LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc :

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134338.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 15 rVB 145955 190390 7.88% 0.631%
2 5.098 508 512 519 rVB 30265 39796 1.65% 0.132%
3 5.481 572 577 580 rBV 2432531 2227557 92.18% 7.380%
4 6.481 742 747 750 rBV 2187235 2292876 94.88% 7.596%
5 6.663 775 778 784 rBv4 15238 29874 1.24% 0.099%
6 6.839 804 808 814 rBV 561233 481683 19.93% 1.596%
7 7.404 899 904 907 rBV 1745977 1517585 62.80% 5.028%
8 8.116 1021 1025 1028 rBV 927101 709096 29.34%  2.349%
9 9.192 1204 1208 1211 rBV 2837206 2416546 100.00% 8.006%
10 9.875 1320 1324 1327 rBV 814410 630939 26.11% 2.090%
11  9.904 1327 1329 1333 rVB 87810 67587 2.80% 0.224%
12 10.080 1354 1359 1363 rBV 38730 41690 1.73% 0.138%
13 10.422 1414 1417 1422 rVB 52428 48719 2.02% 0.161%
14 10.669 1455 1459 1475 rBV 1751432 1592198 65.89% 5.275%
15 10.786 1475 1479 1488 rVBS5 22045 48934 2.02% 0.162%
16 10.974 1504 1511 1514 rBV5 19209 28455 1.18% 0.094%
17 11.227 1549 1554 1557 rBv4 31413 37798 1.56% 0.125%
18 11.263 1557 1560 1566 rVB2 36457 43868 1.82% ©0.145%
19 11.369 1574 1578 1580 rBV 773295 646120 26.74% 2.141%
20 11.392 1580 1582 1586 rVV 674367 547400 22.65% 1.813%
21 11.445 1588 1591 1594 rVV 156023 132681 5.49% 0.440%
22 11.480 1594 1597 1603 rVB3 34215 45640 1.89% 0.151%
23 11.604 1613 1618 1623 rBvV2 64355 82287 3.41% 0.273%
24 11.663 1625 1628 1633 rVB3 31819 33624 1.39% 0.111%
25 11.757 1640 1644 1647 rBV2 43134 49539 2.05% 0.164%
26 11.874 1660 1664 1665 rBV 85833 77130 3.19% 0.256%
27 11.904 1665 1669 1675 rVV 941531 1014750 41.99%  3.362%
28 11.951 1675 1677 1680 rVV 49991 50813 2.10% 0.168%
29 11.986 1680 1683 1686 rVvV 171632 181296 7.50% 0.601%
30 12.010 1686 1687 1692 rVB 64427 36401 1.51% 0.121%
31 12.069 1693 1697 1699 rBV2 32712 41736 1.73% ©0.138%
32 12.168 1712 1714 1717 rVB 61254 52718 2.18% 0.175%
33 12.204 1717 1720 1722 rBV 82693 70623 2.92% 0.234%
34 12.427 1755 1758 1759 rBV 54954 53430 2.21% 0.177%
35 12.451 1759 1762 1764 rVV 367499 344333 14.25% 1.141%

36 12.474 1764 1766 1771 rVB 489881 413002 17.09% 1.368%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc :

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.516 1771 1773 1777 rVB 50705 53587 2.22% 0.178%
38 12.557 1777 1780 1783 rBV 138862 127914 5.29% 0.424%
39 12.598 1783 1787 1790 rBV 1738035 2216393 91.72% 7.343%
40 12.621 1790 1791 1800 rvV 976242 930725 38.51% 3.083%
41 12.698 1800 1804 1808 rVV 308419 309023 12.79% 1.024%
42 12.827 1819 1826 1831 rBV 1110903 1212386 50.17% 4.017%
43 12.874 1831 1834 1838 rVB2 58928 67886 2.81% 0.225%
44 12.968 1846 1850 1853 rBV 2233804 1971957 81.60% 6.533%
45 13.039 1858 1862 1867 rBV2 67861 121289 5.02% 0.402%
46 13.133 1874 1878 1879 rBV3 70193 83439 3.45% 0.276%
47 13.157 1879 1882 1885 rVB 177316 175041 7.24% 0.580%
48 13.192 1885 1888 1890 rBV3 44773 53867 2.23% 0.178%
49 13.221 1890 1893 1896 rvV 144180 130591 5.40% 0.433%
50 13.257 1896 1899 1901 rVV2 89088 94157 3.90% 0.312%
51 13.280 1901 1903 1907 rVB2 56258 68922 2.85% ©.228%
52 13.315 1907 1909 1912 rVB3 32469 27819 1.15% 0.092%
53 13.351 1912 1915 1918 rBV 51811 50507 2.09% 0.167%
54 13.380 1918 1920 1922 rBV 49657 48656 2.01% ©0.161%
55 13.580 1952 1954 1957 rVB2 38941 30076 1.24% 0.100%
56 13.668 1966 1969 1973 rVB 92775 83295 3.45% 0.276%
57 13.780 1985 1988 1990 rBV 101680 90336 3.74% 0.299%
58 13.804 1990 1992 1995 rvV 82882 64247 2.66% 0.213%
59 13.833 1995 1997 2002 rBv2 59134 79147 3.28% 0.262%
60 13.880 2002 2005 2007 rBvV2 78299 82434  3.41% 0.273%
61 14.033 2023 2031 2034 rBV2 775247 1330512 55.06% 4.408%
62 14.062 2034 2036 2043 rVB 546158 480738 19.89% 1.593%
63 14.139 2046 2049 2052 rVB 101058 83924 3.47% 0.278%
64 14.186 2054 2057 2062 rBV4 69695 90716 3.75% 0.301%
65 14.386 2088 2091 2093 rBvV2 51502 51895 2.15% 0.172%
66 14.421 2095 2097 2100 rVB 100043 91472 3.79% 0.303%
67 14.457 2101 2103 2106 rVV 43015 36784 1.52% 0.122%
68 14.498 2108 2110 2112 rBV3 44934 40205 1.66% ©0.133%
69 14.715 2145 2147 2150 rBV 54013 54168 2.24% 0.179%
70 14.751 2150 2153 2157 rVB3 90292 132495 5.48% 0.439%
71 14.857 2168 2171 2175 rVB 94222 106289 4.40% 0.352%
72 14.909 2177 2180 2183 rBV 91115 101748 4.21% 0.337%
73 15.004 2193 2196 2200 rVB 140200 160514 6.64% ©0.532%
74 15.045 2200 2203 2207 rVB 106140 113681 4.70% 0.377%
75 15.098 2208 2212 2215 rBV2 508369 767343 31.75%  2.542%
76 15.209 2227 2231 2234 rBV 113019 128416 5.31% 0.425%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.409 2261 2265 2272 rVB 273634 374995 15.52%  1.242%
78 15.474 2272 2276 2282 rBV 375906 491593 20.34% 1.629%
79 15.545 2283 2288 2291 rBV 335708 461971 19.12% 1.530%
80 17.086 2545 2550 2559 rVB3 158668 314319 13.01% 1.041%

81 17.562 2625 2631 2641 rVB 117844 278198 11.51% ©.922%

Sum of corrected areas: 30184784
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Jul 2023 15:09
¢ CG\JU
. 03617-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
BF134338.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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

.140

TIC: BF134338.D\data.ms

5.481
6.481

7.404

6.839

5.098 L | 6.663

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: BF134338.D\data.ms
9.192

12.968

10.669 12.598

12 62112'827

9.875

0
Time-->

L 99%b.080 10.4&@.@@.97
‘ = a

‘ — — —
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

TIC: BF134338.D\data.ms

Time-->

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\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.140 7.91 ng 190390 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 33

4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 28
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 25

Abundance Scan 9 (2.140 min): BF134338.D\data.ms (-4) (-) m/z 73.05 100.00%

73.0
5000 43.0

S
2.202.302.402.50
‘ | 88.1 105.0

““““MM“uw,“““‘n“‘ O m/z 43.00 42.83%

m/z--> 20 40 60 80 100 120 140
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 s iam
2.202.302.402.50
43.0

m/z 55.10  32.21%

27 0 i ‘ ‘
O 1T ‘ T ‘ T T ‘ T T \ ’ T \‘\ ‘ T T T ‘ T T 1T ‘ T 17T ‘ L
m/z--> 80 100 120 140
Abundance #15764. 2,2,4—Trimethyl—3—pentanol
73.0

2.202.302.402.50

o

5000 55.0 m/z 87.10 25.43%
39T
B Al H 1970 ms0
miz--> 20 40 60 80 100 120 140
Abundance #24191: 2,5-Dimethyl-4-hydroxy-3-hexanone A RRaRa
73.0 2.202.302.402.50

m/z 41.00 14.56%

43.0
5000
27.0
0 m \ | H | 1020 127.0 144.0

m/z--> 60 80 100 120 140 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 14
R.T. EstConc Area Relative to ISTD R.T.
11.604 2.55 ng 82287  Phenanthrene-dle 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 94
2 Carbazole 167 C12HSN 000086-74-8 94
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 86
4 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 86
5 2-Azafluorene 167 C12HSN 000244-40-6 74

Abundance Scan 1618 (11.604 min): BF134338.D\data.ms (-1613) (- m/z 167.10 100.00%
16Y7.1

5000
An
200 gLo 534 s b? 2051 1150 1200
Ot i ettt b b o M SR m/z 166,10 21.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42490: 5H-Indeno[1,2-b]pyridine
167.0
5000
11.50 12.00
140.0 m/z 139.00 15.02%
39‘.0 G?T'O g87.0 113.0
O ‘\“\\\“\\‘\\“\\\‘\’\‘\\\‘\\\\‘\\\\“‘\\\\‘{\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42483: Carbazole
167.0
W A)f\\ ‘ T T ‘ T
11.50 12.00
5000 ITI/Z 168.00 12.08%
139.0
o390 620 %0 130
e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72635: 9H-Carbazole-9-methanol
167.0 11.50 12.00
m/z 140.00 11.85%
5000
84.0 139.0 A
63.0 113.0 ]\
St e WO NSO B B N YO ATV (P
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.874 2.39 ng 77130  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
Abundance Scan 1664 (11.874 min): BF134338.D\data.ms (-1660) (-} | m/z 192.10 100.00%
192.1
5000
165.1 . SR
11.50 12.00
59.9 82.4 139.0
b 380 280 A0 Sl m/z 191.05  56.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 — P

11.50 12.00
m/z 189.05 34.22%

165.0
0 39.0 63.0 9§0 139.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #67024: Anthracene, 2-methyl-
192.0
1150 1200
5000 m/z 193.05 16.85%
165.0
0/15.0 39.0 61,0 S%OH 115.0139.0 |
A R R T R e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67041: Phenanthrene, 4-methyl-
192.0 1150 1200

m/z 190.10 16.11%

5000
95.0 165.0
30 L wso | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.904 31.41 ng 1014750  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
Abundance Scan 1669 (11.904 min): BF134338.D\data.ms (-1665) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
192.1 RS
Ly | | e
0“wu‘ﬂwN‘J“”Hﬂhwlumu‘ujﬁﬂ‘_w‘wu‘wu‘wuk‘ m/z 73.00 97.61%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 89.60%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
———
43.0 12.00
5000 129.0 m/Z 41.05 82.30%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —5
43.0 73.0 12.00
m/z 55.05 80.41%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ s
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.986 5.61 ng 181296  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 25
5 1,1'-Biphenyl, 4,4'-difluoro- 190 C12H8F2 000398-23-2 23

Abundance Scan 1683 (11.986 min): BF134338.D\data.ms (-1680) (- m/z 189.10 100.00%
189.1
5000 MA
94.6 P pon A
63.0 163.0 243.2 :
Obrrrrermrirmb e e PO 25 sz 190,05 98.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T T
12.00
94.0 m/z 192.10  33.65%
o 310 630, | 13701630 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
S
12.00
5000 m/z 191.10 32.68%
94.0
163.0 ‘
oHH_‘H_‘H_‘w‘w_m_m_m“w_wawm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole) =
42.0 190.0 12.00
m/z 187.00 18.75%
5000
0! ‘ﬁA i pnapion froa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 9,10-Anthracenedione Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.204 2.19 ng 70623  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 95
2 1H-Phenalen-1-one 180 C13H80 000548-39-0 78
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 62
5 1,4-Anthracenedione 208 C14H802 000635-12-1 52
Abundance Scan 1720 (12.204 min): BF134338.D\data.ms (-1717) (- m/z 208.10 100.00%
152.0 180.1 208.1
5000
76.0
50.0 oo g
‘ 1 126.1 H 239 1 12.00 12.50
ob v Bl 2891 g0 10 97.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0
5000 76.0 I U
12.00 12.50
m/z 152.00 90.08%
50.0 126.0 /
02‘\6\(\)\‘\\L\\“‘\\\H\“\M\‘%\(“)‘%\O\\‘\“\\\‘\\‘\‘\\\\“\\\\‘\H\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55037: 1H-Phenalen-1-one
180.0
152.0 s Mo,
12.00 12.50
5000 m/z 151.00 46.24%
76.0
0260500 | 10001260 | |
‘H‘w“u‘u“_‘u“u‘_“w“‘,H““H‘H“_‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54969: Benzo[c]cinnoline T —
152.0 180.0 12.00 12.50
m/z 76.00 33.02%
5000
76.0 126.0
39.0 102.0 ‘ “ ‘
OFprrr e bt e bl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50

8270-BF062623.M Wed Jul 19 16:36:55 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.451 10.66 ng 344333  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93
Abundance Scan 1762 (12.451 min): BF134338.D\data.ms (-1759) (- m/z 67.05 100.00%
67.0
1250
501 .
197 9 263.1294.1
0 Dt 2205 2330072900 hyz 81.05  80.99%
miz--> 50 150 200 250
Abundance  #191900: 9, 12 Octadecadlenmc acid, methyl ester
670
5000 IR
12.50
290 09.0 m/z 55.00 72.45%
294.C
ol L . ‘HH‘ ‘uh ‘\\HWH\\‘ m H_ . 2230 2630°7%
m/z--> 150 200 250
Abundance #191926. 9,12—Octadecadien0ic acid, methyl ester, (E,E)
67.0
=
12.50
5000 m/z 41.10 64 .39%
ol 262.0 204.(
1
miz--> 50 100 150 200 250
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester T
67.0 12.50
m/z 95.05 50.97%
5000
09.0
‘ 2630294.(
0l ‘H’ \‘ hm H‘M‘HH\ \\HH‘ \‘h “\‘1‘3‘1‘0 22‘0‘0‘ : A L liaad
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.474 12.78 ng 413002  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
Abundance Scan 1766 (12.474 min): BF134338.D\data.ms (-1764) (- m/z 55.10 100.00%
5!:
- i \JJLL
s
H 370 1602 222.2 26‘ 12.50
oL—— ‘\ J \\Hu " u‘w\h‘\mu ly \ . ‘u“ : ‘ ‘2961 m/z 41.10 66.09%
miz--> 150 200 250 300
Abundance #194424 11 Octadecenoic acid, methyl ester
5!:
5000 264.0 1250
m/z 69.10 58.37%
23.0 222.0
LS 20 7T | asso
oLkt \‘\ \H‘MH‘H ol e ' e A ‘\‘
m/z--> 0 150 00 250 300
Abundance #194443: 6- Octadecen0|c acid, methyl ester, (2)-
5:
=
12.50
5000 m/z 74.00 56.87%
‘ 37.0 1800 2220 264.0
ol‘s‘q‘ H ‘u\h\“\ \‘Hw i ‘\ : : }‘ — “\‘ ‘2‘960
m/iz--> 50 150 250 300
Abundance #194420: 13—Octadecen0|c amd, methyl ester et Ll
55.0 12.50
m/z 83.10 48.63%
5000
87.0
264.0
Ll o =0 g
ok ‘h‘ “ ‘ ‘HM\ \w‘\ ‘\\“Hu‘ \H‘M TN — 1“‘\ . “‘ — 2
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.698 9.57 ng 309023  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1804 (12.698 min): BF134338.D\data.ms (-1800) (- m/z 43.10 100.00%
43.1
30 241.2
185.1 : e -
‘ ‘ ‘ 284.3 12.50 13.00
ob— R AT T 1 B2 m/z 73.00  92.09%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 e SN
’ 284.0 o
185.0 o410 ‘ m/z 59.95 83.28%
0 “}M‘CH ‘\““\ \L\‘\ “ \‘\‘\ \““\\\‘\‘ LA
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
a—— =
12.50 13.00
5000 129.0 m/z 55.10 81.56%
29.
199.0 242.0
0 ‘\ “H‘h\“ M\‘u} “““ “ ;“ L — “\‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T T
e
43.0 256.0 12.50 13.00
m/z 57.10 75.62%
5000
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 11H-Benzo[a]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.157 2.63 ng 175041  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87

Abundance Scan 1882 (13.157 min): BF134338.D\data.ms (-1879) (- m/z 216.10 100.00%
1

216.
5000

A =
13.00 13.50

62.0 94\'7” 126.3154.0 1871 ‘\ 268.1
Ot v pret e e SR e et ot e proe S e m/z 215.10  73.79%
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #94575: 11H-Benzo[a]fluorene
215.0
5000
108.0 13.00 13.50

m/z 213.10  20.65%

630 | | 1370 1870 |
H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH’HH‘\H ‘HH‘HH‘HH‘HH‘
m/z--> 40 60 80 100120140160 180200220240260280
Abundance #94574: 11H-Benzol[b]fluorene
216.0

o

bt ™
108.0 13.00 13.50
5000 m/z 217.10 14.33%
06&013&01?10 \NJLNwWAJ%memQWMM
m/z--> 40 60 80 100120140160180200220240260280
Abundance #94578: Fluoranthene, 2-methyl- e e
216.0 13.00 13.50

m/z 94.70 9.21%

5000
108.0

0 “63‘.0 |y “ \‘\‘ 150.0 1850‘ h“
T e e e e —T— —T—
m/z--> 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Di-isononyl phthlate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.857 4.60 ng 106289  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 72
2 Phthalic acid, decyl neopentyl e... 376 C23H3604 1000315-30-3 59
3 Phthalic acid, isohexyl pentadec... 460 C29H4804 1000308-98-3 53
4 Phthalic acid, 2-cyclohexylethyl... 360 C22H3204 1000309-05-7 52
5 Phthalic acid, hexadecyl 6-methy... 502 C32H5404 1000377-97-0 50
Abundance Scan 2171 (14.857 min): BF134338.D\data.ms (-2168) (- m/z 149.00 100.00%
149.0
5000 MMUM
43.1 . -
293.1 14.50 15.00
8.1 239. ‘
ol H\ Lo 2R L3802 A9l 4310 25.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #312483: Di-isononyl phthlate
149.0
5000 — ——
14.50 15.00
m/z 71.10 24.55%
43.0 293.0
0\\\d‘|‘\‘l§\8‘19\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #284741: Phthalic acid, decyl neopentyl ester
149.0
— ——
14.50 15.00
5000 m/z 57.10 20.98%
71.0
237.0
IS A B T T
R o e e R EARAm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329084: Phthalic acid, isohexyl pentadecyl ester — ——
149.0 14.50 15.00
m/z 85.10 17.24%
- MW
43.0
11,970 || 2510 stro
O bt e e e b e e — e
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Phthalic acid, monoamide, N... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.910 4.40 ng 101748  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, monoamide, N-ethy... 423 C27H37NO3 1000309-86-4 72
2 Phthalic acid, decyl hex-2-yn-4-... 386 C24H3404 1000315-19-6 72
3 Phthalic acid, 2,5-dichloropheny... 492 C27H34C1204 1000356-66-3 72
4 Phthalic acid, monoamide, N-meth... 423 C27H37NO3 1000322-84-9 72
5 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 64
Abundance Scan 2180 (14.909 min): BF134338.D\data.ms (-2177) (- m/z 149.00 100.00%
149.0
57.0 —
15.00
4.0 . 293.1
ol ‘M““‘ “H Ao 2070 TS 3811 4272 hy; s7.05  21.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #314634: Phthalic acid, monoamide, N-ethyl-N-(3-methy!
149.0
5000 T
15.00
m/z 71.10 18.50%
43.0
|| 010 238.0 289.0 423.0
0 \‘\\\“\‘\‘\\“\}\‘\ \\H‘\H‘\‘\‘H‘\‘HH‘HH‘H‘H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #292764: Phthalic acid, decyl hex-2-yn-4-yl ester
149.0
——
15.00
5000 m/z 43.10 18.08%
0299 8Le, 2030  289.0 386.0 M/\MM
A e AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #336603: Phthalic acid, 2,5-dichlorophenyl tridecyl ester e
149.0 15.00
m/z 41.10 12.27%
w MMNV\/WMM/\W\
57.0 203.0
ol d L2900 1y 2s00 220, —
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Phthalic acid, 2-ethylbutyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.004 6.95 ng 160514  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 72
2 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 64
3 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 64
4 Phthalic acid, pentadecyl 2-prop... 494 C32H4604 1000357-03-0 59
5 Phthalic acid, 4-chloro-2-methyl... 486 C29H39C1l04 1000356-38-0 59
Abundance Scan 2196 (15.004 min): BF134338.D\data.ms (-2193) (- m/z 149.00 100.00%
149.0
43.1 T I
203.1 15.00
7.0 207.0
ol Mwhl O, | 20700 | U7 34813991 0 43.10  19.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #312483: Di-isononyl phthlate
149.0
5000 —
15.00
m/z 57.10 15.90%
43.0 293.0
O “““l““l?‘:‘)’.’(\)‘““ \‘\\\‘\\\\’\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0
T
15.00
5000 m/z 71.10 12.78%
430 293.0
0 u“‘mg‘?'ﬁm b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #329072: Phthalic acid, dodecyl nonyl ester —— |
149.0 15.00
m/z 55.00 12.12%
oo | B .
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF062623.M Wed Jul 19 16:37:01 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.045 4.92 ng 113681  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, de... 390 C24H3804 025724-58-7 50
2 Phthalic acid, nonyl pentadecyl ... 502 C32H5404 1000308-92-7 47
3 Phthalic acid, monoamide, N-isop... 249 C14H19NO3 1000314-84-9 43
4 Phthalic acid, 2-naphthyl propyl... 334 C21H1804 1000315-23-9 43
5 Didodecyl phthalate 502 C32H5404 002432-90-8 43
Abundance Scan 2203 (15.045 min): BF134338.D\data.ms (-2200) (- m/z 149.00 100.00%
149.0
57.1 253.1
R [
’ 192.2 367.2 1500
ol LLL1es0, | 19 e f k3020 SOT24125 /7 57.10 28.51%
miz--> 50 100 150 200 250 300 350 400
Abundance #295758: 1,2-Benzenedicarboxylic acid, decyl hexyl este
149.0
5000 — :
15.00
m/z 253.10 26.77%
43.0
O“‘\“H‘M‘Q‘7“O““ \\\\’\\\‘2\5“1-\-0\\:\30‘7\.\0\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #338436: Phthalic acid, nonyl pentadecyl ester
149.0
T \
15.00
5000 m/z 71.10 25.40%
43.0
oL \H M i 9\4 0 211.0 293 0 377.0
I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #134329: Phthalic acid, monoamide, N-isopropyl-, propyl P ‘
149.0 15.00
m/z 43.10 18.73%
5000
58.0
ol 20 | 10p0 2480
e P
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzo[j]fluoranthene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.210 5.56 ng 128416  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 83
2 Benzo[e]pyrene 252 C20H12 000192-97-2 83
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 83
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 83
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 64
Abundance Scan 2231 (15.209 min): BF134338.D\data.ms (-2227) (- m/z 252.10 100.00%
252.1
w i ML
1500 1550
41.1 : :
96.0, 199.9
ob bk 2890 L 090 . 39613841 448 . 149,00  42.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138557: Benzo[a]pyrene
252.0
5000 —r— e
15.00 15.50
126.0 m/z 250.10  30.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
Pty ]
15.00 15.50
5000 ITI/Z 253.10 25.59%
125.0
ol 740 | 200.0, |
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138562: Benzo[b]fluoranthene D —
252.0 15.00 15.50
m/z 126.00 11.06%
5000
126.0
ol 740 | 200.0 |
e e — —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 16 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.410 16.23 ng 374995  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
Abundance Scan 2265 (15.409 min): BF134338.D\data.ms (-2261) (- m/z 252.10 100.00%
252.1 7
5000
125.1 15.50
ob ALl 2001, [ 3112 3694 437. ., y50.05  28.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10 19.68%
125.0
o 740 ] 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
—
15.50
5000 m/z 125.10 10.69%
126.0
o 740 | oo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene 7
252.0 15.50
m/z 125.95 10.56%
5000
126.0
o720 1T 2000 |
e e T
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134338.D

Acqg On : 18 Jul 2023 15:09
Operator : CG\JU

Sample : 03617-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.140 7.9 ng 190390 1 6.839 481683 20.0
5H-Indeno[1,2-b... 11.604 2.5 ng 82287 4 11.369 646120 20.0
Phenanthrene, 1... 11.874 2.4 ng 77130 4 11.369 646120 20.0
n-Hexadecanoic ... 11.904 31.4 ng 1014750 4 11.369 646120 20.0
4H-Cyclopenta[d... 11.986 5.6 ng 181296 4 11.369 646120 20.0
9,10-Anthracene... 12.204 2.2 ng 70623 4 11.369 646120 20.0
9,12-Octadecadi... 12.451 10.7 ng 344333 4 11.369 646120 20.0
11-Octadecenoic... 12.474 12.8 ng 413002 4 11.369 646120 20.0
Octadecanoic acid 12.698 9.6 ng 309023 4 11.369 646120 20.0
11H-Benzo[a]flu... 13.157 2.6 ng 175041 5 14.033 1330510 20.0
Di-isononyl pht... 14.857 4.6 ng 106289 6 15.545 461971 20.0
Phthalic acid, ... 14.910 4.4 ng 101748 6 15.545 461971 20.0
Phthalic acid, ... 15.004 7.0 ng 160514 6 15.545 461971 20.0
1,2-Benzenedica... 15.045 4.9 ng 113681 6 15.545 461971 20.0
Benzo[j]fluoran... 15.210 5.6 ng 128416 6 15.545 461971 20.0
Benzo[e]pyrene 15.410 16.2 ng 374995 6 15.545 461971 20.0
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