LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137479.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 11 17 33 rVB 1380340 1918679 38.63% 3.103%
2 5.134 514 518 524 rBV 42887 59105 1.19% 0.096%
3 5.516 579 583 609 rBV 4420925 4401510 88.62% 7.118%
4 6.498 746 750 753 rBV 4223904 4369642 87.98% 7.066%
5 6.857 808 811 824 rBV 1440442 1310499 26.39% 2.119%
6 7.416 902 906 918 rBV 2780917 2853135 57.45% 4.614%
7 8.133 1024 1028 1048 rBV 1875857 1786196 35.97% 2.888%
8 8.457 1077 1083 1088 rBV 32614 50146 1.01% ©0.081%
9 8.851 1146 1150 1156 rBV 58225 62277 1.25% 0.101%
10 8.945 1162 1166 1174 rVB 115988 110410 2.22% 0.179%
11  9.210 1206 1211 1215 rBV 4979877 4957880 99.83% 8.017%
12 9.316 1222 1229 1235 rVB 121550 144490 2.91% 0.234%
13 9.474 1252 1256 1265 rBV 119323 175982 3.54% 0.285%
14  9.551 1265 1269 1271 rBV 176460 184904 3.72%  0.299%
15 9.574 1271 1273 1279 rVB 134332 113090 2.28% 0.183%
16 9.669 1286 1289 1295 rBV 73179 96276 1.94% 0.156%
17 9.751 1295 1303 1308 rVB 57543 60751 1.22% ©.098%
18 9.892 1320 1327 1329 rBV 2416205 2136568 43.02%  3.455%
19 9.922 1329 1332 1338 rVV 1646934 1405058 28.29% 2.272%
20 9.998 1341 1345 1350 rwV 97901 148719 2.99% 0.240%
21 10.051 1350 1354 1356 rVV2 75054 77897 1.57% 0.126%
22 10.098 1358 1362 1366 rVvV 927942 834828 16.81% 1.350%
23 10.133 1366 1368 1375 rVB 67795 83019 1.67% 0.134%
24 10.304 1392 1397 1398 rBV 51543 54200 1.09% ©0.088%
25 10.439 1417 1420 1426 rBV 1454349 1248970 25.15% 2.020%

26 10.527 1433 1435 1438 rVB 159040 120351 2.42%
27 10.598 1445 1447 1452 rVB 250806 244862  4.93%
28 10.686 1458 1462 1468 rBV 3397612 3225925 64.95%
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R

29 10.733 1468 1470 1474 rVB 67810 64528 1.30% 104%
30 10.816 1478 1484 1488 rVB3 92031 115076 2.32% 186%
31 10.992 1508 1514 1517 rBV2 175479 239576  4.82% ©.387%
32 11.074 1522 1528 1531 rVB2 71491 91939 1.85% 0.149%
33 11.121 1531 1536 1538 rBV2 72829 79523 1.60% 0.129%
34 11.192 1544 1548 1552 rVB2 172018 178138 3.59% ©.288%
35 11.233 1552 1555 1561 rwv3 83708 142248 2.86% ©.230%

36 11.280 1561 1563 1571 rVB 296829 295021 5.94% 0.477%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.386 1577 1581 1583 rBV 2268300 2151307 43.32% 3.479%
38 11.416 1583 1586 1589 rVV 4533380 4151828 83.60% 6.714%
39 11.463 1589 1594 1597 rVB 393095 410007 8.26% 0.663%
40 11.621 1618 1621 1630 rBV2 125516 221570 4.46% 0.358%
41 11.686 1630 1632 1636 rBvV 99971 85005 1.71% 0.137%
42 11.804 1646 1652 1657 rVB3 37216 56865 1.14% 0.092%
43 11.892 1664 1667 1669 rBV 371239 303900 6.12% 0.491%
44 11.921 1669 1672 1673 rVV 515508 528046 10.63% ©0.854%
45 11.933 1673 1674 1678 rVV 646481 594019 11.96% 0.961%
46 11.968 1678 1680 1683 rVV 210342 229757 4.63% 0.372%
47 12.004 1683 1686 1689 rVV 901586 875033 17.62%  1.415%
48 12.027 1689 1690 1695 rVB 174555 109732 2.21% 0.177%
49 12.192 1715 1718 1721 rBV 231649 207401 4.18% 0.335%
50 12.215 1721 1722 1727 rVB 66741 51223 1.03% 0.083%
51 12.339 1735 1743 1746 rBV3 72050 116232 2.34% 0.188%
52 12.445 1757 1761 1764 rBV 86015 96293 1.94% 0.156%
53 12.486 1764 1768 1773 rVB4 74125 116388 2.34% 0.188%
54 12.533 1773 1776 1780 rBV2 67386 78035 1.57% 0.126%
55 12.610 1785 1789 1792 rBV 3344933 3000968 60.42% 4.853%
56 12.721 1805 1808 1812 rBV2 104331 135493 2.73% 0.219%
57 12.757 1812 1814 1822 rVWV 91133 103313 2.08% 0.167%
58 12.839 1822 1828 1831 rVV2 2161937 2518695 50.71% 4.073%
59 12.892 1834 1837 1841 rVB2 105407 123926 2.50% 0.200%
60 12.963 1845 1849 1850 rBV 111965 109803 2.21% 0.178%
61 12.992 1850 1854 1857 rVV 5204874 4966461 100.00%  8.031%
62 13.063 1860 1866 1870 rVB2 90854 156564 3.15% 0.253%
63 13.145 1877 1880 1882 rBV2 78254 91665 1.85% ©.148%
64 13.168 1882 1884 1888 rVB2 282029 247053 4.97%  0.400%
65 13.233 1891 1895 1899 rBV2 284225 307214 6.19% 0.497%
66 13.274 1899 1902 1904 rBV 115360 107211 2.16% 0.173%
67 13.398 1921 1923 1932 rVB4 49664 60000 1.21% ©.097%
68 13.498 1936 1940 1944 rVB3 39243 58788 1.18% 0.095%
69 13.574 1948 1953 1955 rBV4 82643 81351 1.64% 0.132%
70 13.792 1987 1990 1993 rBV 69720 76987 1.55% 0.124%
71 13.821 1993 1995 1997 rBV 72043 65930 1.33% 0.107%
72 13.904 2005 2009 2012 rBV2 237346 289572 5.83% 0.468%
73 13.933 2012 2014 2018 rVB 85286 86513 1.74% 0.140%
74 14.045 2026 2033 2036 rBV2 1780865 2063140 41.54%  3.336%
75 14.074 2036 2038 2046 rVV 369543 412495 8.31% 0.667%
76 14.151 2048 2051 2054 rVB 88421 85057 1.71% 0.138%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.227 2061 2064 2067 rVB 81254 71802 1.45% 0.116%
78 14.533 2113 2116 2119 rVB2 93991 86656 1.74% 0.140%
79 14.862 2168 2172 2177 rVB 102810 130357 2.62% 0.211%
80 14.939 2182 2185 2189 rBV 106008 130789 2.63% 0.212%
81 15.121 2211 2216 2219 rBV 133294 211643 4.26% 0.342%
82 15.233 2229 2235 2240 rVB2 173047 231158 4.65% 0.374%
83 15.439 2266 2270 2277 rVWV 56719 82510 1.66% 0.133%
84 15.504 2277 2281 2288 rVV2 80663 144098 2.90% 0.233%
85 15.574 2288 2293 2301 rVWV 885729 1247050 25.11% 2.017%
86 15.645 2301 2305 2313 rVB 102192 170710 3.44% 0.276%
87 16.133 2380 2388 2394 rBvV 97534 202221 4.07% 0.327%
88 16.698 2479 2484 2493 rVB2 44390 93733 1.89% 0.152%
89 17.368 2593 2598 2607 rBV3 29318 63688 1.28% 0.103%

Sum of corrected areas: 61838673
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137479.D\data.ms
5000000

5.516
6.498

4000000

3000000 7.416

2000000
D187 6.857

1000000

5.134

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF137479.D\data.ms
5000000 9.210 12.p92

11.416

4000000
10.686 12.610

3000000
9.892 11.386

12.839

2000000 8.133 ok
10.439
1000000 10.098 M 12.004
0 8457 885 f5‘ 153#3%&%51 0.30 Jkkﬁgﬁ 116 @ | ngﬁﬁﬁ AN

— \
Time--> 8.00 8 50 9.00 10 00 10. 50 11. 00 11 50 12.00 12.50 13.00

Abundance TIC: BF137479.D\data.ms
5000000

4000000
3000000
2000000 14.045
1000000

0 16.133 16.698 17.368
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 ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 1
R.T. EstConc Area Relative to ISTD R.T.
2.187 29.28 ng 1918680 1,4-Dichlorobenzene-d4 6.857

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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 17 (2.187 min): BF137479.D\data.ms (-11) (-) m/z 73.10 100.00%

73.1
5000 430
87.1 ‘

| oo 220 240 2.0
e 220 m/z 43.e5  38.40%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5054: Butane, 2-methoxy-2-methyl-

o

73.0

5000 LI L L R R B B B
2.20 2.40 2.60
43.0 o
‘ 87.0 m/z 55.05 27.19%
29.0
0\\\‘\\\\‘\\\\“\\\\[‘\\\\‘\\\\9‘\0\\\“\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
(e
410 g 87.0 220 240  2.60
5000 | ITI z 87.10 23.62%
1 sso Il | l
b H‘_‘H“‘w‘u“ “‘ G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl- —— T
73.0 2 20 2.40 2.60

m/z 41.05 12.42%

5000
55.0
27.0 41,
oL, 140 T T 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Dibenzofuran, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.598 2.29 ng 244862  Acenaphthene-di10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 94
2 9H-Fluoren-3-ol 182 C13H100 006344-67-8 91
3 9H-Fluoren-9-o0l 182 C13H100 001689-64-1 72
4 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 72
5 2-Hydroxyfluorene 182 C13H1e0 002443-58-5 64

Abundance Scan 1447 (10.598 min): BF137479.D\data.ms (-1445) (-] ' m/z 182.10 100.00%

182.1
5000
)

152.1 T T
76.0 10.50 11.00
AR . a
0 H““w“hww‘whwu“_“‘_W“_“‘_“‘_“‘_ m/z 181.05 90.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 poe) SNALEN
10.50 11.00

m/z 152.05 19.63%

®0 \ 1010 2270 ||
O\\‘\\\\“‘\\“\\‘w\\H\‘\\\\‘\\\\‘\M\\\‘\\“\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56929: 9H-Fluoren-3-o
182.0
W

10.50 11.00
5000 152.0 m/z 76.85  14.76%
76.0
127.0
ol 220,540 L poro 180 | | |
miz--> 20 40 60 80 100 120 140 160 180 200 &
Abundance #56928: 9H-Fluoren-9-ol MY
181.0 10,50 11.00
m/z 183.85 13.25%
5000
152.0
0l180 510 76.0 980 126.0 ‘“ Lol i
LAk - SR /M R | PUN B e
miz--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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-Fluorene, 1l-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.992 2.23 ng 239576  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 96
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 96
3 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 91
4 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 90
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 81
Abundance Scan 1514 (10.992 min): BF137479.D\data.ms (-1508) (- m/z 165.05 100.00%
165.1
5000
89.1 Sa
11.00
s1q 1] 1 |
o — p%‘w‘“l 3280 ““““”‘2‘2‘1:1‘ 222 m/z 180.10  75.78%
miz-> 50 100 150 200 250 300
Abundance #55064: 9H-Fluorene, 1-methyl-
180.0
5000 L, UV JL‘
11.00
89.0 m/Z 178.10 23.94%
1\5.\0\ ‘\511‘"%\““\‘”“1 i \‘\]‘-\?’?.i‘ \‘\‘ L L e e e
miz--> 50 100 150 200 250 300
Abundance #55053: 9H-Fluorene, 2-methyl-
165.0
—
11.00
5000 m/z 179.05 23.76%
89.0
S s W -5 P
miz--> 50 100 150 200 250 300
Abundance #55054: 9H-Fluorene, 9-methyl- T
180.0 11.00
m/z 89.10 20.64%
5000
89.0
m/z--> 50 100 150 200 250 300 11.00

8270-BF022924.M Tue Mar 05 11:48:17 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Dibenzothiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.280 2.74 ng 295021  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 95
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 94
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 93
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 1563 (11.280 min): BF137479.D\data.ms (-1561) (-} | m/z 184.05 100.00%
184.1
5000 AR“\
139.1
39.0 . ‘ ‘ 11 00 11. 50
oL B b 38z 139,05 16.89%
miz--> 50 100 150 200 250 300
Abundance #58970: Dibenzothiophene
184.0
5000
11 00 11 50
139.0 m/z 185.10  13.80%
92.0 ‘
0\?’9\.0‘\“\‘\‘\““ Pt “‘\\\H\‘\\\\‘\\\\|\\\\
miz--> 50 100 150 200 250 300
Abundance #58972: Naphtho([2,1-b]thiophene
184.0
11 00 11 50
5000 m/z 92.00 10.06%
139.0
92.0 ‘
0“‘10‘?”‘”“ “‘“‘i““‘“‘\“‘w““!”“
miz--> 50 100 150 200 250 300 fL
Abundance #58975: Naphtho[2,3-b]thiophene
184.0 1100 1150
m/z 152.05 9.74%
5000
139.0
92.0
ol Bl
m/z--> 50 100 150 200 250 300 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Anthracene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.83 ng 303900 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
Abundance Scan 1667 (11.892 min): BF137479.D\data.ms (-1664) (- m/z 192.05 100.00%
192.1
5000 M
— =
63.0 94.7 139 1165.1 H ) 11.50 12.00
0 HWHWHwmpm‘l‘wwu‘:m‘u“mm 2824 m/z 191.05  59.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 — AL
11.50 12.00
m/z 189.10  29.43%
165.0
0 300 %39 11301300 ‘M
H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘H \‘HH‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— P
11.50 12.00
5000 m/z 190.10 15.78%
165.0
o 270 630 960 1390”7 |
R A e e  aa R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- — —
192.0 11.50 12.00
m/z 193.05 14.82%
5000
165.0
| 270 630 90 130 | |
R A o e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.921 4.91 ng 528046  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 1672 (11.921 min): BF137479.D\data.ms (-1669) (-} | m/z 192.10 100.00%
192.1
5000 AKN%
94.7 165.1 ‘ 12.00
60.0 : : -
129.0
o U IO O N o RO MH‘ 2232980 n/z 191,10 57.59%
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T T T T ‘/\Tj\/vw\
12.00
m/z 189.10  26.24%
165.0
O 39.0 " ‘83‘.0‘ 115'0 L h‘ 4 \‘H
\H‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
A
12.00
5000 m/z 193.10 15.09%
165.0
27‘0‘ 630 9?0 1260\ L by HH
e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl- —
192.0 12.00
m/z 190.10  14.54%
5000
165.0
oL 27.0 630 960 1960 |
e Ead e A A o i
m/z--> 20 40 60 80 100120140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.52 ng 594019 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1674 (11.933 min): BF137479.D\data.ms (-1673) (- m/z 43.10 100.00%

431 73.0
5000
129.1

213.2 T
l 157 1185.2 256.3 12.00

m/z 73.85 95.69%

0 ‘HH‘““ ‘H!u

o7

m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

) 157.0 185 213.0  256.0 .
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0

=
43.0 12.00
5000 m/z 57.10 79.84%
129.0
185.0  228.0
0 ?w\wlmw‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid —
73.0 12.00
43.0 m/z 55.10 74.64%
5000 1290
171.0
‘ 214.0
0 _‘lu‘i‘;‘w“w“‘: ol “m‘w:_uu“Mw‘_‘H‘w‘wwww —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Anthracene, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.969 2.14 ng 229757  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
Abundance Scan 1680 (11.968 min): BF137479.D\data.ms (-1678) (- m/z 192.10 100.00%
1921
5000 AKNW
82.6 165.1 m 12.00
o‘H_H‘Fff’ﬂ‘HW‘Hu‘l_ul‘ﬁ?%Hw‘m_u‘_?‘?‘1‘-9“‘2‘57‘1] m/z 191.10  51.08%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T T T \‘/\Tj\/V\\’A
12.00
m/z 189.10  24.11%
165.0
ol 390 830 1150 | ‘H
\H‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67027: Anthracene, 9-methyl-
192.0
1200
5000 m/z 193.10 18.31%
o280 630 %10 1260 1650 |
T e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67029: Anthracene, 1-methyl- —
192.0 12.00
165.10 14.14%
5000
82.0 165.0
0 390 \m‘ H 1150 H‘
R R e RARRARAAssEsasansazscs
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.004 8.13 ng 875033  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 94
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl03S 036155-87-0 38
4 6,7-Methylenedioxy-4(3H)-quinazo... 190 C9H6N203 028310-11-4 33
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17

Abundance Scan 1686 (12.004 min): BF137479.D\data.ms (-1683) (- m/z 190.10 100.00%
190.1
5000
94.5
T
12.00
63.0 163.1 w
Obr 39 090 L 1890 L2181 47 189,10 88.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 LATAS ‘
94.0 12.00
4. m/z 94.55  26.99%
o 39.0 630 | | 137.0 163.0 w
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole)
189.0
R
12.00
5000 m/z 191.10 23.61%
42.0 122.0
0 ‘J‘_S‘i‘.(‘)“ e 1”\?‘?;9\ i \?\5‘\‘0\ bl \1“\1‘18\.\0“\ \ \‘\ N S ARRERRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr = ‘AJMJW
190.0 12.00
45.0
146.0 m/z 187.05 19.60%
5000 82.0
117.0
0! b M
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\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.168 2.39 ng 247053  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 80
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 70

Abundance Scan 1884 (13.168 min): BF137479.D\data.ms (-1882) (- m/z 216.10 100.00%
216.1

-

5000
107.7 T R
13.00 13.50
815 163.1189.1 u
o220 Rl L. A0 T Tl 2442 7 215,10 81.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 AL N
13.00 13.50
m/z 213.10 20.94%
107.0
0 50.0 81.0 | 137.0163.0189.0 LJ
‘\\\\‘\\\\’\H\‘\\\\‘\\H‘\\\\‘\\\\’\\\\‘\\\\’H\ ‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94575: 11H-Benzol[a]fluorene
216.0
— =
13.00 13.50
5000 ITI/Z 217.10 17.02%
108.0
ol 500 8LO || 137016301590 \
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94570: Pyrene, 1-methyl- «WHAN% = Y
216.0 13.00 13.50
m/z 107.65 15.97%
5000
108.0 189.0
027.0 630 ., | 187.0163.0 | “m
R e AR RaEE e R . o=t
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\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Fluoranthene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.233 2.98 ng 307214 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1895 (13.233 min): BF137479.D\data.ms (-1891) (- m/z 216.10 100.00%
216.1
570 107.6 - P
. 13.00 13.50
0brdnd o B3R L, 13021630 HFC L 2442 015,10 94.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 AL P
13.00 13.50
108.0 ITI/Z 213.05 24.07%
ol 570 . | 139.0163.0189.0 “u‘
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #94578: Fluoranthene, 2-methyl-
216.0
— =
13.00 13.50
5000 m/z 107.60 19.66%
108.0
51.0 810 ‘ 139.0163.0 1890 m
H“H"_‘H,‘H“H‘w“u,‘u‘_“w“u‘u‘ REammRas
m/z--> 40 60 80 100 120 140 160 180 200 220 240 LAJAﬁﬂWNk
Abundance #94575: 11H-Benzo[a]fluorene e REEER
216.0 13.00 13.50
m/z 217.05 16.20%
5000
108.0
o500 810, | 137016301990 | L
e prees ol ke e e b e e P P
m/z--> 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\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Oxalic acid, cyclobutyl pen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.81 ng 289572  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 91
2 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 91
3 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
4 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 90

5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 76

Abundance Scan 2009 (13.904 min): BF137479.D\data.ms (-2005) (- m/z 57.10 100.00%
541
5000
97.1
201 oo
ob—dd, M 1 “” H“P ], 16901999, ‘ I m/z 43.10  74.68%
miz--> 50 150 200 250
Abundance #263833.0xahcacm,cydobmylpmnadecylemer
55.0
5000 T
14.00
‘ ‘850 m/z 71.10 57.52%
O T “\ ‘\“ ‘ T ‘\ ‘H \‘\H \’]-\5\ o\ T T T T 2‘1\0.\0 T \2‘5‘5\.0\ T T
miz--> 50 100 150 200 250
Abundance #299561: Oxalic acid, cyclobutyl octadecyl ester
55.0
—r—
14.00
5000 ITI/Z 55.10 53.11%
i
I U -2 I £
miz--> 50 100 150 200 250
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester P
57.0 14.00
m/z 83.05 41.32%
5000
97.0
e B ERUUEET T M A
miz--> 50 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.862 2.09 ng 130357 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 2172 (14.862 min): BF137479.D\data.ms (-2168) (-} ' m/z 57.10 100.00%
57.1
‘ 99.0 — "
14.50 15.00
412 1831
I — w“ Aok “ 2 2150 2561 2931 /7 71.10  70.65%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 — 5
14.50 15.00
m/z 43.10 65.36%
99.
O \2\61\0‘\‘ ‘ ‘ H‘ H‘ H‘ \ \]\-4{1‘()\ ?‘8\3\()“ \22\5\ 0\ ‘2\6§(\) T ’
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— —
14.50 15.00
5000 m/z 85.10 52.89%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane “ 7
57.0 14.50 15.00
m/z 55.10 26.06%
o W
99.0
Gl ‘ ] ‘ 141.0 183.0 240.0
OHH‘MH”H“H“\;“‘HH‘\H}‘HH — ——
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Supraene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.939 2.10 ng 130789  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
3 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 53
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 50
Abundance Scan 2185 (14.939 min): BF137479.D\data.ms (-2182) (- m/z 69.10 100.00%
69.1
15.00
136.2 254.1 .
0b bl g S 2081 PO 8850 s g1.e5  47.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.10 26.92%
137.0
01279 i d iy |, 1910 273.0 341.0 410.
\\\’\\\‘\\\\‘\\\\]\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
—
15.00
5000 m/z 95.05 13.15%
J 136.0
29 L1l 100 amomo
m/z--> 50 100 150 200 250 300 350 400
Abundance #19504: 1,6-Octadiene, 3,5-dimethyl-, trans- —
69.0 15.00
m/z 68.10 12.15%
5000
o o
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\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.233 3.71 ng 231158 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Pentacosane 352 (C25H52 000629-99-2 80
3 Heneicosane 296 C21H44 000629-94-7 76
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 74
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 74

Abundance Scan 2235 (15.233 min): BF137479.D\data.ms (-2229) (- m/z 57.10 100.00%

57.1
5000

252.1 L LI

1500 1550
411
HH‘M L “‘ 6 sl S m/z 71.1e  66.99%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 — =
15.00 15.50

m/z 43.05 58.65%

ol e H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane

57.0

15.00 15.50

o

5000 m/z 85.10 50.66%
9.0
oLt L L L L | 101830225 0267.0309 03520
by T L LA B B R
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T ]
57.0 15.00 15.50

m/z 55.05 22.60%

) NWAJMWVMWAMNMWJMMAM
LA h‘ | 141-0183.0225.0  296.0

0]-5-q \L |

\ T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Benzo[j]fluoranthene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.504 2.31 ng 144098 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2281 (15.504 min): BF137479.D\data.ms (-2277) (|  m/z 252.10 100.00%
252.1
5000
125.0 L I
57.1 ) 2001 ‘ 15.50
Ob ety L1 OL0 2D 3850 7 2se.05  25.78%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 Rl
15.50
126.0 m/z 253.05 24.76%
O T \8\7\0‘i \‘H\‘H\ B \2\09.\0\‘”\ \M‘\ LA e e
miz--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0
T T
15.50
5000 m/z 125.00 16.89%
126.0
0390 870 ‘\\ 161.0 200.0 |
A e B e e e B B
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene R
252.0 15.50
m/z 126.10 16.62%
5000
126.0
oo w0l ame | W,
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.645 2.74 ng 170710  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 80
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80

Abundance Scan 2305 (15.645 min): BF137479.D\data.ms (-2301) (- m/z 57.10 100.00%

57.1
5000

91 T ‘ T T ‘ T
‘ ‘ 1] ‘ 1412 1971 2664 15.50 16.00
“Up‘m“MN‘HJ‘u““‘“““““““““ m/z 71.10 67.03%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 = =
15.50 16.00

m/z 43.10 64.62%

oL JMMH A141018302250 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane

57.0

T
15.50 16.00

o
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9.0
0 \‘ | ‘“\ I h‘ | ]\-4%1 917830 225.0267.0 338.0
N T o o R LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- o Y=y
57.0 15.50 16.00

m/z 55.00 21.41%

5000
G 90 1550197.0

e —

T 7
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 19 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.133 3.24 ng 202221  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2388 (16.133 min): BF137479.D\data.ms (-2380) (- m/z 57.10 100.00%

57.1
5000

.0 T
16.00 16.50
1411 183.1 267.1

ol w‘h‘ u‘“w‘L L r 895225 0L 8550y 71,5 72.290%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
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TT ’ L ‘ T \ T
m/z--> 50 100 150 2000 250 300 350
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9.0
e e e
m/z--> 50 100 150 200 250 300 350
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57.0 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30424\
Data File : BF137479.D

Acqg On : 04 Mar 2024 14:20
Operator : CG\JU

Sample : P1662-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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... 2.187 29.3 ng 1918680 1 6.857 1310500 20.0
Dibenzofuran, 4... 10.598 2.3 ng 244862 3 9.892 2136570 20.0
O9H-Fluorene, 1-... 10.992 2.2 ng 239576 4 11.386 2151310 20.0
Dibenzothiophene 11.280 2.7 ng 295021 4 11.386 2151310 20.0
Anthracene, 2-m... 11.892 2.8 ng 3039060 4 11.386 2151310 20.0
Phenanthrene, 1... 11.921 4.9 ng 528046 4 11.386 2151310 20.0
n-Hexadecanoic ... 11.933 5.5 ng 594019 4 11.386 2151310 20.0
Anthracene, 9-m... 11.969 2.1 ng 229757 4 11.386 2151310 20.0
4H-Cyclopenta[d... 12.004 8.1 ng 875033 4 11.386 2151310 20.0
11H-Benzo[b]flu... 13.168 2.4 ng 247053 5 14.045 2063140 20.0
Fluoranthene, 2... 13.233 3.0 ng 307214 5 14.045 2063140 20.0
Oxalic acid, cy... 13.904 2.8 ng 289572 5 14.045 2063140 20.0
Nonadecane 14.862 2.1 ng 130357 6 15.574 1247050 20.0
Supraene 14.939 2.1 ng 130789 6 15.574 1247050 20.0
Octacosane 15.233 3.7 ng 231158 6 15.574 1247050 20.0
Benzo[j]fluoran... 15.504 2.3 ng 144098 6 15.574 1247050 20.0
Tetracosane 15.645 2.7 ng 1707106 6 15.574 1247050 20.0
Hexacosane 16.133 3.2 ng 202221 6 15.574 1247050 20.0
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