LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc :

ALS Vvial : 17 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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137963.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 6 15 23 rVB2 48859 115192 3.78% 0.371%
2 2.405 45 54 60 rBV 1685455 2212118 72.63% 7.119%
3 2.522 68 74 81 rBV 27179 35408 1.16% 0.114%
4 3.675 267 270 283 rBV 32506 59727 1.96% 0.192%
5 5.663 603 608 611 rBV 2502057 2255871 74.07% 7.260%
6 6.651 771 776 779 rBV 2367948 2265593 74.39% 7.291%
7 7.040 838 842 845 rBV 1080724 809264 26.57% 2.604%
8 7.598 932 937 940 rBV 1659274 1468790 48.22% 4.727%
9 7.840 974 978 984 rBV 59701 47253 1.55% 0.152%
10 8.322 1056 1060 1063 rBV 1413951 1099510 36.10%  3.538%
11  8.622 1109 1111 1120 rVB 40561 44622 1.47% 0.144%
12 9.398 1238 1243 1246 rBV 3579012 3045742 100.00% 9.802%
13 9.463 1251 1254 1258 rVB 60024 47675 1.57% 0.153%
14  9.734 1292 1300 1303 rBV5 17970 35856 1.18% 0.115%
15 9.939 1331 1335 1338 rBV 35725 36014 1.18% 0.116%
16 9.992 1341 1344 1348 rVB 124952 91762 3.01% 0.295%
17 10.081 1356 1359 1363 rBV 1591752 1280319 42.04% 4.120%
18 10.163 1369 1373 1380 rVB3 52523 77356  2.54%  0.249%
19 10.316 1396 1399 1404 rBV3 33284 37589 1.23% 0.121%
20 10.492 1424 1429 1433 rBV 144701 128278 4.21% 0.413%
21 10.716 1462 1467 1469 rBV2 56757 61184 2.01% 0.197%
22 10.875 1489 1494 1497 rBV 1987444 1914700 62.86% 6.162%
23 10.969 1507 1510 1520 rVB 181013 251808 8.27% 0.810%
24 11.422 1583 1587 1589 rBV 130123 118500 3.89% 0.381%
25 11.451 1589 1592 1594 rVB2 42802 43305 1.42% ©0.139%
26 11.575 1609 1613 1616 rBV 1580382 1350708 44.35% 4.347%
27 11.598 1616 1617 1621 rVB 228785 135543  4.45% 0.436%
28 11.651 1621 1626 1628 rBV 47093 49653 1.63% 0.160%
29 11.845 1657 1659 1662 rVB 132678 90578 2.97% 0.291%
30 12.080 1695 1699 1701 rBV2 219094 201695 6.62% 0.649%
31 12.104 1701 1703 1708 rVB2 91384 83243 2.73% 0.268%
32 12.192 1714 1718 1720 rBv2 90629 110708 3.63% 0.356%
33 12.210 1720 1721 1725 rVB 49218 38623 1.27% 0.124%
34 12.251 1725 1728 1731 rBV 97725 91081 2.99% ©.293%
35 12.627 1788 1792 1793 rBV 91900 88154 2.89% 0.284%
36 12.716 1804 1807 1811 rBV3 60697 73755 2.42% 0.237%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc :

ALS Vvial : 17 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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.792 1816 1820 1824 rBV 801975 633340 20.79% 2.038%
38 12.863 1828 1832 1834 rBV3 31463 39874 1.31% 0.128%
39 12.969 1848 1850 1853 rVB2 40512 35421 1.16% 0.114%
40 13.022 1853 1859 1865 rBV 714671 823072 27.02% 2.649%
41 13.069 1865 1867 1871 rVB2 52649 60031 1.97% ©0.193%
42 13.163 1875 1883 1886 rBV 3244643 2831804 92.98% 9.113%
43 13.233 1891 1895 1903 rBV5 69214 119061 3.91% 0.383%
44 13.327 1907 1911 1912 rBV3 56946 67422  2.21% 0.217%
45 13.351 1912 1915 1917 rVB2 85211 90600 2.97% 0.292%
46 13.416 1924 1926 1928 rBV 58998 42881 1.41% 0.138%
47 13.457 1928 1933 1935 rBV2 91540 97272 3.19% 0.313%
48 13.551 1946 1949 1951 rBV 73034 64357 2.11% 0.207%
49 13.580 1951 1954 1957 rVB 64276 56040 1.84% 0.180%
50 13.633 1957 1963 1966 rBV = 248721 259756 8.53% 0.836%
51 13.716 1972 1977 1980 rBV3 46261 61139 2.01% 0.197%
52 13.857 1998 2001 2005 rVB 58563 66694 2.19% 0.215%
53 13.974 2015 2021 2023 rBV3 63661 92029 3.02% 0.296%
54 14.027 2028 2030 2031 rBV 40819 36268 1.19% 0.117%
55 14.222 2058 2063 2066 rBV2 1011833 1237792 40.64%  3.983%
56 14.251 2066 2068 2074 rVB 365423 309469 10.16%  0.996%
57 14.333 2079 2082 2085 rBV 53289 45722 1.50% 0.147%
58 14.439 2098 2100 2104 rBV2 32863 46092 1.51% ©0.148%
59 14.610 2124 2129 2132 rBV 100064 109948 3.61% 0.354%
60 14.645 2132 2135 2137 rVB 64760 53309 1.75% 0.172%
61 14.680 2137 2141 2144 rBV3 25751 47182 1.55% ©0.152%
62 14.745 2148 2152 2153 rVvvV2 59659 59634 1.96% 0.192%
63 14.763 2153 2155 2159 rVB2 48238 49644 1.63% 0.160%
64 15.316 2244 2249 2252 rBV 388482 611442 20.08% 1.968%
65 15.433 2265 2269 2274 rBV 87600 102067 3.35% 0.328%
66 15.645 2301 2305 2312 rVB 248286 333399 10.95% 1.073%
67 15.716 2312 2317 2323 rBV 356371 451178 14.81% 1.452%
68 15.786 2324 2329 2333 rVW 712302 970344 31.86% 3.123%
69 15.821 2333 2335 2341 rVB2 115484 143667 4.72% 0.462%
70 16.021 2365 2369 2378 rVB6 28124 59975 1.97% 0.193%
71 16.263 2405 2410 2414 rBV4 26620 47852 1.57% 0.154%
72 16.404 2430 2434 2440 rVB2 22739 38681 1.27% 0.124%
73 17.398 2597 2603 2612 rVB2 168208 367238 12.06% 1.182%
74 17.492 2615 2619 2627 rVB4 21477 47953 1.57% 0.154%
75 17.598 2632 2637 2644 rBvV2 33595 65391 2.15% 0.210%
76 17.668 2644 2649 2654 rBV3 29598 58580 1.92% 0.189%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS Vvial : 17 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-BF051424 .M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.792 2664 2670 2678 rVB6 42592 98786 3.24% 0.318%

78 17.898 2680 2688 2699 rVV 130264 293188 9.63% 0.944%

79 18.157 2726 2732 2736 rBV2 26947 50879 1.67% 0.164%
Sum of corrected areas: 31073650
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\

BF137963.D

: 20 May 2024 17:08
¢ CG\JU
. P2512-065

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.405 54.67 ng 2212120 1,4-Dichlorobenzene-d4 7.040

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 54 (2.405 min): BF137963.D\data.ms (-45) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
A m o
91 ‘ 2.20 2.40 2.60 2.80
Ol 22 m/z 43.10  34.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI IS L L L L L B B
43.0 2.20 2.40 2.60 2.80
' 87.0 m/z 87.10  26.55%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 55.10 25.57%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- A R
73.0 2.20 2.40 2.60 2.80
m/z 41.10 11.05%
5000
45.0
29.0
0“_‘JmuuHMLH‘H?%QH‘NlH‘HH‘H%R%P‘_‘H‘H‘W‘H‘ A P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 2.60 2.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

B
02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\

F137963.D
0 May 2024 17:08

¢ CG\JU

: P

01

hod
le

ry

2512-05

7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Pentadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.492 2.00 ng 128278  Acenaphthene-di10 10.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Dodecane 170 C12H26 000112-40-3 90

Abundance Scan 1429 (10.492 min): BF137963.D\data.ms (-1424) (- m/z 57.05 100.00%
57.0
- kVMJlNMAANﬂAWNNﬂwAm,W%
1050
155.1 :
- H‘ u‘ w228 . m/z 43.10  68.19%
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 T
10.50
F m/z 71.10 60.14%
9.0
Ol\S\d\ “‘ \“‘\ “‘ \“ \]‘-\4\‘]_‘0\ T \2‘1\2\()\ T ‘ T T ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
L=
10.50
5000 m/z 85.10 43.92%
‘ 9.0
ol Ll ly i 340usa0 280
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane I
57.0 10.50
m/z 41.10 38.20%
) M
ol L I F ‘1‘41 0183.0225.0267.0 3230 380,
“““ A e e e A e —
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.969 3.73 ng 251808 Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 1510 (10.969 min): BF137963.D\data.ms (-1507) (- m/z 57.10 100.00%
57.1
- w
=
‘ 99.2 410 1950 11.00
Ol b A g 140 1950 2404 7 7110 64.38%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 L
11.00
99.0 m/z 43.05 63.16%
01\5.\0‘\ ‘\‘ ‘“\ ‘“‘ “‘ H‘ \“‘ \%4“1 9\ ]\-8\3\0‘ T \2\4?.‘0\ T 1T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
=
11.00
5000 m/z 85.10 43.33%
99.0
oot 1L oo e
miz--> 100 150 200 250 300
Abundance #246481: Tetracosane T
57.0 11.00
m/z 41.05 30.81%
5000
.0
0 ‘ \“\ ‘h h‘ u‘ 1419 1830 2250 2670 338'
“““‘ e I B e B e e e A —
m/z--> 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.081 2.99 ng 201695  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 62
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 62
Abundance Scan 1699 (12.080 min): BF137963.D\data.ms (-1695) (- m/z 73.05 100.00%
43.0 73.0 192.1
5000
= T
| “ 12.00
(o m——— A m/z 192.10  93.83%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 : U w
12.00
157.01g5 02130  256.0 m/z 43.05 87.06%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
RN \
12.00
5000 m/z 60.10 79.22%
940 165.0
0 27.0 630 | M 126Q u h“ | HH
e e o R e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67024: Anthracene, 2-methyl- —
192.0 12.00
m/z 57.10 75.57%
165.0
0 39.0 “83‘.0” 115.0 . h‘ ; \‘H
T e e e e e P
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\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.633 4.20 ng 259756  Chrysene-di2 14.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 78
3 Octadecanamide 283 C18H37NO 000124-26-5 72
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 64
5 9-Octadecenamide 281 C18H35NO 003322-62-1 59
Abundance Scan 1963 (13.633 min): BF137963.D\data.ms (-1957) (- m/z 59.10 100.00%
59.1
5000 Jk
1350 1400
N MM gy L L 18412201 2601 e . oa
m/z--> 100 150 200 250
Abundance #174775:94Ddadecenanﬂde,(2}
59.0
5000 e ——
13.50 14.00
9.0 m/z 55.10 37.18%
oL “‘ U ’ H‘ \M\‘ W\ \‘\\EL‘ ‘\‘ ot \‘ ‘18‘4"0‘ . ‘2‘38‘? . 2‘8“1‘0
m/z--> 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
—— —
13.50 14.00
5000 m/z 41.05 28.03%
126.0
290“\ h %0} | 1560 2100 2530
on "Mw‘mu‘u”‘_‘H_‘
miz--> 100 150 200 250
Abundance #177475: Octadecanamide — T
59.0 13.50 14.00
m/z 43.05 23.69%
h NJLM
2
L8R so a0 He| el e
m/z--> 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.433 2.10 ng 102067 Perylene-di2 15.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2269 (15.433 min): BF137963.D\data.ms (-2265) (- m/z 252.10 100.00%
1

252
5000

o
41.9 73.9 12ﬁ1 1739 2229 M 285.1 15:50
ke el e M/z 250.05  28.36%

7
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138554: Benzo[e]pyrene
252.0

5000 RN

o

m/z 253.05 24.93%

125.0
500 830 , | 1740 2230 |
H‘\H\‘HH‘HH‘\\H‘HH‘HH’\\H’HH‘HH‘HH‘H \‘HH‘HH‘H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138564: Benzolk]fluoranthene
252.0
126.0

o

15.50
5000 ITI/Z 125.05 12.32%
06&0?4%)}7ﬂ022%0 wwAAMMJ\WAHMAAAbAWW
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138562: Benzo[b]fluoranthene —
252.0 15.50

m/z 251.20 11.51%

5000
126.0
0390 870 g 1740 2230 ”H

T
m/z--> 40 60 80 100120140160180200220240260280300 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.645 6.87 ng 333399  Perylene-d12 15.786
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 98
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 2305 (15.645 min): BF137963.D\data.ms (-2301) (- m/z 252.10 100.00%
252.1 ﬂ
5000
12‘5'1 . 15.50 16.00
ol 440 870 | 1740 2221 || 2901 ., y50.65  29.38%
miz-> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 s —
15.50 16.00
m/z 253.05  22.46%
125.0
ol 500 830 | 1740 2220
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 #138555: Benzo[a]pyrene
252.0
— =
15.50 16.00
5000 m/z 125.05 14.79%
126.0
0 57.0 870 , | 1740 2220 h\“
— e
m/iz--> 50 100 150 200 250 300
Abundance #138552: Perylene 75 e
252.0 15.50 16.00
m/z 126.00 12.07%
5000
126.0
ol 500 870 \H 1740 2220 M
—_ P P
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 (3S,6aR,6bR,8aR,14bR)-3-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.792 2.04 ng 98786  Perylene-d12 15.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3S,6aR,6bR,8aR,14bR)-3-methoxy-... 448 C31H520 1000441-97-8 55
2 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 46
3 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 45
4 3-Acetyl-2,5-dimethylbenzo(b)thi... 204 C12H120S 006179-04-0 38
5 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 38
Abundance Scan 2670 (17.792 min): BF137963.D\data.ms (-2664) (- m/z 189.20 100.00%
189.2
5000 95.1
43.0
“ 257.1305.1 42‘55 17.50 18.00
0 bl il Tmyz 177,15 60.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #322352: (3S,6aR,6bR,8aR,14bR)-3-methoxy-4,4,6a,6b,
189.0
e et
95.0 17.50 18.00
} “ 2620 4250 m/z 204.10 55.77%
ol— h H‘Hu ‘HH‘H‘H “71‘\ L “rr ‘u‘ ““\h“ \u = \‘\\‘ “‘?"]“6‘ ‘O‘ ‘3‘7‘1‘9‘ N “\‘ ‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0
189.0
TSR O B
107.0 17.50 18.00
5000 m/z 95.10 42 .95%
oLl \‘ \‘ H ’ l
m/z--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7 —— ——
133.0 189.0 17.50 18.00
m/z 81.05 32.75%
5000
81.
P9. | ‘
0’ R — ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137963.D

Acqg On : 20 May 2024 17:08
Operator : CG\JU

Sample : P2512-05

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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... 2.405 54.7 ng 2212120 1 7.040 809264 20.0
Pentadecane 10.492 2.0 ng 128278 3 10.081 1280320 20.0
Heptadecane 10.969 3.7 ng 251808 4 11.575 1350710 20.0
n-Hexadecanoic ... 12.081 3.0 ng 201695 4 11.575 1350710 20.0
9-Octadecenamid... 13.633 4.2 ng 259756 5 14.227 1237790 20.0
Benzo[e]pyrene 15.433 2.1 ng 102067 6 15.786 970344 20.0
Perylene 15.645 6.9 ng 333399 6 15.786 970344 20.0
(3S,6aR,6bR,8aR... 17.792 2.0 ng 98786 6 15.786 970344 20.0
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