LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135865.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.957 485 488 512 rBV 405299 543121 31.38% 3.104%
2 5.375 556 559 589 rBvV 1379329 1685439 97.39% 9.632%
3 5.763 622 625 636 rBvV 13690 20519 1.19% 0.117%
4 6.392 729 732 760 rBV 1600284 1730642 100.00%  9.890%
5 6.739 787 791 807 rVB 570837 542129 31.33% 3.098%

6 7.304 884 887 907 rBV 1170781 1119939 64.71% 6
7 8.016 1005 1008 1029 rVB 779004 694169 40.11% 3
8 9.092 1188 1191 1202 rBV 1995479 1722780 99.55%  9.845%
9 9.216 1209 1212 1215 rBV 23627 25944 1.50% ©
9.774 1303 1307 1312 rBV 910007 734463 42.44% 4

11 10.574 1439 1443 1458 rBV 1081378 1160875 67.08%
12 10.880 1489 1495 1498 rBv4 17491 25927 1.50%
13 11.269 1558 1561 1564 rBV 879857 782383 45.21%

Or OO
I
~
=
B

14 11.292 1564 1565 1571 rVB 208806 183576 10.61% 049%
15 11.521 1598 1604 1608 rBV5 12345 25834  1.49% 148%
16 11.604 1614 1618 1621 rBV2 18160 21550 1.25% 0.123%
17 11.745 1637 1642 1645 rBv4 11022 19301 1.12% ©.110%
18 11.774 1645 1647 1650 rVV 119396 116017 6.70% ©.663%
19 11.804 1650 1652 1659 rVV 312799 322362 18.63% 1.842%
20 11.886 1663 1666 1669 rVV - 142222 151482 8.75% 0.866%
21 11.910 1669 1670 1676 rVB 82566 74746  4.32%  0.427%
22 12.074 1695 1698 1702 rVWV 45697 44141 2.55% 0.252%
23 12.121 1702 1706 1712 rVB3 45055 57076 3.30% ©.326%
24 12.221 1721 1723 1726 rBV 30481 26620 1.54% ©.152%
25 12.257 1726 1729 1732 rVB 40700 32750 1.89% ©.187%
26 12.286 1732 1734 1736 rVB 24048 19709 1.14% 0.113%
27 12.327 1738 1741 1744 rBV 108415 113746 6.57% ©.650%
28 12.368 1744 1748 1750 rBV2 45638 63726 3.68% ©0.364%
29 12.421 1754 1757 1758 rBV2 34315 41305 2.39% 0.236%
30 12.498 1766 1770 1774 rBV 304951 306672 17.72%  1.753%
31 12.557 1779 1780 1784 rVB 23189 23760 1.37% ©.136%
32 12.598 1784 1787 1792 rVB3 35170 47049 2.72% 0.269%
33 12.651 1792 1796 1798 rBV2 50872 48021 2.77% 0.274%
34 12.727 1803 1809 1815 rVB 375761 408718 23.62%  2.336%
35 12.780 1815 1818 1819 rBV2 42035 33391 1.93% ©0.191%
36 12.798 1819 1821 1825 rVB 66625 55347 3.20% ©.316%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.863 1829 1832 1836 rBV 1439993 1338581 77.35% 7.650%
38 12.945 1842 1846 1853 rBv4 54679 97924 5.66% 0.560%
39 13.004 1853 1856 1858 rBV3 21039 23361 1.35% 0.134%
49 13.039 1858 1862 1863 rVV3 42354 55571 3.21% ©.318%
41 13.057 1863 1865 1869 rVB 51303 53741 3.11% 0©.307%
42 13.127 1874 1877 1879 rW 21957 21381 1.24% 0.122%
43 13.163 1879 1883 1887 rVB2 84662 93340 5.39% ©.533%
44 13.257 1896 1899 1902 rBV 71363 60940 3.52% 0.348%
45 13.292 1902 1905 1908 rvVv 50185 49093 2.84% 0.281%
46 13.439 1927 1930 1933 rBV 58157 53591 3.10% ©.306%
47 13.586 1950 1955 1960 rvB2 37898 58375 3.37% ©0.334%
48 13.704 1970 1975 1979 rVB4 40620 77807 4.50% 0.445%
49 13.804 1989 1992 1996 rVB 21012 24518 1.42% 0.140%
50 13.857 1999 2001 2010 rVV7 25219 59958 3.46% ©0.343%
51 13.939 2010 2015 2018 rvv2 523127 640007 36.98% 3.658%
52 13.962 2018 2019 2024 rW 168681 147239 8.51% 0.841%
53 14.027 2026 2030 2037 rVB3 45420 64942 3.75% 0.371%
54 14.110 2042 2044 2048 rVB4 24925 24346 1.41% ©.139%
55 14.333 2077 2082 2085 rBV 61552 73029  4.22% 0.417%
56 14.368 2085 2088 2090 rVB 27971 25842  1.49% 0.148%
57 14.398 2090 2093 2097 rBv4 36973 47004 2.72% 0.269%
58 14.457 2101 2103 2105 rBV 32050 32109 1.86% ©.183%
59 14.527 2112 2115 2118 rVB3 23824 23297 1.35% 0.133%
60 14.686 2139 2142 2146 rVB4 45498 55295 3.20% 0.316%
61 14.845 2163 2169 2173 rBVS 31007 62985 3.64% 0.360%
62 14.992 2190 2194 2197 rBV 107601 162307 9.38% 0.928%
63 15.104 2209 2213 2217 rBV 22239 31722 1.83% 0.181%
64 15.292 2241 2245 2249 rBV 89018 101973 5.89% ©.583%
65 15.356 2252 2256 2261 rBV 109612 140733 8.13% 0.804%
66 15.415 2261 2266 2271 rBV 434510 543356 31.40%  3.105%
67 15.845 2335 2339 2343 rBV6 17197 30977 1.79% ©.177%
68 15.992 2361 2364 2370 rVB7 18594 27212 1.57% ©.156%
69 16.933 2518 2524 2530 rVB2 43526 91227 5.27% 0.521%
70 17.392 2597 2602 2612 rVB3 33767 79195 4.58% 0.453%
Sum of corrected areas: 17498207
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Oct 2023 00:29
¢ CG\JU
: 04888-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
BF135865.D

TR-304-COMP-21

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF135865.D\data.ms
6.392
1500000 5375
7.304
1000000
6.739
500000 4.957
0 5.763
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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
Abundance TIC: BF135865.D\data.ms
9.092
1500000 12.863
10.574
1000000 9.774 11.269
8.016
500000
0 9.216 10.880
—= — T —— e — i :
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: BF135865.D\data.ms
1500000
1000000
13.939
500000 15.415
. 16.933 17.392
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 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 20.04 ng 543121 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 488 (4.957 min): BF135865.D\data.ms (-485) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
83.1 4.60 4.80 5.00 5.20
0 el m/z 59.00  58.27%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B I BN I
59.0 4.60 4.80 5.00 5.20
m/z 101.10 17.42%
o210 | g 100
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
43.0
 RAmaaE e R
4.60 4.80 5.00 5.20
5000 59.0 m/z 58.10 15.34%
101.0
0 15.0 83.0
e A Ao e
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T ‘ N
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.66%
5000 41.0 JL
0 \H \‘ \‘ if ‘ 12\6'0 142.0

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.774 2.97 ng 116017  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 1647 (11.774 min): BF135865.D\data.ms (-1645) (- m/z 192.05 100.00%
192.1
5000
165.1 El_l‘Sd ELZ‘OC;
94.5 . . .
69.5 139.1
ol 220 202 M0 Sl m/z 191,10 55.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 g g J\A
11.50 12.00
m/z 189.10  32.34%
165.0
o 390 630 960 1390
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\

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

Abundance
192.0
M

11.50 12.00
5000 ITI/Z 190.10 16.79%
165.0
oL 39.0 630 94.0 115,0 139.0
R R T e et
m/z--> 20 40 60 80 100 120 140 160 180 200 N\
Abundance #67023: Anthracene, 2-methyl- L e M
192.0 11.50 12.00
m/z 193.10 14.22%
5000
96.0 165.0
S N~ N RSO N | DN VAV T LY
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Phenanthrene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 8.24 ng 322362  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
Abundance Scan 1652 (11.804 min): BF135865.D\data.ms (-1650) (- m/z 192.05 100.00%
1921
5000 60.0 m_‘
. T
8 11.50 1200
0! m/z 191.10 5.03%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 o e M
11.50 1200
165.0 m/z 60.00 6.23%
J2zro 60 " o
\H‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
192.0
—
11.50 1200
5000 m/z 43.10 %
165.0
ol 27:0 630 96.0 126.0
T T e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0 1150 1200
m/z 73.00 3.11%
5000
165.0
ol 390 830 4150 1 ‘H
TR e e e e e e e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Anthracene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.87 ng 151482  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 58
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 53
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 53
Abundance Scan 1666 (11.886 min): BF135865.D\data.ms (-1663) (- m/z 192.10 100.00%
192.1
5000 W¥~
165.1 1150 12.00 .
63.0 139.0 ’ .
o"“3‘9_0‘Hpu‘WM“1_1“1‘6‘9”‘_w‘m_ 28z 101,10 58.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 e e
11.50 12.00
165.0 m/z 189.18  55.81%
o 41.0 630 ‘9?0 1390 i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192.0 JWJM
1150 1200
5000 m/z 190.10 45.33%
ol 390 630 94.0 1390 1650
R A R R aa n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 Aﬂ
Abundance #67042: Phenanthrene, 4-methyl-
192.0 1150 1200
m/z 165.05 17.78%
5000
82.0 165.0
0,280 510 | | 11501300 =
R R T A mman o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.327 2.91 ng 113746  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 96
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 94
3 1-Methyl-3-phenyl-1H-indene 206 Cl6H14 022360-62-9 93
4 3-Methyl-1-phenyl-1H-indene 206 Cl6H14 022360-63-0 93
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
Abundance Scan 1741 (12.327 min): BF135865.D\data.ms (-1738) (- m/z 206.10 100.00%
206.1
5000
1200 1250
165.1 . .
63.0
0‘_‘gapu“H‘Mhﬂﬂw};59%§?gw‘ﬂ‘mhwm wﬂ‘w“‘ m/z 191.05  47.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 = ol
12.00 12.50
101.0 m/z 189.10  29.00%
O\‘ZZ\O\‘?,\]-\\()‘\\7\61‘0\1‘\‘\““\\\\‘\\]_\3\?\(\)\:\[‘6\‘?\\()\‘\\M\“\‘\\\‘\\\

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

Abundance
[

12.00 12.50
5000 m/z 205.10 23.72%
89.0
oL 390 630 115.0 139.0 165.0
T S n n n e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #82945: 1-Methyl-3-phenyl-1H-indene o —
206.0 12.00 12.50
m/z 207.10 17.30%
5000

91.0 128.0 165.0

27.0 510

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Pyrene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.945 3.06 ng 97924  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76

Abundance Scan 1846 (12.945 min): BF135865.D\data.ms (-1842) (-] ' m/z 216.05 100.00%
16.1

2
5000

L
94.5 189.1 13.00

67.1 162.9

S A PR O OO 5 SONPR m/z 215.10  87.36%

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
A

o

5000 ' T
13.00
m/z 213.10 22.96%
95.0 189.0
0,270 630 | 1220 1630 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216.0
13.00
5000 m/z 217.05 15.19%
107.0
0 50.0 81.0 137.0163.0189.0
R e A E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 J\ﬂ/\
Abundance #94578: Fluoranthene, 2-methyl- a AW‘ e
216.0 13.00

m/z 189.10  11.14%

5000
108.0
51.0 81-9‘\ ‘\“ 135.0 163-018‘?'O “

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pyrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.163 2.92 ng 93340  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 80

Abundance Scan 1883 (13.163 min): BF135865.D\data.ms (-1879) (- m/z 216.05 100.00%

216.1
5000

045 L —
13.00 13.50
43.0 163. ‘ 45.9
[ e L2300 L ! I o9 2810 /7 21510 61.85%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 TR o
13.00 13.50

m/z 217.10  19.69%

95.0
O T 2\7;0\ ‘6\3.(\) T \“ ‘H\ T T T ‘1-6\3.\0\ h‘\ ‘ \hH\ T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
216.0
A

13.00 13.50

m/z 213.10 16.17%
5000 95.0
0 53.0 163.0
; e — —
miz--> 50 100 150 200 250 ﬂ

Abundance #94579: Fluoranthene, 2-methyl- e PN

216.0 13.00 13.50

5000
108.0
39.0 74.0 1 \“ 163.0 - \H

(1R A R —r— —r—
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzo[c]phenanthrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.704 2.43 ng 77807  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]phenanthrene 228 C18H12 000195-19-7 93
2 Chrysene 228 C18H12 000218-01-9 70
3 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 60
4 Benz[a]anthracene 228 C18H12 000056-55-3 55
5 Triphenylene 228 C18H12 000217-59-4 46
Abundance Scan 1975 (13.704 min): BF135865.D\data.ms (-1970) (- m/z 228.10 100.00%
228.1
- AJM;
113.0
202.1 T ‘ T T ‘ T
389 63.0 87.9 150.0 175.0 13.50 14.00
01 m/z 227.10  53.88%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #109552: Benzo|[c]phenanthrene
228.0
5000 P —
113.0 13.50 14.00
m/z 226.10 50.43%
5300 630 870 | 1500174.0 2000 w
H“\\H\\“‘\H\‘\‘}\\“\\‘\\‘H\\‘\\‘\\‘\H‘\‘\‘\‘\\“‘H\H\‘H ‘H‘HH
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
228.0
PR —
13.50 14.00
5000 m/z 113.00 25.65%
113.0
0/39.0 630 88.0 150.0174.0 200.0
T T e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro- Amw”ﬁfw ——
228.0 13.50 14.00
m/z 202.05 16.98%
5000
114.0
0 87.0, ||  150.0174.0200.0
R B e R A ARARERE R —— ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Triphenylphosphine oxide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.027 2.03 ng 64942  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 53
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
4 3-Methylbenzo[b]naphtho[2,1-d]th... 248 C17H12S 004567-45-7 38
5 3H-pyrazol-3-one, 2,4-dihydro-5-... 277 C17H15N30 1000397-10-0 38
Abundance Scan 2030 (14.027 min): BF135865.D\data.ms (-2026) (- m/z 277.10 100.00%
277.1
5000 248.1
77.0 L ‘
wo | oamos 0 1L
0‘HM‘HwhqqumeJMMW”pruMmWﬁNwwpﬂmNH"Hﬂu m/z 248.10  51.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 abanaft M A ot n ‘r
152.0 14.00
m/z 278.10  29.92%
18.0 95.0
O \H‘H\\‘HM\"\HHH‘H\‘\‘\‘H‘\“M‘\‘\“\HH\’\\H\‘\’}‘\H}‘HH‘Z\ﬁ\O‘HH‘HH"H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
277.0
N
14.00
5000 m/z 77.00 24.07%
77.0
152.0 183.0
o 47.0 107.0 298.0
T T T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclg W‘W\(vw MWMWM
277.0 14 00
m/z 199.00  21.33%
5000
195.0
510 910 1420 ‘ M M
Oty 22590 4L L
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benz[a]anthracene, 8-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.333 2.28 ng 73029  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 90
2 Chrysene, 1-methyl- 242 C19H14 003351-28-8 90
3 2-Methylchrysene 242 C19H14 003351-32-4 90
4 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 90
5 Chrysene, 3-methyl- 242 C19H14 003351-31-3 90
Abundance Scan 2082 (14.333 min): BF135865.D\data.ms (-2077) (- m/z 242.10 100.00%
242.1
5000
489 871 0 1508181021 274.0 14.00 1450
0 ‘Wwwwwm\mwH_m_m_ﬁﬂwww;” m/z 239.85 30.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126461: Benz[a]anthracene, 8-methyl-
242.0
co00 N
14. 00 14. 50
121.0 m/z 241.10  29.33%
o somo | mo 230
‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
e Y.
14. 00 14. 50
5000 m/z 243.10 23.18%
120.0
ol 510 870 163.0 2130
[ e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126434: 2-Methylchrysene T —
242.0 14.00 14.50
m/z 119.70  11.23%
5000
120.0
0 28.0 87Q Iy h 150.0 21\\ ! h“ MM’M
R Ramaaasna e e prvepesgue R Nt
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Hexadecanamide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.686 2.04 ng 55295  Perylene-d12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 64
2 7-Nonenamide 155 C9H17NO 090949-53-4 59
3 9-Octadecenamide 281 C18H35NO 003322-62-1 59
4 Tetradecanamide 227 C14H29NO 000638-58-4 47
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 47

Abundance Scan 2142 (14.686 min): BF135865.D\data.ms (-2139) (- m/z 59.05 100.00%
59.0

5000
202.1 254.1 292.1 355, 14.50 15.00
0! - m/z 72.00 62.34%
miz--> 50 100 150 200 250 300 350

Abundance #142060: Hexadecanamide

g
©
o
T
=N

5000 ‘
14.50 15.00

m/z 55.00 50.20%

L 220 1700 2120 2550
LI ‘ 1T ‘ T T ‘ L ‘ T T T T ‘ L ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
59.0

— —
14.50 15.00

o

5000 ITI/Z 41.00 34.73%
98.0 155.0
ol 0 A
m/z--> 50 100 150 200 250 300 350
Abundance #174772: 9-Octadecenamide —— —
59.0 14.50 15.00
m/z 69.05 28.76%
5000
97.0
oL LI 136.0 1780 220.0 2810
e T A W e P P
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownl4.845 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.845 2.32 ng 62985  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene, 4,5-dihydro- 254 C20H14 057652-66-1 46
2 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 38
3 9,10-Ethenoanthracene-11,12-dica... 254 C18H1ON2 019067-49-3 38
4 6,6'-Biazulene, 254 C20H14 073393-11-0 38
5 9,10[1',2']-Benzenoanthracene, 9... 254 C20H14 000477-75-8 35

Abundance Scan 2169 (14.845 min): BF135865.D\data.ms (-2163) (- m/z 254.10 100.00%

254.1
57.0
5000
. it
T —

283.( 14.50 15.00

01 m/z 57.00 52.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141104: Benzo[a]pyrene, 4,5-dihydro-
254.0
5000 — ——
14.50 15.00
126.0 m/z 43.05 42.89%
\‘ H\‘ 224.0 m
O ’HH‘HH‘HH‘HHi\\\\‘H\\‘HH‘\\H‘\\\\‘\\HMH\H“\}‘ \’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
254.0
— ——
14.50 15.00
5000 ITI/Z 82.00 36.67%
126.0
oL 510 870 176.0 2240
[ e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #141038: 9,10-Ethenoanthracene-11,12-dicarbonitrile, 9, — e
254.0 14.50 15.00

m/z 253.10  31.94%

5000

R Y i Al "

s T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.292 3.75 ng 101973  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Benzo[e]pyrene 252 C20H12 000192-97-2 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 94
Abundance Scan 2245 (15.292 min): BF135865.D\data.ms (-2241) (- m/z 252.10 100.00%
252.1
- M
T
55.1 87.0 12f.o 162.0 195.1224.1 ‘ 279.1 1500 1550
Ol Ot h A820, 1901 T8 " M ZT9L myz 250.05  27.76%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138563: Benzo[k]fluoranthene
252.0
5000
1500 1550
126.0 m/z 253.10 %
O\\‘\H\‘\H\‘\\9\\9‘9”\‘1”\\\‘H\\‘H\\‘H\\‘\\\2\2‘\4.\\()\‘\1““\‘\\\\‘\\\
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance
252.0
1500 1550
5000 m/z 125.95 13.11%
126.0
0 63.0 99.0 1740  224.0
I T T e
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene W e e
252.0 15.00 15.50
m/z 125.10 12.51%
5000
125.0
0 63.0 98.0, | 1740 2240 |
e e e e e
m/z--> 40 60 80 100120140 160 180200 220 240 260 280 1500 1550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135865.D

Acqg On : 19 Oct 2023 00:29

Operator : CG\JU

Sample : 04888-01

Misc . TR-304-COMP-21

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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|
2-Pentanone, 4-... 4.957 20.0 ng 543121 1 6.739 542129 20.0
Phenanthrene, 1... 11.774 3.0 ng 116017 4 11.269 782383 20.0
Phenanthrene, 2... 11.804 8.2 ng 322362 4 11.269 782383 20.0
Anthracene, 1-m... 11.886 3.9 ng 151482 4 11.269 782383 20.0
Phenanthrene, 2... 12.327 2.9 ng 113746 4 11.269 782383 20.0
Pyrene, 1-methyl-  12.945 3.1 ng 97924 5 13.939 640007 20.0
Pyrene, 2-methyl- 13.163 2.9 ng 93340 5 13.939 640007 20.0
Benzo[c]phenant... 13.704 2.4 ng 77807 5 13.939 640007 20.0
Triphenylphosph... 14.027 2.0 ng 64942 5 13.939 640007 20.0
Benz[a]anthrace... 14.333 2.3 ng 73029 5 13.939 640007 20.0
Hexadecanamide 14.686 2.0 ng 55295 6 15.415 543356 20.0
unknown14. 845 14.845 2.3 ng 62985 6 15.415 543356 20.0
Benzo[e]pyrene 15.292 3.8 ng 101973 6 15.415 543356 20.0
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