LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc :

ALS vial : 8 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128242.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.504 543 547 559 rBV 1398233 1236577 16.97% 2.224%
2 5.828 598 602 617 rBv 80086 77894 1.07% 0.140%
3 6.516 714 719 735 rBV 1199601 1365663 18.74% 2.456%
4 6.887 778 782 785 rBV 443667 385851 5.29% 0.694%
5 7.040 804 808 817 rBV 480071 400512 5.50% 0.720%
6 7.451 873 878 881 rBV 1026980 885165 12.15%  1.592%
7 8.063 979 982 990 rBvV2 73822 80422 1.10% 0.145%
8 8.169 996 1000 1002 rBV 598549 510955 7.01% 0.919%
9 9.116 1157 1160 1166 rBV 136549 129547 1.78% 0.233%
10 9.245 1175 1183 1186 rBV 1744035 1792336 24.59% 3.223%
11  9.663 1251 1254 1260 rBV2 63635 89126 1.22% 0.160%
12 9.922 1295 1298 1302 rVB 662571 584022 8.01% 1.050%
13 10.128 1330 1333 1338 rBV 142159 124819 1.71% 0.224%
14 10.716 1424 1433 1439 rBV 1163783 1072029 14.71% 1.928%
15 10.922 1465 1468 1473 rVB 280491 221443  3.04% 0.398%

16 11.069 1490 1493 1497 rVB 114625 104501 1.43%
17 11.245 1516 1523 1525 rBV 4095937 5226726 71.72%
18 11.316 1532 1535 1541 rVB 162697 161013 2.21%

AR O®OULVUOO
N
O
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R

19 11.422 1545 1553 1554 rBV 583495 566803 7.78% 019%
20 11.451 1554 1558 1561 rVB 3483946 3818403 52.40% 866%
21 11.480 1561 1563 1568 rVB 534897 464458 6.37% 0.835%
22 11.528 1568 1571 1576 rVB 276920 245346 3.37% 0.441%
23 11.598 1580 1583 1586 rBV 204264 151002 2.07% 0.272%
24 11.633 1586 1589 1590 rBV 407386 342849 4.70% 0.616%
25 11.651 1590 1592 1596 rVB 834627 711944  9.77%  1.280%
26 11.692 1596 1599 1601 rBV2 180046 162571 2.23% 0.292%
27 11.757 1606 1610 1614 rVB 656152 583657 8.01% 1.050%
28 11.810 1614 1619 1624 rBV 182669 191228 2.62% ©.344%
29 11.875 1627 1630 1633 rBV 253764 224511 3.08% 0.404%
30 11.922 1633 1638 1640 rVV 600880 602288 8.26% 1.083%
31 11.951 1640 1643 1645 rVV 743421 646972 8.88% 1.163%
32 12.028 1652 1656 1658 rBvV2 270623 247485 3.40%  0.445%
33 12.057 1658 1661 1664 rVB 323247 301927 4.14%  0.543%
34 12.104 1666 1669 1671 rBV 341794 305385 4.19% ©.549%
35 12.216 1684 1688 1691 rBV 672871 611777 8.39% 1.100%
36 12.269 1691 1697 1700 rVB 3491875 5410026 74.24% 9.728%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc :

ALS vial : 8 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.363 1709 1713 1716 rBV4 98727 140921 1.93% 0.253%
38 12.392 1716 1718 1721 rVWV 82675 82907 1.14% 0.149%
39 12.469 1726 1731 1733 rBV 120985 161231 2.21% 0.290%
40 12.492 1733 1735 1739 rVB 518296 408100 5.60% 0.734%
41 12.580 1744 1750 1753 rBV 1918771 2244613 30.80% 4.036%
42 12.657 1756 1763 1766 rVV 4924995 7287646 100.00% 13.104%
43 12.698 1768 1770 1774 rVB 84449 75205 1.03% 0.135%
44 12.775 1779 1783 1786 rVV 386051 466831 6.41% 0.839%
45 12.810 1786 1789 1790 rVV 334454 346250 4.75% 0.623%
46 12.827 1790 1792 1794 rVWV 446705 382413 5.25% 0.688%
47 12.880 1794 1801 1804 rVV2 3416720 4935910 67.73% 8.876%
48 12.910 1804 1806 1810 rVB 180897 169674 2.33% 0.305%
49 13.004 1815 1822 1824 rBV2 1451196 1528597 20.98% 2.749%
50 13.022 1824 1825 1828 rVB2 122177 79272 1.09% 0.143%
51 13.086 1831 1836 1839 rBV3 160284 256634  3.52% 0.461%
52 13.169 1846 1850 1855 rBv2 121388 196221 2.69% 0.353%
53 13.216 1855 1858 1860 rBV 349035 279969 3.84% 0.503%
54 13.292 1867 1871 1876 rVB2 143692 192700 2.64% 0.347%
55 13.416 1889 1892 1899 rVB4 43478 79095 1.09% 0.142%
56 13.557 1913 1916 1921 rVV 305111 263374 3.61% 0.474%
57 13.698 1937 1940 1945 rVB 343760 315895 4.33% 0.568%
58 13.810 1955 1959 1961 rBV2 198623 193341 2.65% 0.348%
59 13.839 1961 1964 1966 rvV 112698 92178 1.26% 0.166%
60 13.863 1966 1968 1970 rVV 98914 99425 1.36% ©0.179%
61 13.886 1970 1972 1974 rVV 339581 318700 4.37% 0.573%
62 13.910 1974 1976 1979 rVB 338727 275424 3.78% 0.495%
63 13.992 1986 1990 1992 rBV 100362 89808 1.23% 0.161%
64 14.022 1992 1995 1998 rVV 253547 249259  3.42% 0.448%
65 14.063 1998 2002 2004 rVV2 558059 757778 10.40%  1.363%
66 14.092 2004 2007 2010 rVV 963486 837276 11.49%  1.506%
67 14.204 2022 2026 2030 rBV 260522 228903 3.14% 0.412%
68 14.510 2070 2078 2081 rBvV2 258547 309605 4.25% ©.557%
69 14.816 2127 2130 2135 rVB 187372 196876 2.70% 0.354%
70 15.116 2176 2181 2184 rBV 173736 266188 3.65% 0.479%
71 15.163 2186 2189 2196 rVB 174040 206820 2.84% 0.372%
72 15.427 2230 2234 2240 rVB 84369 119762 1.64% 0.215%
73 15.486 2240 2244 2250 rVB 93325 117044 1.61% 0.210%
74 15.551 2250 2255 2259 rBV2 431249 570628 7.83% 1.026%
75 15.992 2325 2330 2335 rBV 127454 183486 2.52% 0.330%

76 16.510 2412 2418 2425 rVB 83783 147078 2.02% 0.264%

8270-BF050922.M Tue May 17 15:56:05 2022 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.062 2507 2512 2517 rBV3 47448 101825 1.40% ©.183%
78 17.115 2517 2521 2531 rVB3 62651 133316 1.83% 0.240%

79 17.833 2637 2643 2652 rVB4 40266 104767 1.44% 0.188%
80 18.698 2782 2790 2799 rVB3 28088 82385 1.13% 0.148%

Sum of corrected areas: 55612563
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 13 May 2022 16:43

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051322\
BF128242.D

¢ CG\JU
: N2823-10

: 8 Samp

le Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\D

atabase\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0
Time-->
Abundance

4000000

3000000

2000000

1000000

0
Time-->
Abundance

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF128242.D\data.ms
5.504 6.516
’ 7.451
6.8877.040
5.828
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T\\‘F\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: BF128242.D\data.ms
12.657
11.245
11.451 12.269 12.880
9.245
10.716
8.169 9.922 118280 17
10.9 52DRd i
31pTRER)
3 NN I Y L COMN i M i
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF128242.D\data.ms
14.092
15.551
2.204 14.510
: 14.816 15316315 5.7 16510 110625 17.833 18.698
‘ 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 T ‘ T T T T
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\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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-Pyrrolidinone, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.040 20.76 ng 400512 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HO9NO 000872-50-4 97
2 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 50
3 3-Amino-5-pyrazolol 99 C3H5N30 006126-22-3 47
4 4H-1,2,4-Triazol-3-amine, 4-methyl- 98 C3H6N4 016681-76-8 35
5 2,3-2H-4-Methyl-imidazole-2-one 98 C4H6N20 039799-77-4 35
Abundance Scan 808 (7.040 min): BF128242.D\data.ms (-804) (-) m/z 99.10 100.00%
99.1
42.1
5000 L

A RmmmaT

| ‘ 560 701 6.80 7.00 7.20 7.40
Oberererrerprretllle sl 829z a2.10 73.46%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3927 2-Pyrrolidinone, 1-methyl-
44.0 99.0
5000

6.80 7.00 7.20 7.40

28.0 m/z 44.10 73.08%
* e
O\\\’]\-\S\O\‘\\‘\‘\}\\\\l \\’\}‘1}‘\\\““\\\\8‘2\-9\‘\\\\}\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3860: 5-Amino-3-methyl-1,2,4-oxadiazole
99.0
R RE R e
6.80 7.00 7.20 7.40
5000 42.0 m/z 98.10  66.26%
28.0 70 69.0
50 7l o eao |
Y| S MO B & NS
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3854 3-Amino-5-pyrazolol ARt e

42.0 95.0 6.80 7.00 7.20 7.40
m/z 41.05  41.70%

5000
15‘.0 29‘.0 i 55‘ .0 68 0 82.0
0 | | 4L |

m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Benzoic acid, 2-ethylhexyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.922 7.81 ng 221443  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-ethylhexyl ester 234 C15H2202 005444-75-7 58
2 Benzoic acid, hept-3-yl ester 220 C14H2002 1000368-76-7 43
3 1-Propanol, 2,2-dimethyl-, benzoate 192 C12H1602 003581-70-2 43
4 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 38
5 Benzoic acid, hept-2-yl ester 220 C14H2002 1000368-69-4 35
Abundance Scan 1468 (10.922 min): BF128242.D\data.ms (-1465) (-,  m/z 105.00 100.00%
105.0
70.1
5000 0
41.0 N
TR AV SR
0ol e S m/z 70.10  51.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116146: Benzoic acid, 2-ethylhexyl ester
105.0
5000 JL‘ T T
11.00
700 m/z 77.85  44.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98908: Benzoic acid, hept-3-yl ester
105.0
e
11.00
5000 m/z 112.10 21.22%
77.0
0200500 || ‘ 163.0 191.0 220.0
B L R RAAERT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #66662: 1-Propanol, 2,2-dimethyl-, benzoate Rt /L‘
105.0 11.00
m/z 41.05 16.89%
5000 77.0
41.0
137.0
0 S Y N NS B 4 £ s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9H-Fluoren-9-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.245 184.43 ng 5226730  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 97
2 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 87
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 62
4 Phenanthrene, 9,10-dihydro- 180 C14H12 000776-35-2 50
5 1,1'-Biphenyl, 4-ethenyl- 180 C14H12 002350-89-2 49

Abundance Scan 1523 (11.245 min): BF128242.D\data.ms (-1516) (-1 m/z 180.10 100.00%
180.1

0.
5000 152.0
\ \ I

76.0 ‘
50.1 “ 98.0 12‘6.1 “ ‘ 11.00 11.50
O el Al e m/z 152.00  48.79%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55032: 9H-Fluoren-9-one

180.0

5000 11.00 11.50

152.0 ' :

m/z 151.05  25.51%

76.0
270 500 | o0 1260 | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TT 1T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54970: Benzo[h]cinnoline
180.0
152.0

o

11.00 11.50
5000 m/z 150.00 15.83%
760 126.0
00 L0
o} NSO RN S S " SMBB AN | BB H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55037: 1H-Phenalen-1-one —T R
180.0 11.00 11.50
152.0 m/z 181.05 14.82%
5000
76.0
01280 500 | | se0 1260 | |
‘\\\\‘\\\\‘\\\\‘\‘\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50

8270-BF050922.M Tue May 17 15:56:10 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 3-Phenanthrol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.757 20.59 ng 583657 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenanthrol 194 C14H100 000605-87-8 94
2 Anthrone 194 C14H1e0 000090-44-8 94
3 1-Phenanthrenol 194 C14H100 002433-56-9 91
4 2-Phenanthrenol 194 C14H100 000605-55-0 90
5 9-anthracenol 194 C14H100 1000400-30-3 90

Abundance Scan 1610 (11.757 min): BF128242.D\data.ms (-1606) (1 m/z 165.10 100.00%
1651 1044

5000
82.0 139.1 1150  12.00
5.0, 7, MSOTT ] ‘ 02 675
O e e m/z 194.05 82.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69352: 3-Phenanthrol
194.0
165. h
5000 650 T

‘ P
11.50 12.00
m/z 166.05 23.91%

‘\\\3\9‘.(\)\1\“6\?'\0\ “‘\\9\1"0\\\‘\‘\\]\.3\’?'\(\)\\‘H‘\\\‘\\\‘\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69347: Anthrone
194.0

= s
11.50 12.00

o

5000 165.0 m/z 193.10  16.77%
o300 610 %70 11501390 | |
IR R L Vv S MBS | A
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #69355: 1-Phenanthrenol = A ‘ ]
194.0 11.50 12.00
m/z 164.10  15.75%
165.0
5000
82.0
ol 390 610 | | 11501390 - M J\MJM
IR AR L SRR N - S MR S s AU
miz—> 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\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Anthrone

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.875 7.92 ng 224511  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthrone 194 C14H100 000090-44-8 94
2 9-anthracenol 194 C14H1e0 1000400-30-3 91
3 1-Phenanthrenol 194 C14H1e0 002433-56-9 91
4 9H-Fluoren-9-one, hydrazone 194 C13H1eN2 013629-22-6 91
5 3-Phenanthrol 194 C14H1e0 000605-87-8 90

Abundance Scan 1630 (11.875 min): BF128242.D\data.ms (-1627) (-]

165.1
194.1
5000
82.2 139.1
obre 30 [ 0 T L 2242
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69347: Anthrone
194.0
5000 1650
o gm0 0 msowso | |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69351: 9-anthraceno
194.0
165.0
5000
o 00, B0 sore | |
‘\\\\‘\\\\‘\\\‘\‘H\‘\‘\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69355: 1-Phenanthreno
194.0
165.0
5000
82.0
0 39.0 | \‘ ‘115013\90 H‘ ‘
[T T e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
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m/z 165.05 100.00%

11.50 12.00
m/z 194.10  68.32%

L

\ ~T
11.50 12.00
m/z 166.05 24.38%

— Ay
11.50 12.00
m/z 163.10  14.20%

)

‘ g
11.50 12.00
m/z 164.10  14.16%

11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 1-methyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.922  21.25 ng 602288  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 89
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 89
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89

Abundance Scan 1638 (11.922 min): BF128242.D\data.ms (-1633) (-]
1921

5000

127.1 155.1
94.6
390 630 7 A Y.

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

o

Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
165.0
39.0 63.0 9("3‘-0 139.0 |
0 B R B B N R N R N R N R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-

192.0
5000

165.0
390 630 960 1390 | W
e

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

m/z 192.10 100.00%

=4
12.00
m/z 191.05 56.84%

0.

12.00
m/z 189.05 31.68%

UULM

12.00
m/z 190.05 16.39%

..

Abundance #67038: Phenanthrene, 2-methyl- \
192.0 12.00
m/z 127.05 16.36%
5000
165.0
ol 390 630 960 1390 """ | /lm
L L e S R T R ‘

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

8270-BF050922.M Tue May 17 15:56:12 2022

e
12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.951 22.83 ng 646972  Phenanthrene-di10 11.422
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 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
Abundance Scan 1643 (11.951 min): BF128242.D\data.ms (-1640) (-, m/z 192.10 100.00%
192.1
5000
165.1 1900
94.7 12.00
63.0 139.1
0o 22 el ey ot el 2281 m/z 101,10 58.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 \ : A M
12.00
010 165.0 m/z 189.10  29.23%
0 39.0 639 | M 13\9'0\” 1 A T
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
12.00
5000 m/z 193.10 17.72%
165.0
ol 390 630 960 1390 |
e A B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- A : —1—
192.0 12.00
m/z 190.05 15.60%
5000
165.0
0 39.0 630 n 9?0 139'0 \‘ w M
et e e e e 4 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF050922.M Tue May 17 15:56:13 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.028 8.73 ng 247485  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 89

Abundance Scan 1656 (12.028 min): BF128242.D\data.ms (-1652) (1 m/z 192.10 100.00%
19p.1

5000
165.1 P :
94.7 12.00
63.0 139.1
O o i e e e e 2280 m/z 101,10 58.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 Pt i N
12.00
m/z 189.10 34.67%
165.0
ol 300 630 960 1300 |
\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-
192.0
FUL oy i
12.00
5000 ITI/Z 190.05 24.59%
165.0
ol 390 630 960 1390 ] W
R R R R e [ NEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67034: Phenanthrene, 4-methyl- =5 ‘JMAAV
192.0 12.00

m/z 165.10  22.73%

5000
165.0
95.0
ol27.0 630 "7 11701390 | |
e P BREREEI

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF050922.M Tue May 17 15:56:14 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1H-Indene, 1-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.057 10.65 ng 301927 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 81
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 74
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 74
Abundance Scan 1661 (12.057 min): BF128242.D\data.ms (-1658) (-, m/z 192.10 100.00%
192.1
5000
N T
63.0 94.6 139.1 16‘5.1 \“ﬂ 12.00
0390630 | i 10L 2241 4719110 60.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 Pl s M N,
12.00
m/z 189.10  22.69%
165.0
0 39.0 63.0 9‘?0 139.0 |
\‘\\\\‘\\\\’\\\\‘\\\1‘\\\\‘\1\\‘\\\\’\\\\‘\\ \’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67017: 1H-Indene, 1-phenyl-
192.0
WUV
12 00
5000 165.10 16.23%
165.0
0280 650 890 "P%1300 w
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67016: 1H-Indene, 2-phenyl-
192.0 12.00
94.60 8.71%
5000
165.0
oL 390 630 890 11504390 | w
S RAmmER

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF050922.M Tue May 17 15:56:15 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.104 10.78 ng 305385  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 81
2 Heneicosane 296 C21H44 000629-94-7 81
3 Octadecane 254 C18H38 000593-45-3 81
4 Tetradecane 198 C14H30 000629-59-4 74
5 Heptadecane 240 C17H36 000629-78-7 74

Abundance Scan 1669 (12.104 min): BF128242.D\data.ms (-1666) (- m/z 57.05 100.00%

57.0
5000
0 == ==
: 165.0 208.1 12.00 12.50
o rhb b L ST 282l s 4310 71.57%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T =
12.00 12.50
m/z 71.05 66.30%
0 “\ e ‘\ ) }410183022502670 323.0 380.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 0 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
= T ‘ T T ‘ T
12.00 12.50
5000 ITI/Z 85.10 46.68%
9.0
015.(4‘ | 1) 141018302250  296.0
e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #141056: Octadecane AT =
57.0 12.00 12.50
m/z 41.10 31.64%
5000
AT TD e T T R W S
m/z--> 0 50 100 150 200 250 300 350 12.00 12.50

8270-BF050922.M Tue May 17 15:56:15 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 2-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.216  21.59 ng 611777  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 95
2 5,16[1',2']:8,13[1"'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 91
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 76
4 Acephenanthrylene, 4,5-dihydro- 204 C16H12 006232-48-0 60
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 60
Abundance Scan 1688 (12.216 min): BF128242.D\data.ms (-1684) (. m/z 204.10 100.00%
204.1
5000
101.1 12.00 12.50
51.0 150.0
ol A m/z 202.10  38.61%
mlz--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000 e ——
12.00 12.50
101.0 m/z 203.10 31.81%
510, | 1500
0 \‘\\i‘\‘\“‘\‘\}\\‘\\i”\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
S W
12.00 12.50
5000 m/z 205.10 16.19%
ol300 [0 as20 [ a0 408
miz--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0 12.00 12.50

m/z 101.10 9.08%

5000

101.0

152.0 Ll

\515'9‘\\\\\\
0 L L o o O R

—— ‘
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50

8270-BF050922.M Tue May 17 15:56:16 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9,10-Anthracenedione Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.269 190.90 ng 5410030 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 99
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 93
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
4 9,10-Phenanthrenedione 208 C14H802 000084-11-7 78
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 64

Abundance Scan 1697 (12.269 min): BF128242.D\data.ms (-1691) (. m/z 208.10 100.00%

152.1 180.1 208.1
5000 76.0
50.0 — - et
‘ H 99.0 126.1 | H 12.00 12.50
oo w22 LML m/z 1se.65  98.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0
5000 76.0 L — ——
12.00 12.50
m/z 152.05 90.47%
50.0 126.0 /
O‘2\7\'\0\‘\\“\\“‘\\\H\“\H\‘\g\%“(\)\\\‘1“\\\‘\\‘\‘\\\\“\\\\‘\H\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54969: Benzol[c]cinnoline
152.0 180.0
e —
12.00 12.50
5000 ITI/Z 151.00 45 .44%
76.0 126.0
39.0 Lo 102.0 ‘ ‘ ‘
O S R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55036: 9H-Fluoren-9-one —— — A
180.0 12.00 12.50
m/z 76.05 38.88%
5000
152.0
o0 o0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50

8270-BF050922.M Tue May 17 15:56:17 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.492 14.40 ng 408100 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90

Abundance Scan 1735 (12.492 min): BF128242.D\data.ms (-1733) (-1 m/z 57.10 100.00%
57.1

- LU
==
9.1 155.2 12.50
ol bl i1, 3952 211126322063 1. 4310 6s.09%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 U
12.50
m/z 71.106 61.79%
Olwswd\ “‘ \“‘\ h“ \“‘ \]ﬂ ; ‘9\1\8\3\0‘2\2\5\(\)‘ T \\296‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
===
12.50
5000 ITI/Z 85.10 45.63%
ol L \ | F ‘1‘410183022502670 323.0 380.(
B e B i e S
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane =
57.0 12.50
m/z 41.10 30.78%
5000
et e e e e e —
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF050922.M Tue May 17 15:56:18 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 14 Cyclopenta(def)phenanthrenone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.580 79.20 ng 2244610  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 58
3 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 53
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
5 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 53

Abundance Scan 1750 (12.580 min): BF128242.D\data.ms (-1744) (- m/z 204.05 100.00%
204.1
5000 176.1
88.0 150.1 ‘ 12.50
62.0 122.
0 _“33'9‘””H“"u‘!‘w,m"uuowH“HW‘HJ‘W“ 2322 /7 176.10  43.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 — A
176.0 12.50
88.0 m/z 205.10  16.78%
o620 | 1220700 | |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80074: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0
o] T
12.50
5000 m/z 88.00 14.44%
e b b S e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80071: [1,1'-Biphenyl]-2,2'-dicarbonitrile e ‘
204.0 12.50
m/z 174.10 14.29%
5000
177.0
51280 510 880 15701500 |
R e e R T e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BF050922.M Tue May 17 15:56:19 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\

Data File : BF128242.D

Acqg On : 13 May 2022 16:43

Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 9,10-Anthracenedione, 2-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.775 12.32 ng 466831  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione, 2-methyl- 222 C15H1002 000084-54-8 99
2 Phenindione 222 C15H1002 000083-12-5 90
3 9,10-Anthracenedione, 1-methyl- 222 C15H1002 000954-07-4 86
4 Benzalphthalide 222 C15H1002 000575-61-1 74

5 N-(3-Aminophenyl)acetamide, N-TM... 222 C11H18N20Si

Abundance Scan 1783 (12.775 min): BF128242.D\data.ms (-1779) (-

1000488-50-4 68

m/z 165.10 100.00%

165.1 2221
5000 194.1
L —
1 823 17571390 H | | 12.50 13.00
0 _"m,‘Ju‘p‘uu“!u“uw“u_m‘m“_m_uHwh““wmw m/z 222.10  82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101835: 9,10-Anthracenedione, 2-methyl-
165.0 222.0
5000 194.0
12.50 13.00
m/z 194.05 39.34%
50.0 82.0 11501390 H ‘ ‘
O2‘\\\\’\\‘\\“‘\\‘\Hl““\”\“\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\\\‘\‘\}\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101814: Phenindione
222.0
165.0 o JL e
12.50 13.00
5000 m/z 166.10  31.29%
760 194.0
104.0
50.0 ||| 1390 ‘
o2“?;9“,”“‘w“uMH“Mu‘wuwulwm‘ww‘:m_
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 J
Abundance #101838: 9,10-Anthracenedione, 1-methyl- e e R
165.0 12.50 13.00
m/z 223.05 16.47%
5000
194.0 222.0
NS, k=L N R W 5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Dibenzothiophene sulfone

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.810 9.14 ng 346250 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene sulfone 216 C12H802S 001016-05-3 94
2 Phenoxathiin, 1@-oxide 216 C12H802S 000948-44-7 46
3 5H-[1]Benzopyrano[3,4-b]pyridin-... 216 C12H12N202 1000337-92-0 41
4 Thianthrene 216 C12H8S2 000092-85-3 38

5 1,3-Benzodioxole, 5-(2-cyclohexe... 216 C13H1203

Abundance Scan 1789 (12.810 min): BF128242.D\data.ms (-1786) (-]
216.0

187.0

5000 1391

115.1

39\0\\\ ‘ ‘\Hm \MH\HH‘ I ‘\\M‘F]'q\ A N \‘

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

o

Abundance #94175: Dibenzothiophene sulfone

216.0
5000
187.0
136.0 160.

B0 ot ) |
0 \‘ Il I ‘h Il \‘\ L |
‘\\\\‘\\\\‘\\\\‘\\\\ T \\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\

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

Abundance #94172: Phenoxathiin, 10-oxide
5000
139.0
63.0 115.0 ‘
0 41. QH\ ‘\ ‘\ M mw u (O O Ll M |
e S B B B e B A

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

Abundance #94059: 5H-[1]Benzopyrano[3,4-b]pyridin-5-one, 9-amino
216.0

5000
160.0

187.0
440 770 104.0 133.0

042866-84-2 30

m/z 216.00 100.00%

12.50 13.00
m/z 187.00 53.29%

JK/L hasly

1250 1300
m/z 168.05 42.85%

}

1250 1300
m/z 139.05 37.91%

e

1250 1300
m/z 160.00 37.54%

)

N PR v O N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
BF128242.D

: 13 May 2022 16:43

: CG\JU

: N2823-10

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 17 Naphtho[1,2-b]thiophene

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.828 10.09 ng 382413  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 64
2 Dibenzothiophene 184 C12H8S 000132-65-0 60
3 Dibenzothiophene, 5-oxide 200 C12H80S 001013-23-6 52
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 48

5 2H-Furo(2,3-h)(1)benzopyran-2-on... 200 C12H803

Abundance Scan 1792 (12.827 min): BF128242.D\data.ms (-1790) (-]
171.

006457-92-7 38

m/z 171.00 100.00%

0 200.0
5000
139.1 — ——
69.0 12.50 13.00
a2 Ll ) 2870 :
O bttt et e e ey m/z 184.00  85.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
5000 — ‘ 4 :
12.50 13.00
139.0 m/z 200.00 81.98%
920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58967: Dibenzothiophene
184.0
— —
12.50 13.00
5000 m/z 172.00  54.13%
139.0
92.0
ol 380630 ° o
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75883: Dibenzothiophene, 5-oxide — =
184.0 12.50 13.00
m/z 139.05 20.01%
5000
1390
92.0
63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

8270-BF050922.M Tue May 17 15:56:22 2022

Page:

21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 11H-Benzo[a]fluoren-11-one

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.698 8.34 ng 315895 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 97
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 91
3 4-Pyrenecarbaldehyde 230 C17H1e00 022245-51-8 64
4 6H-Benz[de]anthracen-6-one 230 C17H1e0 080252-14-8 62
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 58

Abundance Scan 1940 (13.698 min): BF128242.D\data.ms (-1937) (-  m/z 230.10 100.00%
230.1
5000
101.1 13.50 14.00
740 150.1 H
0320, 749, o1 || e m/z 200.10  24.82%

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000
101.0 200.0
390 740 H 150.0 M ‘
0 - L Iy

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260

Abundance #111822: 7H-Benz[de]anthracen-7-one
230.0
5000 202.0
101.0
0 39. 0 74\.\ 0\“ I | 134. O 17? 0 MH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

13.50 14.00
m/z 202.05 24.82%

13.50 14.00
m/z 231.05 18.34%

Abundance #111815: 4-Pyrenecarbaldehyde 4 T
230.0 13.50 14.00
201.0 m/z 201.10  16.76%
5000
100.0
NELI-CIND I LI L N N — 1 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 1@-Methylnonadecane

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.886 8.41 ng 318700  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tritetracontane 605 C43H88 007098-21-7 87

Abundance Scan 1972 (13.886 min): BF128242.D\data.ms (-1970) (-]

m/z 57.10 100.00%

57.1
5000
7 T
271 2341 13.50 14.00
bbb b - M/z2 43.10 69.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176388: 10-Methylnonadecane
57.0
5000 = —
13.50 14.00
154.0 m/z 71.18  63.55%
O\\I‘\‘\“‘\JV\H\XLﬂ\‘\\’\\\\\‘\\\\2’6\?\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
P S
13.50 14.00
5000 m/z 85.10 42.37%
obd “‘[}5759‘197.0267.0337.0 463.0 561.0
R £ 1 L R T R e B AR REuE A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester = —
57.0 13.50 14.00
m/z 41.05 30.48%
5000
A ‘ 27.0197.0
0k ‘H‘H“M““&,Hu‘m‘,uu‘mwmwm‘mwmwmwm — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Tetracosane

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.510 8.17 ng 309605 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2078 (14.510 min): BF128242.D\data.ms (-2070) (-]
57.1

5000

0 ‘L‘ u‘\‘ ! H | %4‘1‘21‘832 257.9 339.3
“‘\““\“ L B B

m/z--> 50 100 150 200 250 300 350

Abundance #246483: Tetracosane
57.0
5000
41.0
O \H‘\ \hh‘ \h‘\ M‘ \“‘ \]T\ \ ‘ \]_\8\3\0‘2\2\5\\0‘ L ‘ T ‘:3\3§ ‘()\ T
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000
) \ H 1018300050 2820
0‘¢N“MWW_M R Aamama B

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

§

14.50
m/z 71.10 67.02%

-

14.50
m/z 43.10 64.65%

§

14.50
m/z 85.10 47.52%

E

Abundance #307033: Octacosane, 2-methyl-
57.0 14.50
m/z 55.10 25.74%
- RﬁMAMMNNMAWNAMMAMWW
ol ‘\\ “\\ H | 141-0183.0225.0267.0309.0 365.0
i ““““‘““““““““““““ P
m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128242.D

Acqg On : 13 May 2022 16:43
Operator : CG\JU

Sample : N2823-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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-Pyrrolidinone... 7.040 20.8 ng 400512 1 6.887 385851 20.0
Benzoic acid, 2... 10.922 7.8 ng 221443 4 11.422 566803 20.0
9H-Fluoren-9-one 11.245 184.4 ng 5226730 4 11.422 566803 20.0
3-Phenanthrol 11.757 20.6 ng 583657 4 11.422 566803 20.0
Anthrone 11.875 7.9 ng 224511 4 11.422 566803 20.0
Phenanthrene, 1... 11.922 21.3 ng 602288 4 11.422 1566803 20.0
Phenanthrene, 2... 11.951 22.8 ng 646972 4 11.422 566803 20.0
1H-Cyclopropa[l... 12.028 8.7 ng 247485 4 11.422 566803 20.0
1H-Indene, 1-ph... 12.057 10.7 ng 301927 4 11.422 566803 20.0
Heptacosane 12.104 10.8 ng 305385 4 11.422 566803 20.0
Naphthalene, 2-... 12.216 21.6 ng 611777 4 11.422 566803 20.0
9,10-Anthracene... 12.269 190.9 ng 5410030 4 11.422 566803 20.0
Heneicosane 12.492 14.4 ng 408100 4 11.422 566803 20.0
Cyclopenta(def)... 12.580 79.2 ng 2244610 4 11.422 566803 20.0
9,10-Anthracene... 12.775 12.3 ng 466831 5 14.063 757778 20.0
Dibenzothiophen... 12.810 9.1 ng 346250 5 14.063 757778 20.0
Naphtho[1,2-b]t... 12.828 10.1 ng 382413 5 14.063 757778 20.0
11H-Benzo[a]flu... 13.698 8.3 ng 315895 5 14.063 757778 20.0
10-Methylnonade... 13.886 8.4 ng 318700 5 14.063 757778 20.0
Tetracosane 14.510 8.2 ng 309605 5 14.063 757778 20.0
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