LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc :

ALS vial : 9 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133708.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.051 499 504 510 rVB 27834 36098 1.61% 0.137%
2 5.445 566 571 574 rBV 2055896 2011596 89.77% 7.641%
3 6.463 738 744 747 rBV 2116837 2047779 91.38% 7.778%
4 6.828 803 806 810 rBV 538325 465154 20.76% 1.767%
5 7.398 898 903 906 rBV 1449762 1343595 59.96% 5.104%
6 8.116 1021 1025 1027 rBV 710096 578713 25.82% 2.198%
7 8.133 1027 1028 1032 rVB 43930 28790 1.28% 0.109%
8 9.192 1204 1208 1211 rBV 2874138 2240922 100.00% 8.512%
9 9.527 1262 1265 1268 rBV 31534 27788 1.24% 0.106%
10 9.727 1297 1299 1303 rVB 40788 34988 1.56% 0.133%
11  9.869 1316 1323 1326 rBV 744321 612038 27.31% 2.325%
12 9.904 1326 1329 1332 rVB 91406 78730 3.51% 0.299%
13 10.074 1353 1358 1361 rBV 60569 56287 2.51% 0.214%
14 10.416 1412 1416 1421 rBV 95698 83733 3.74% 0.318%
15 10.586 1440 1445 1448 rVB2 124241 128555 5.74% 0.488%
16 10.663 1453 1458 1461 rBV 1409942 1338499 59.73% 5.084%
17 10.786 1473 1479 1482 rBV3 30451 40946 1.83% 0.156%
18 10.968 1503 1510 1512 rBV3 34647 49742  2.22% ©0.189%
19 11.163 1540 1543 1546 rVB2 36106 32514 1.45% 0.124%
20 11.221 1546 1553 1556 rBV5 36393 62377 2.78% 0.237%
21 11.257 1556 1559 1563 rVB 58467 58950 2.63% 224%

22 11.357 1573 1576 1578 rBV 608766 543280 24.24%
23 11.386 1578 1581 1584 rVV 882704 765825 34.17%

OO NNO
O
[
o
B

24 11.433 1584 1589 1592 rVB 200826 170509 7.61% 648%
25 11.586 1609 1615 1618 rBv2 63387 69917  3.12% 266%
26 11.863 1656 1662 1664 rBV 173828 173903 7.76% ©.661%
27 11.886 1664 1666 1671 rVV2 359794 326523 14.57% 1.240%
28 11.933 1671 1674 1677 rVWV2 72227 76595 3.42% ©.291%
29 11.974 1677 1681 1683 rVV2 246901 277638 12.39%  1.055%
30 11.998 1683 1685 1688 rVB 116994 96876 4.32% 0.368%
31 12.157 1709 1712 1714 rBV 98443 81560 3.64% 0.310%
32 12.180 1714 1716 1720 rVB2 73192 60277 2.69% 0.229%
33 12.304 1735 1737 1740 rVB 47019 38421 1.71% 0.146%
34 12.339 1740 1743 1745 rBV 42563 33538 1.50% 0.127%
35 12.363 1745 1747 1750 rVB 40674 30096 1.34% 0.114%

36 12.410 1752 1755 1758 rBV 122005 126194 5.63% 0.479%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc :

ALS vial : 9 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.451 1758 1762 1764 rVWV 81996 97627 4.36% 0.371%
38 12.498 1767 1770 1775 rBV3 75355 96219 4.29% 0.365%
39 12.574 1779 1783 1787 rVB 1210172 1110196 49.54% 4.217%
40 12.668 1797 1799 1802 rBv2 50413 42136 1.88% 0.160%
41 12.727 1806 1809 1812 rVV 43914 42260 1.89% 0.161%
42 12.768 1812 1816 1817 rVv2 31720 35470 1.58% 0.135%
43 12.804 1817 1822 1828 rVB 1102524 1275456 56.92% 4.845%
44 12.857 1828 1831 1835 rVB2 59198 79262 3.54% 0.301%
45 12.921 1839 1842 1843 rBvV2 61577 55121 2.46% 0.209%
46 12.951 1843 1847 1854 rVB 1898209 1690277 75.43% 6.421%
47 13.021 1854 1859 1863 rBV3 102936 163611 7.30% 0.621%
48 13.110 1871 1874 1875 rBvV2 65283 71838 3.21% 0.273%
49 13.133 1875 1878 1881 rVB 206214 192358 8.58% 0.731%
50 13.180 1881 1886 1887 rBV3 38029 57532 2.57% 0.219%
51 13.198 1887 1889 1892 rVV 155149 117782 5.26% 0.447%
52 13.233 1892 1895 1898 rVV2 145247 153499 6.85% 0.583%
53 13.262 1898 1900 1903 rVB3 39646 38119 1.70%  0.145%
54 13.327 1908 1911 1914 rVB 85956 72712 3.24% 0.276%
55 13.357 1914 1916 1920 rBV 90273 86357 3.85% ©.328%
56 13.433 1925 1929 1936 rVB 218861 340510 15.20% 1.293%
57 13.510 1939 1942 1943 rBV 45619 47426  2.12% ©0.180%
58 13.615 1957 1960 1961 rBV2 39498 37092 1.66% 0.141%
59 13.639 1961 1964 1969 rVB 92616 114062 5.09% 0.433%
60 13.751 1978 1983 1986 rBV3 105989 151198 6.75% ©.574%
61 13.780 1986 1988 1990 rVV 125487 103119 4.60% 0.392%
62 13.804 1990 1992 1993 rVV 88609 72248 3.22% 0.274%
63 13.845 1996 1999 2007 rVB2 214543 260307 11.62% 0.989%
64 13.998 2018 2025 2029 rBV2 822057 1299417 57.99% 4.936%
65 14.033 2029 2031 2036 rVB 651582 544935 24.32% 2.070%
66 14.109 2042 2044 2047 rBV 107356 86637 3.87% 0.329%
67 14.357 2084 2086 2087 rBV 44517 33711 1.50% 0.128%
68 14.392 2088 2092 2095 rVV 159374 165528 7.39% 0.629%
69 14.427 2095 2098 2101 rVV 93037 85945 3.84% 0.326%
70 14.486 2104 2108 2110 rVV2 90542 127237 5.68% 0.483%
71 14.515 2110 2113 2115 rVWV 86021 81564 3.64% 0.310%
72 14.539 2115 2117 2120 rVB3 77863 65397 2.92% 0.248%
73 14.774 2153 2157 2161 rBV2 94049 169227 7.55% 0.643%
74 15.045 2198 2203 2206 rBV 478634 735481 32.82%  2.794%
75 15.151 2218 2221 2224 rVB 106486 107716 4.81% 0.409%

76 15.345 2250 2254 2260 rVB 293671 379305 16.93% 1.441%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.409 2260 2265 2271 rVB 423522 499929 22.31% 1.899%
78 15.468 2271 2275 2278 rBV 335049 426058 19.01% 1.618%
79 15.498 2278 2280 2287 rVB2 139428 172608 7.70% 0.656%
80 16.927 2518 2523 2531 rVB2 145610 279018 12.45% 1.060%

81 17.368 2593 2598 2609 rVB 115018 233775 10.43% ©.888%

Sum of corrected areas: 26326228
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jun 2023 17:24
¢ CG\JU
: 03044-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
BF133708.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF133708.D\data.ms

5.445 6.463

7.398

6.828

5.051

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

2500000

2000000

1500000

1000000

500000

TIC: BF133708.D\data.ms
9.192

12.951

10.663

8.116 9.869

813 0.5279.72% %.&74 10.418.5

0
Time-->

e ‘ = T o —T —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF133708.D\data.ms

16.927  17.368
——— N

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.586 4.20 ng 128555  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47

Abundance Scan 1445 (10.586 min): BF133708.D\data.ms (-1440) (- m/z 105.00 100.00%

105.0
77.0
182.1
5000
51.0
T T
10.50
152.0
Ol e ey 228 0T myz 77.00 65.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 el :
182.0 10.50
51.0 m/z 182.16  54.03%
oL 220 | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
VO AN PR,
770 10.50
5000 ITI/Z 51.00 31.53%
51.0
0 27.0 | \‘ Ll | ‘ 125.0 1540
S R R R R T e e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24907: Benzenepropanenitrile, .beta.-oxo- =
105.0 10.50
m/z 181.10 10.87%
77.0
5000
51.0
‘ 145.0
Ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 G5H-Indeno[1,2-b]pyridine Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.586 2.57 ng 69917  Phenanthrene-di0 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 93
2 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 90
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 86
4 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 86
5 Thiazolo[3,2-a]pyridinium, 2,3-d... 167 C8H9INOS 023003-43-2 64
Abundance Scan 1615 (11.586 min): BF133708.D\data.ms (-1609) (- m/z 167.10 100.00%
167.1
5000
139.0 A, ‘
83.6 ' 11.50
39.0 112.9 196.1
0 m‘Hm‘uu??‘r?w,“m_HmHm‘l‘ww!”‘mm_m m/z 166.10  24.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42483: Carbazole
167.0
5000 MMW T T /WJM\W
11.50
650 139.0 m/z 139.00 15.06%
0 27.0 510\ I ‘.H 11%0 ‘M \M
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
GILINTL T LA
11.50
5000 m/z 168.10 14.73%
139.0
83.0
140 30610 %30 130 |
A T R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72635: 9H-Carbazole-9-methanol
167.0 11.50
m/z 140.05 9.93%
5000
84.0 139.0
b $30 120 [ )l ey b
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.863 6.40 ng 173903  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
Abundance Scan 1662 (11.863 min): BF133708.D\data.ms (-1656) (- m/z 192.05 100.00%
192.1
5000 UW{
165.1 N
94.6 11.50 1200
63.0 139.0
Obrr e o el 20 el m/z 191,10 58.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
T %
5000 T
11.50 1200
165.0 m/z 189.10  33.39%
0 39.0 630 | M 11601390 I Iy
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
1150 1200
5000 m/z 193. 18.50%
165.0
0/15.0 39.0 610 83"0“ 115.0 139.0 | ‘
L e R ARRBR AR a
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- f*“”JWA
192.0 1150 1200
m/z 190.10 17.94%
5000
165.0
o 39.0 63.0 960 1390 | A
R T L RARamws s
m/z--> 20 40 60 80 100 120 140 160 180 200 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Phenanthrene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.886 12.02 ng 326523  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
Abundance Scan 1666 (11.886 min): BF133708.D\data.ms (-1664) (- m/z 192.10 100.00%
1921
5000 UWL
43.1 73.0 7T LB
L amerr | [0 aomazses 120, 2
Y | T Hmm_mww‘m it m/z 191.10  52.31%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
T M
5000 — o
11.50 12.00
‘o 165.0 m/z 189.10  27.79%
ol 270 630 70 160 |
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
ST TS
11.50 12.00
5000 m/z 73.00 20.26%
165.0
270 630 960 19560 | |
R o e e A e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl- b s
192.0 11.50 12.00
m/z 43.10 20.19%
165.0
0 39.0 830“ 115.0 / ‘H
R e L e RARRARSASsEsaRanEazs — —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.82 ng 76595  Phenanthrene-di1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 95
Abundance Scan 1674 (11.933 min): BF133708.D\data.ms (-1671) (| m/z 192.85 100.00%
192.1
5000
165.1 "o
12.00
51.0 139.1 224 1
OFprrrrp i bt “Ml_l‘l??‘lm‘_uwmm bt m/z 191.05  50.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 T T T T M
12.00
165.0 m/z 189.05  24.55%
ol 390 630 960 1390 | W
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: Anthracene, 1-methyl-
192.0 M
A
12.00
5000 m/z 193.10 18.02%
165.0
/270 630 960 1390 | |
A R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl- pEwAN ‘
192.0 12.00
m/z 165.0 14.74%
5000
165.0
ol 390 630 960 1390 |
R e R S RARAMEasamEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.974 10.22 ng 277638  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 50
3 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 38
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 18

Abundance Scan 1681 (11.974 min): BF133708.D\data.ms (-1677) (- m/z 189.05 100.00%

180.1
5000
94.6 W MM

165.1 12.00
63.0 139.0
0l 390 2 b 2R 28 7 100,05 97.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T M E— i
94.0 12.00
4. m/z 192.05  55.01%
0. 390 630 | 137.0 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
45.0 190.0
' 146.0
12 00
5000 82.0 m/z 191.05 45.88%
117.0
ol 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #65863: 2-Amino-4,6-dichloropyrimidine-5-carbaldehyde P
190.0 12.00

m/z 187.00  22.24%

5000
86.0
380 620 ‘ 129015?0
S AT 1 Y A T N Bl P —
miz—> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Anthracene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.998 3.57 ng 96876  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 86
Abundance Scan 1685 (11.998 min): BF133708.D\data.ms (-1683) (- m/z 192.10 100.00%
192.1
5000 D\M}
165.1
82.4 1200
139.0
om"“4‘1_9“,‘m“mw‘%1‘5,9”‘\HH_“H_J“W?%an‘ m/z 191.10  55.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
T M
5000
1200
m/z 165.10  14.18%
165.0
0 39.0 63.0 960 139.0 ‘ ‘
\‘\\\\‘\\\

n
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\1\’\1\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67029: Anthracene, 1-methyl-
192.0

12.00
5000 m/z 193.10 13.32%
82.0 165.0
0 39.0 || 115.0139.0 | ‘
SN TN BV i PRRY REPRNAY | N
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67016: 1H-Indene, 2-phenyl- SO

192.0 12.00

m/z 82.40 9.06%

5000
115.0 165.0 MWAW
o 32080 090 M50 T | e Il Yo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.157 3.00 ng 81560  Phenanthrene-dle 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 86
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 83
3 5,16[1',2"']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 78
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 49
5 1,4-Ethenoanthracene, 1,4-dihydro- 204 C16H12 027765-96-4 47
Abundance Scan 1712 (12.157 min): BF133708.D\data.ms (-1709) (| m/z 204.05 100.00%
204.1
A,
1011 | 12.00 12:50
51.0 | ‘ 151.0 WL : .
O b b M m/z 202.05  38.74%
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
5000 e —
12.00 12.50
101.0 m/z 203.05 29.70%
51.0 | 152.0 Ll
O\\‘\V\“\“‘\“\”\\\\i“\\‘“\{}\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80582: Naphthalene, 2-phenyl-
204.0
\ T ‘ \lj\\ T ‘ T
12.00 12.50
5000 m/z 205.05 17.43%
101.0
0 51.0 | ‘“ \‘15\\\2"‘0\ -
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzola,g]cy \ i ——
204.0 12.00 12.50
m/z 101.10 12.12%
5000
0390 1010 1500 313.0 408.(
e e
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.410 4.65 ng 126194  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
Abundance Scan 1755 (12.410 min): BF133708.D\data.ms (-1752) (- m/z 206.10 100.00%
206.1
5000
1250
390 630 990 1261 151 | | | ;
Ottt el m/z 191.05 46.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
12.50
101.0 m/z 189.10 27.49%
760 | 165.0 ‘
0 \\\‘2\7\.\0\ ‘?,\1\.\0‘ T 1 T L‘\“\ i‘h\ T \1\?\’?\(\)1 T \‘\ T i”‘ T \M T i‘h{‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82953: Phenanthrene, 3,6-dimethyl-
A At
12.50
5000 m/z 205.05 24 .58%
102.0
o 270510 790 | 13901650 | |
R B e R e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82932: 9,10-Dimethylanthracene 4 ‘
206.0 12.50
m/z 207.10 17.51%
5000
89.0
140 39.0 630 127.0152.0 178
ok e e
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\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknownl12.451 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.451 3.59 ng 97627  Phenanthrene-dle 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Bis(bromomethyl)anthracene 362 C1l6H12Br2 034373-96-1 49
2 Indeno[2,1-a]indene, 5,10-dihydro- 204 C16H12 006543-29-9 42
3 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 38
4 4-(Trifluoromethoxy)benzoic acid 206 C8H5F303 000330-12-1 38
5 SH-Dibenzo[a,d]cycloheptene, 5-m... 204 C16H12 002975-79-3 38
Abundance Scan 1762 (12.451 min): BF133708.D\data.ms (-1758) (- m/z 189.10 100.00%
189.1
e whhe o)
101.1 R
12.50
150.
0 22z w/z 2es.10 91.96%
miz--> 50 100 150 200 250 300 350
Abundance #271143: 9,10-Bis(bromomethyl)anthracene
204.0
5000 T
12.50
101.0 m/z 206.10 89.57%
ol 630 | 1490 2830 364
\\\‘\\ ‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #80593: Indenol[2,1-a]indene, 5,10-dihydro-
204.0
e
12.50
5000 m/z 203.10 44 ,09%
101.0
90, 00
ol N“‘“” \\‘\W\w‘\\“\\ C
m/z--> 100 150 200 250 300 350
Abundance #82948: Phenanthrene, 1,7-dimethyl- A Al
206.0 12.50
m/z 202.10 41.42%
5000
102.0 ‘
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9,10-Dimethylanthracene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.498 3.54 ng 96219  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 50
2 Pyrene, 4,5,9,10-tetrahydro- 206 C16H14 000781-17-9 47
3 Anthracene, 2-ethyl- 206 Cl6H14 052251-71-5 46
4 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 46
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 42

Abundance Scan 1770 (12.498 min): BF133708.D\data.ms (-1767) (- m/z 204.05 100.00%
1

5000
e
12.50
(o] m/z 206.10 68.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82932: 9,10-Dimethylanthracene
206.0

5000

12.50
m/z 191.05 45.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82959: Pyrene, 4,5,9,10-tetrahydro-
206.0
e
12.50
5000 ITI/Z 176.00 37.99%
101.0
165.0
Y VY | S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82928: Anthracene, 2-ethyl- . —
206.0 12.50
m/z 205.10 28.85%
5000
89.0 165.0
280 630 |, 1390 | | WJ
Ottt e e e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.021 2.52 ng 163611  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1859 (13.021 min): BF133708.D\data.ms (-1854) (- m/z 216.10 100.00%
21p.
5000 h
94.5 “ 1200 ‘
187.0 13.00
62.9 150.1
ol 829 . 1808 G L 2733 s sises 97.79%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 ot :
13.00
95.0 m/z 213.05 22.90%
0 27.0 63.0 \‘ \H 134-0163‘0 h“ . hH
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #94572: 11H-Benzol[b]fluorene
216.0
A R
13.00
5000 m/z 217.05 19.77%
107.
ol.280 630 | | 163.0 H‘
T il
miz--> 50 100 150 200 250 J\
Abundance #94579: Fluoranthene, 2-methyl- — I
216.0 13.00
m/z 189.00  15.53%
5000
108.0
0 39.0 740 i \“ 1630 I \H
e A e —r
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Fluoranthene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.133 2.96 ng 192358  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
Abundance Scan 1878 (13.133 min): BF133708.D\data.ms (-1875) (- m/z 216.10 100.00%
216.1
5000 ﬂ
e —
107.6 13.00 13.50
. 163.0189.0 ‘ : :
ol 830 | 1388 ‘wum‘“1‘”‘”\“‘“2‘4‘1"‘2“_ m/z 215.10  79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 S o Y
13.00 13.50
108.0 m/z 213.10  21.86%
oL 510 810 ‘h‘ 1350 163,057 m
’\H\‘\H\‘HH‘HH‘\H\‘HH‘H\\‘HH‘HH‘\H ‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzol[b]fluorene
216.0
e P
13.00 13.50
5000 m/z 217.10 14 .88%
107.0
0 50.0 810, | 137.0163.0189.0 u
e RAARARaRES SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94575: 11H-Benzol[a]fluorene T —
216.0 13.00 13.50
m/z 107.55 12.84%
5000
108.0
A e R AAaaamasaaBanas LR e s e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Pyrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.233 2.36 ng 153499  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 92
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 62
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 60
Abundance Scan 1895 (13.233 min): BF133708.D\data.ms (-1892) (- m/z 216.10 100.00%
216.1
5000 J\
94.5 ‘356 ‘3‘6
13. 13.5
62.9 163.1 2..
Ol “ 11260 . 31 | | i ““2‘4?'2” 30920 /2 215.10 59.32%
miz-> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 S o
13.00 13.50
94.0 m/z 232.10 33.02%
027:0_63.0 “ |125.0 1630 | M
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
s —
13.00 13.50
5000 m/z 94.50 18.90%
108.0
0 39.0 740 I \“ 1630 I \H‘
e
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- i —
216.0 13.00 13.50
m/z 231.10 17.33%
5000 95.0
o0 || o et TV
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 15 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.433 5.24 ng 340510 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Palmitoleamide 253 C16H31NO 106010-22-4 59
5 2-Propanone, 1-cyclohexyl- 140 CS9H160 000103-78-6 43
Abundance Scan 1929 (13.433 min): BF133708.D\data.ms (-1925) (- m/z 59.05 100.00%
59.0
5000 JLA
e
2321 :
ob— H‘ p“‘ HMW Ao 230 IS TIT2641 303 75 05 64.77%
miz-> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 ]
13.50
m/z 55.00 47.45%
27.0
o WLU%E0, 1400 1800 2380 2810
miz--> 50 100 150 200 250 300
Abundance #108044: Tetradecanamide
59.0
——
13.50
5000 m/z 41.00 36.77%
97.0 1840 227.0
270 || 770, ammo 1840 FTO
miz--> 50 100 150 200 250 300
Abundance #23422: Octanamide 7
59.0 13.50
m/z 43.10 32.57%
5000
270”‘ | | 1000 1430
om‘m“””HH‘_‘H_‘H_‘H_ —
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24

Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: 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 16 11H-Benzo[a]fluoren-11-one Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.845 4.01 ng 260307  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 89
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 70
3 1-Tetracosene 336 C24H48 010192-32-2 25
4 1-Hexacosene 364 C26H52 018835-33-1 25
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 25

Abundance Scan 1999 (13.845 min): BF133708.D\data.ms (-1996) (- m/z 230.10 100.00%
230.1
43.1
5000
83.0
— =
25.1 H ‘ 13.50 14.00
b L i M i \‘u 2981 hyz 4310 61.10%
miz--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — e
13.50 14.00
101.0 m/z 57.05 56.91%
O+ i‘eﬁlwq\“‘\ “U \‘\13\5\0“ }7\?\0\ L B B B
miz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— —r
13.50 14.00
5000 m/z 55.18  51.42%
oL 500 1019 150017,
e e e
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene — —
43.0 83.0 13.50 14.00
m/z 69.05 38.87%
5000
25.0
SRR RENNNEL L E T N
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF060923.M Tue Jun 13 ©9:52:59 2023

Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 17 Benz[a]anthracene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.392 2.55 ng 165528  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 93
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 90
3 Chrysene, 5-methyl- 242 C19H14 003697-24-3 90
4 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 89
5 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 89
Abundance Scan 2092 (14.392 min): BF133708.D\data.ms (-2088) (- m/z 242.10 100.00%
242.1
- W
M —
N 119.5 1891 ‘ 14.00 14.50
0390 818 (| I SLL 856 s 041,15 30.55%
m/z--> 50 100 150 200 250 300 350
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
5000 Tt L
14.00 14.50
121.0 ITI/Z 239.10 28.64%
0 63.0 | |, 163.0202.0, M
\\\\‘\\\\\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
- —
14.00 14.50
5000 m/z 243.10 21.74%
121.0
0 44.0 810 | 161.0200.0 ||
LA A e L e
m/z--> 50 100 150 200 250 300 350
Abundance #126437: Chrysene, 5-methyl- T T
242.0 14.00 14.50
m/z 240.10  12.03%
5000
120.0
ol5.0 630 | 165 ozozp‘ ‘ M
B S e e T P oo
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\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 18 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.774 7.94 ng 169227 Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 83
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 52
3 Octadecanamide 283 C18H37NO 000124-26-5 52
4 Palmitoleamide 253 C16H31NO 106010-22-4 50
5 9-Octadecenamide 281 C18H35NO 003322-62-1 50

Abundance Scan 2157 (14.774 min): BF133708.D\data.ms (-2153) (-} | m/z 59.00 100.00%
59.0

5000

14.50 15.00

308.2 356.2

0! m/z 43.05 63.64%
m/z--> 50 100 150 200 250 300 350
Abundance #142060: Hexadecanamide
59.0
5000 T ——
14.50 15.00
m/z 55.00 61.17%
oL il 1017002120250
\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— —
14.50 15.00
5000 ITI/Z 41.10 59.48%
018. N ‘1“2‘60 _184.0 238.0281.0
- \’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #177476: Octadecanamide T T
59.0 14.50 15.00
m/z 57.10 55.66%
5000
15.0 \h H 1280 19g8.0240.0283.0
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\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24

Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: 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 19 Benzo[e]pyrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.151 5.06 ng 107716  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2221 (15.151 min): BF133708.D\data.ms (-2218) (|  m/z 252.10 100.00%
252.1 I
5000
551 126.0 199.1 15.00 15.50
Ob e e e 3332415 g 250,10 31.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — o~
15.00 15.50
m/z 253.10 21.81%
125.0
0390 830 | 200.0. |
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzol[b]fluoranthene
252.0
e =
15.00 15.50
5000 m/z 251.10 11.04%
126.0
0 830\ “ ‘“\ 2000\ 1l
B R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[Kk]fluoranthene T =
252.0 15.00 15.50
m/z 126.00 10.03%
5000
126.0
69.0 | “
o . e e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 20 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.345 17.81 ng 379305 Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2254 (15.345 min): BF133708.D\data.ms (-2250) (- m/z 252.10 100.00%
252.1 p
5000
12‘5-1 15.00 15.50
ol 231840 J | 2001, J 81523613 = y/; 2se.10  29.74%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 — A
15.00 15.50
m/z 253.10  22.13%
125.0
0l.39.0 830 | 200.0. |
\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
— =5
15.00 15.50
5000 m/z 125.05 13.27%
126.0
0 740 | 2000, |
— e
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene — ——
252.0 15.00 15.50
m/z 251.10  10.28%
5000
125.0
ol7.0 830 \H 2000, |
o o e e B F e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133708.D

Acqg On : 12 Jun 2023 17:24
Operator : CG\JU

Sample : 03044-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Benzophenone 10.586 4.2 ng 128555 3 9.869 612038 20.0
5H-Indeno[1,2-b... 11.586 2.6 ng 69917 4 11.357 543280 20.0
Phenanthrene, 2... 11.863 6.4 ng 173903 4 11.357 543280 20.0
Phenanthrene, 1... 11.886 12.0 ng 326523 4 11.357 543280 20.0
1H-Cyclopropa[l... 11.933 2.8 ng 76595 4 11.357 543280 20.0
4H-Cyclopenta[d... 11.974 10.2 ng 277638 4 11.357 543280 20.0
Anthracene, 1-m... 11.998 3.6 ng 96876 4 11.357 543280 20.0
Tricyclo[8.2.2.... 12.157 3.0 ng 81560 4 11.357 543280 20.0
Phenanthrene, 2... 12.410 4.7 ng 126194 4 11.357 543280 20.0
unknownl12.451 12.451 3.6 ng 97627 4 11.357 543280 20.0
9,10-Dimethylan... 12.498 3.5 ng 96219 4 11.357 543280 20.0
Pyrene, 1-methyl- 13.021 2.5 ng 163611 5 14.004 1299420 20.0
Fluoranthene, 2... 13.133 3.0 ng 192358 5 14.004 1299420 20.0
Pyrene, 2-methyl- 13.233 2.4 ng 153499 5 14.004 1299420 20.0
9-Octadecenamid... 13.433 5.2 ng 340510 5 14.004 1299420 20.0
11H-Benzo[a]flu... 13.845 4.0 ng 260307 5 14.004 1299420 20.0
Benz[a]anthrace... 14.392 2.5 ng 165528 5 14.004 1299420 20.0
Hexadecanamide 14.774 7.9 ng 169227 6 15.468 426058 20.0
Benzo[e]pyrene 15.151 5.1 ng 107716 6 15.468 426058 20.0
Perylene 15.345 17.8 ng 379305 6 15.468 426058 20.0
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