 2049 rVB 182311 160219 11.28% 1.321%
38 14.168 2049 2054 2058 rBV3 59357 90345 6.36% ©.745%
39 14.227 2061 2064 2065 rBV3 16078 16485 1.16% 0.136%
49 14.327 2079 2081 2084 rVB4 16284 16855 1.19% 0.139%
41 14.421 2095 2097 2099 rBvV 26162 24774 1.74% 0.204%
42 14.462 2099 2104 2107 rVWV 75620 99040 6.97% 0.817%
43 14.492 2107 2109 2112 rVV 47907 40848 2.88% 0.337%
44 14.527 2113 2115 2118 rVWV 33513 41693 2.93% 0.344%
45 14.586 2122 2125 2127 rBv2 36942 34949 2.46% 0.288%
46 15.127 2213 2217 2220 rBV 108623 150668 10.60% 1.243%
47 15.239 2233 2236 2240 rBvV 25303 30778 2.17% 0.254%
48 15.439 2267 2270 2276 rVB 75854 92282 6.50% 0.761%
49 15.504 2277 2281 2287 rVB 100811 126870 8.93% 1.046%
50 15.568 2287 2292 2296 rBV 250599 335747 23.63% 2.769%
51 15.898 2345 2348 2350 rVB3 21162 18353 1.29% ©0.151%
52 16.580 2461 2464 2465 rBV2 16454 16376 1.15% 0.135%
53 17.080 2543 2549 2557 rVB2 43226 96200 6.77% ©.793%
54 17.321 2587 2590 2596 rBVS8 13502 28888 2.03% 0.238%
55 17.539 2622 2627 2634 rVB 30437 67260 4.73%  ©.555%
Sum of corrected areas: 12125542
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131138.D\data.ms

6.516
5.504
1400000

1200000

7.451
1000000

800000

600000
152 6.886

400000

200000 5.104

0\\‘\\H‘HH’HH‘rH\‘HH[HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘H\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF131138.D\data.ms

1400000 9.245

13.010
1200000

1000000

800000
10.722

600000 8.175

9.933 11.421
400000

12.86
200000 12.639

, L migge 221 7% 129 i}%@%
—r— e . o —r— — o

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12/50 13.00
Abundance TIC: BF131138.D\data.ms

1400000
1200000
1000000

800000
14.074
600000

400000

200000
B3OB7 13.

O T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

16.580 17.080,7 317.539
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152  27.09 ng 543967 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 11 (2.152 min): BF131138.D\data.ms (-5) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.1

\M 90 ‘ 2.202.302.402.502.60
0l it e e e e m/z 43.05  46.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl- 4/\
73.0
5000 AR AR RARAR AR R

43.0 2.202.302.402.502.60
87.0 m/z 55.05 32.33%

290
'?O!!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

2.202.302.402.502.60

o

5000 41.0 55.0 m/z 87.10 25.81%
27.0
0 ‘ ‘ ‘\ | | ‘ | L | 112.0 129.0
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R A REaR R
73.0 2.202.302.402.502.60

m/z 41.05 14.66%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.104 11.42 ng 229394  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 513 (5.104 min): BF131138.D\data.ms (-509) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ 83.0 4.80 5.00 5.20 5.40
Ol il 830 m/z 59.10  56.31%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.14%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R EEaERREE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 13.75%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EaERRE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.23%
5000 41.0
0 \H \‘ \‘ Ly ‘ 12\6'0 142.0
7 P
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Anthracene, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.033 2.53 ng 44284  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 76
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 74
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 72
Abundance Scan 1691 (12.033 min): BF131138.D\data.ms (-1688) (- m/z 192.10 100.00%
192.1
5000
165.0 AR PN
94.4 ‘ 12.00 |
69.7 115 1 139 0 :
ol 300, Pl MR 10, Ll mz 191.05  68.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 SN
12.00
96.0 m/z 189.05 35.52%
ol 390 630 l 139.0 19‘5 0 Hw
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
\ ol
12.00
5000 m/z 190.10 25.15%
165 0
ol 390 630 M 115.0 139.0 ‘
_“w"H“H“H“_“w“u,‘u“H“_‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 N\
Abundance #67047: Naphtho[2,3-b]norbornadiene
192.0 12.00

m/z 165.00  24.52%

5000
165.0 w\M
960
o390 6830 0011701990 UV M

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 9,10-Dimethylanthracene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.474 3.60 ng 62972  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 95
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 95
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
4 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 91
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 91

Abundance Scan 1766 (12.474 min): BF131138.D\data.ms (-1763) (- m/z 206.10 100.00%

206.1
5000
ALY : ‘/\/\f\«m

76.0 101.0 178. 12.50
m/z 191.10  46.20%

39.0 127.9151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82934: 9,10-Dimethylanthracene AM

206.0

-

5000
12 50

m/z 189.10  32.06%

150 39.0 630 890 1270 1650 m
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
MWL R ML
12.50
5000 ITI/Z 205.05 25.62%
101.0 65.0 ‘
7 165.
ol 270510 9% || 130010 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #82923: di-p-Tolylacetylene e —
206.0 12.50
m/z 207.10 17.15%
5000
0 39.0 76.0 \10‘\2 0 13090 165 0 M Iy ‘ T
L m  a e o : ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 5 Phenanthrene, 2,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.510 2.46 ng 43046  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 76
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 64
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 64
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 60
5 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 52
Abundance Scan 1772 (12.510 min): BF131138.D\data.ms (-1769) (-] | m/z 206.10 100.00%
206.1
5000
101.1 b i£56ﬂ¢ i 1
162.9 .
0 m_Hﬁ‘g‘l‘_H‘\WWH““m, 1388 Lol o m/z 189.05 58.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0
pud V. W\M\f

5000
12.50
m/z 191.10 44.93%
O \\\‘\\\\‘\\\\‘\\\\‘\N\]‘-\()‘Hf\o\\’\\\\‘%??\?\‘}Zs‘\q\‘\\“‘}‘}\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
MY T ‘
12.50
5000 ITI/Z 205.10 27.61%
76 0 102.0
0270510 "0 1 13001650 | |
i FABBH VY LA U AHNY TE 0 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 )\
Abundance #82933: 9,10-Dimethylanthracene i —
206.0 12.50

m/z 204.05 21.59%

5000 /ﬁ“
178.
39.0 63.0 \‘ ) 1270152.0, 7 q “m ama ! i /J\J\[\MM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Pyrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.086 2.37 ng 71331  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 89
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
Abundance Scan 1870 (13.086 min): BF131138.D\data.ms (-1867) (- m/z 216.10 100.00%
216.1
5000 j\
N \
94.6 189.1 13.00
|l 1520 /" || pas P
0“Hw‘H‘_prm‘_‘uw‘uw‘u‘uu‘du‘u"muwu‘w‘u m/z 215.10  94.03%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #94567: Pyrene, 2-methyl-
216.0
A,
5000 St :
95.0 13.00
m/z 213.00  24.12%
189.0
oL 530 122.0150.0 |
‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94566: Pyrene, 1-methyl-
216.0
13.00
5000 m/z 217.05 17.01%
94.0 189.0
4270 63.0 “ l12201500 | |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 AN
Abundance #94575: 11H-Benzo[a]fluorene Ly A ‘
216.0 13.00
m/z 94.60  15.20%
5000
108.0
o 500 8L0, 170 1890
Raam i R L L A P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Fluoranthene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.304 2.03 ng 61095  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 89
Abundance Scan 1907 (13.304 min): BF131138.D\data.ms (-1903) (- m/z 216.05 100.00%
216.1
5000 j\
94.6 189.1 " USRI
13.00 13.50
162.9
oL500 | 41210 1629 | . | m/z 215.05  58.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 Pl L
13.00 13.50
m/z 213.10  16.56%
108.0
oL 390 740 " 13901630870 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94566: Pyrene, 1-methyl-
216.0
13.00 13.50
5000 m/z 217.10 16.06%
94.0 189.0
ol 390 63.0 220 130 | |
R R e L e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94567: Pyrene, 2-methyl- Al 1 i
216.0 13.00 13.50
m/z 94.60 14.70%
5000 95.0
189.0
0 530 | 1220 1630 | w
R R AR e ] P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 11H-Benzo[a]fluoren-11-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.710 2.59 ng 78063  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 94
2 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 89
3 (E)-.alpha.,.alpha.'-Dicyanostil... 230 C16H1@N2 002450-55-7 74
4 5-Amino-7-imino-4,8-diazatricycl... 230 C12H14N40 1000388-35-6 68
5 4-Amino-1-imino-6-methyl-2H,6H,7... 230 C12H14N40 1000411-06-8 64
Abundance Scan 1976 (13.710 min): BF131138.D\data.ms (-1968) (- m/z 230.05 100.00%
230.1
- MM
101.0 1350 1400
56.1 150.0 19§4.0 302( . ’
0Lt e e 2 ﬂm‘w‘““ 2001 9020z 202.05  18.18%
m/z--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 —r— —
13.50 14.00
101.0 200.0 m/z 231.16  18.06%
o w0 | 0 | |
\\\‘\\\‘\‘\r\!‘\\\\ BN B R B B
miz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
)\ﬁ T ‘ T T ‘ T
13.50 14.00
5000 m/z 200.05 16.95%
200.0
ol 500 1080 4500 |
e
miz--> 50 100 150 200 250 300 M
Abundance #111797: (E)-.alpha.,.alpha.’-Dicyanostilbene il —
230.0 13.50 14.00
m/z 215.10 15.35%
5000
510 880 1270 1760 \H\ |
] e L e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.821 2.05 ng 61640  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 CleH1es 000239-35-0 86
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 62
3 Phenanthro(2,1-b)thiophene 234 C16H1es 000219-25-0 58
4 Benzo[b]naphtho[1,2-d]thiophene 234 CleH1es 000205-43-6 58
5 Quinoxalino[2,3-b]quinoxaline, 5... 234 C14H10N4 000531-46-4 50

Abundance Scan 1995 (13.821 min): BF131138.D\data.ms (-1990) (- m/z 234.05 100.00%
234.1

-

202.1 3‘6 0
13.5 14.
390 77.0 170.0 m . .
e TR T TR AP ww‘“w““m L ‘27“4‘1‘395‘ m/z 235.00 21.27%
miz--> 50 100 150 200 250 300
Abundance #116293: Benzo[b]naphtho[2,1-d]thiophene
234.0

5000 Lot CSL
13.50 14.00

m/z 230.10  20.28%

117.0
189.0
0 ﬁ?o‘ T \8\2.9“‘\“‘\ \]TS‘O\Q\ \h‘\ “‘\ T \“ LA A
miz-> 50 100 150 200 250 300
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene
234.0

A T
13.50 14.00

5000 m/z 202.10 18.79%
117.0
0 . ‘6“3"0 i ‘\ A 17599 . 1‘8\?'3 — “\\‘ ———
miz--> 50 100 150 200 250 300
Abundance #116287: Phenanthro(2,1-b)thiophene — ——
234.0 13.50 14.00

m/z 232.05 13.86%

5000
117.0 189.0
450 87.0 d 150.C ﬁ L
o2 2 : P Loy

T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13

Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 10 Triphenylphosphine oxide Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
‘14.168 .00 ng %0345 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 ClaHisop 000791-28-6 97

2 (E)-7-Benzylidene-1-azabicyclo[3...

293 C15H19NO03S

3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P
4 5-(3,4-Dimethylphenylimino)-7ami... 277 C17H15N30
5 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302

1000483-83-4 58
001530-45-6 50
1000254-01-4 38
1000460-07-9 38

Abundance Scan 2054 (14.168 min): BF131138.D\data.ms (-2049) (- m/z
277.1

277.10 100.00%

%.

Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro
2

5000
200.9 : S—
20 # ‘ ‘ H 426.3 14.00 14.50
0L O 20 b b L 8263 ) 7810 30.77%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14.00 14.50
77.0 196.0 m/z 200.95  21.04%
152.0
O \2\7\.0\ ‘}‘ T “\ T ’ T T ‘“\ T \ T H L ‘ L ‘ L ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
i —
14.00 14.50
5000 m/z 183.00 20.29%
o 183.0
gL mo | me |
m/z--> lOO 150 200 250 300 350

77.0 14.00 14.50
m/z 198.95 20.05%
5000
199.0
31.0 77.0 152.0 ‘
ol 10 L us0™0 || a0 | Y Vgt
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Triphenylene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.463 3.29 ng 99040  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 93
2 2-Methylchrysene 242 C19H14 003351-32-4 93
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 91
4 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 90
5 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 89
Abundance Scan 2104 (14.462 min): BF131138.D\data.ms (-2099) (- m/z 242.10 100.00%
242.1
5000
119.6 EI.4‘56
55.0 ’ 202. W‘J . .
220 | 16302020 ] 8011 355 ., 241.16  28.55%
m/z--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
5000 i /T//U‘\M/\?’\T’“ﬁ““ﬁ"
14.50
m/z 239.05  27.52%
121.0
\\\‘\\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #126434: 2-Methylchrysene
242.0
T
14.50
5000 m/z 243.10 19.65%
120.0
0230 75.0 L h 187'0 I h‘\ M‘M“
e e
m/z--> 50 100 150 200 250 300 350
Abundance #126439: Chrysene, 1-methyl- —
242.0 14.50
m/z 240.05 12.71%
5000
120.0
ol . 630 _ | 16302020 ‘
B i e B o e e e e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acq On : 10 Nov 2022 23:13

Operator : CG\JU

Sample : N5494-19

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

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 12 Benzo[e]pyrene Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
15.439 5.50 ng 92282  Perylene-d12 15.568
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
4 Perylene 252 C20H12 000198-55-0 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90

Abundance Scan 2270 (15.439 min): BF131138.D\data.ms (-2267) (- m/z 252.10 100.00%
252.1
1251 15.50
0, 550 il 16121980 | 2921 3411 . 550 05 23.97%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 21.72%
125.0
0,390 830 | 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[K]fluoranthene
252.0
—
15.50
5000 ITI/Z 125.10 13.35%
126.0
o Oyl w00
m/z--> 50 100 150 200 250 300 350
Abundance #138561: Benzo[j]fluoranthene —
252.0 15.50
m/z 251.05 9.36%
5000
126.0
ol 51.0 87.0 | \H 163.0200.0 |
B B L B e re
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131138.D

Acqg On : 10 Nov 2022 23:13
Operator : CG\JU

Sample : N5494-19

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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|
Butane, 2-metho... 2.152 27.1 ng 543967 1 6.886 401636 20.0
2-Pentanone, 4-... 5.104 11.4 ng 229394 1 6.886 401636 20.0
Anthracene, 9-m... 12.033 2.5 ng 44284 4 11.422 349731 20.0
9,10-Dimethylan... 12.474 3.6 ng 62972 4 11.422 349731 20.0
Phenanthrene, 2... 12.510 2.5 ng 43046 4 11.422 349731 20.0
Pyrene, 2-methyl-  13.086 2.4 ng 71331 5 14.0974 602695 20.0
Fluoranthene, 2... 13.304 2.0 ng 61095 5 14.074 602695 20.0
11H-Benzo[a]flu... 13.710 2.6 ng 78063 5 14.074 602695 20.0
Benzo[b]naphtho... 13.821 2.0 ng 61640 5 14.074 602695 20.0
Triphenylphosph... 14.168 3.0 ng 90345 5 14.074 602695 20.0
Triphenylene, 2... 14.463 3.3 ng 99040 5 14.074 602695 20.0
Benzo[e]pyrene 15.439 5.5 ng 92282 6 15.568 335747 20.0
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