LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136381.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.046 500 503 509 rVB 51708 62561 1.74% 0.203%
2 5.440 565 570 573 rBV 3068407 2871543 79.68% 9.333%
3 6.440 735 740 743 rBV 2749414 2826516 78.43% 9.186%
4 6.634 769 773 778 rBV2 64471 80135 2.22% 0.260%
5 6.798 798 801 805 rBV 850946 684701 19.00%  2.225%
6 6.916 818 821 824 rVB 223013 166778 4.63%  0.542%
7 7.187 862 867 871 rBvV2 41862 47914 1.33% 0.156%
8 7.363 888 897 900 rBV 2088401 1899151 52.70% 6.172%
9 7.392 900 902 905 rvVv 161193 121958 3.38% 0.396%
10 7.445 905 911 914 rVB5 39300 51736 1.44% 0.168%
11  7.598 934 937 941 rVB2 46068 54348 1.51% 0.177%
12 7.763 961 965 967 rVB3 39613 51075 1.42% 0.166%
13 7.828 975 976 981 rVB4 39012 48423 1.34% 0.157%
14 8.039 1004 1012 1013 rBV5 27816 50406 1.40% 0.164%
15 8.075 1013 1018 1021 rBV 1079538 1070259 29.70%  3.478%
16 8.251 1041 1048 1050 rBV6 26313 45602 1.27% ©0.148%
17 8.369 1063 1068 1075 rVB5 53776 86650 2.40% 0.282%
18 8.457 1081 1083 1086 rBv4 56726 53981 1.50% 0.175%
19 8.498 1086 1090 1092 rBV2 61842 58307 1.62% 0.189%
20 8.581 1101 1104 1107 rBvV2 91157 75361 2.09% 0.245%
21 8.669 1116 1119 1122 rBV 205622 175293 4.86% 0.570%
22 8.898 1153 1158 1160 rBV2 60094 78849 2.19% 0.256%
23 9.157 1197 1202 1205 rBV 4501744 3603743 100.00% 11.712%
24 9.239 1212 1216 1220 rBV2 154578 159626 4.43% 0.519%
25  9.422 1240 1247 1250 rBV4 39564 67267 1.87% 0.219%
26 9.492 1256 1259 1261 rBv2 61003 53136 1.47% 0.173%
27 9.557 1265 1270 1272 rBV5 60279 66115 1.83% 0.215%
28 9.616 1277 1280 1284 rVB3 36569 45436 1.26% ©0.148%
29 9.769 1304 1306 1310 rVB 123420 87802 2.44% 0.285%
30 9.833 1310 1317 1320 rBV 1225482 954803 26.49%  3.103%
31 9.863 1320 1322 1326 rVB 97309 86483  2.40% 0.281%
32 10.039 1348 1352 1357 rVB 77466 77148 2.14% 0.251%
33 10.269 1388 1391 1394 rVB 103568 80759  2.24% 0.262%
34 10.381 1407 1410 1412 rBV 101696 82657 2.29% 0.269%
35 10.628 1447 1452 1455 rBV 1899156 1710345 47.46% 5.559%
36 10.745 1469 1472 1480 rVB 118011 149253 4.14% 0.485%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.198 1546 1549 1551 rBV 68314 58501 1.62% 0.190%
38 11.222 1551 1553 1559 rVB2 66284 75640 2.10%  0.246%
39 11.322 1567 1570 1573 rBV 834605 819254 22.73% 2.663%
40 11.345 1573 1574 1578 rVV 565288 424453 11.78% 1.379%
41 11.398 1578 1583 1586 rVB 138855 123527 3.43% 0.401%
42 11.627 1619 1622 1624 rVB 65345 52877 1.47% 0.172%
43 11.727 1636 1639 1645 rVB 553437 423555 11.75% 1.377%
44 11.827 1653 1656 1658 rBV 75311 57296 1.59% 0.186%
45 11.863 1658 1662 1667 rBvV2 561932 558950 15.51% 1.817%
46 11.939 1672 1675 1678 rBV 118900 114909 3.19% 0.373%
47 12.033 1688 1691 1694 rBV 57675 46825 1.30% ©0.152%
48 12.127 1704 1707 1709 rBV 44344 46903 1.30% 0.152%
49 12.145 1709 1710 1715 rVB2 59039 50084 1.39% 0.163%
50 12.380 1747 1750 1753 rBV 67794 65546 1.82% 0.213%
51 12.416 1753 1756 1758 rBV 1331652 1263619 35.06% 4.107%
52 12.439 1758 1760 1763 rVB 975267 762200 21.15% 2.477%
53 12.545 1775 1778 1781 rVB 763328 625226 17.35% 2.032%
54 12.574 1781 1783 1791 rVB6 76882 124935 3.47% 0.406%
55 12.651 1793 1796 1801 rBV 211586 202376 5.62% 0.658%
56 12.774 1811 1817 1819 rBV 598005 643688 17.86% 2.092%
57 12.922 1838 1842 1846 rVB 3106488 2876750 79.83% 9.349%
58 13.104 1870 1873 1876 rVB 104798 100225 2.78% 0.326%
59 13.169 1880 1884 1887 rBv2 98373 116343 3.23% 0.378%
60 13.204 1887 1890 1893 rWV 79592 78446 2.18% 0.255%
61 13.327 1909 1911 1914 rBV 50807 47891 1.33% 0.156%
62 13.363 1914 1917 1921 rVVé6 47665 54568 1.51% 0.177%
63 13.610 1957 1959 1965 rVB 71838 72491 2.01% 0.236%
64 13.857 1999 2001 2007 rVB3 71907 98000 2.72% 0.319%
65 13.974 2016 2021 2024 rBV2 867904 1083306 30.06% 3.521%
66 14.004 2024 2026 2029 rVB 329472 238345 6.61% 0.775%
67 14.463 2101 2104 2107 rBV2 103454 93422 2.59% 0.304%
68 15.027 2196 2200 2203 rBV 280881 427250 11.86% 1.389%
69 15.333 2249 2252 2258 rVB 172990 225647 6.26% 0.733%
70 15.398 2259 2263 2269 rVB 188972 253017 7.02% 0.822%

71 15.463 2270 2274 2278 rBV 476579 576958 16.01% 1.875%

Sum of corrected areas: 30769143
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136381.D\data.ms

4000000

5.440
3000000 6.440

7.363
2000000

1000000 6.798

6.916
5.046 6.634 " 7.187 7446598

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: BF136381.D\data.ms
9.157

4000000
12.922
3000000

2000000 10.628

1000000

e e e e e e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136381.D\data.ms

4000000
3000000
2000000
13.974

1000000

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\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Decane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.634 2.34 ng 80135 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 62
2 Nonane 128 C9H20 000111-84-2 50
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 43
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 43
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
Abundance Scan 773 (6.634 min): BF136381.D\data.ms (-769) (-) m/z 57.05 100.00%
57.0
5000 105.0
85.1
30lb O RENRERER
| ‘ 142 2 6.40 6.60 6.80 7.00
0y L o B e m/z 43.05 92.07%
miz--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
5000
71.0 6.40 6.60 6.80 7.00
m/z 41.05 48.77%
O \\\‘2\6‘.})\\"‘}\\‘!“\\“\\‘\‘\\9\?‘.0\\\‘\‘\\\]\.4“2\'\0\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
6.40 6.60 6.80 7.00
5000 m/z 105.00 39.98%
85.0
0 26.0 128.0
L e B B L e

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

Abundance #33101: Octane, 2,4,6-trimethyl-

57.0 6.40 6.60 6.80 7.00

m/z 71.10 35.00%
5000
85.0
29.0
0 Lol g 11001270 1560
N A o e B B R St  a AARREERRE T
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.916 4.87 ng 166778 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 97
2 D-Limonene 136 C10H16 005989-27-5 97
3 Limonene 136 C10H16 000138-86-3 93

4 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 76
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 58

Abundance Scan 821 (6.916 min): BF136381.D\data.ms (-818) (-) m/z 68.05 100.00%

6.60 6.80 7.00 7.20
] “‘,“ m/z 67.85  78.90%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
5000 A\\‘\\\\‘\\\\‘\\\\’\\\\‘
39.0 6.60 6.80 7.00 7.20
m/z 93.10 75.32%
121 0
O' \‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

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

68.0
5000
39.1 121 1

Abundance
68.0
93.0
R SRR
6.60 6.80 7.00 7.20
5000 ITI/Z 78.95 39.99%
121.0
41.0
S 1 O — 1 2.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17995: Limonene
68.0 6.60 6.80 7.00 7.20
m/z 94.10 30.03%
5000 93.0
‘ 41.0 “ 121.0
0 _MMW ) T S SRR RS-
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.669 3.28 ng 175293  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Undecane 156 C11H24 001120-21-4 86
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1119 (8.669 min): BF136381.D\data.ms (-1116) (-) m/z 57.05 100.00%
57.0
5000
85.0
R AARaS
H 131.1 184.1 8.40 8.60 8.80 9.00
Ol b 3952 IS myz 43,10 70.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L B L I L B B
85.0 8.40 8.60 8.80 9.00
290 m/z 71.05 49.39%
0 “ \“\ H\ \‘\ il \\11%0\141'0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R RRREEESELL
8.40 8.60 8.80 9.00
5000 m/z 41.05 33.49%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane e A ARRRa R
57.0 8.40 8.60 8.80 9.00
m/z 85.05 31.91%
5000
85.0
29.0
“ I H\ \‘ | \\11\3'0 156.0
Ot et e e e AT TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.239 3.34 ng 159626  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Heptacosane 380 C27H56 000593-49-7 78
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 1216 (9.239 min): BF136381.D\data.ms (-1212) (-) m/z 57.05 100.00%
57.0
5000
 REaSEE R
9.00 9.20 9.40 9.60
113.1 141.0
0 m‘mnihHHWMHHn‘_m_m_ml‘??“l_‘l??‘l‘wm m/z 43.05 62.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 LB B e e e
9.00 9.20 9.40 9.60
29.0 m/z 71.10 51.38%
O \\\‘\‘\‘\\“\\\H‘\\“\\“1‘\\\“‘]\-\]_E‘O\\]\-%‘].\\()\\]‘-\Gg\()‘\?‘2?\(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R EEE e AR
9.00 9.20 9.40 9.60
5000 m/z 85.05 35.89%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane RN e R
57.0 9.00 9.20 9.40 9.60
m/z 41.10 32.72%
5000 85.0
29.0
L 20110 1840
0 H“H“_“w“u‘wu“HU‘_‘“_“w“u‘lu“u“w“‘ e  RRRREEESE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46

Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Hexadecane, 7,9-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.745 3.64 ng 149253  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 83
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 80
3 Tridecane 184 C13H28 000629-50-5 74
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 74
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 1472 (10.745 min): BF136381.D\data.ms (-1469) (- m/z 57.10 100.00%

57.1
5000
3. 1050  11.00
113.1  169.1 ‘ . .
b el d iy e 02988 88 s 43.10 63.60%
mi/z--> 50 100 150 200 250 300
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
5000 — ——
10.50 11.00
m/z 71.10  59.37%
113.0 155.
O \“‘ T H‘ \“‘\h‘ \‘H\h\ f “ ‘ 1\97‘(\)\2\3\9‘0\ L B B
mi/z--> 50 100 150 200 250 300
Abundance
57.0
—— ——
10.50 11.00
5000 m/z 85.05 45,95%

113.0
170.0
ol o e
miz--> 50 100 150 200 250 300

Abundance #59028: Tridecane T —
57.0 10.50 11.00
m/z 41.10 27.43%
B W
184.0
SECHBRROETEE. N s
miz--> 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.727 10.34 ng 423555  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1639 (11.727 min): BF136381.D\data.ms (-1636) (- m/z 74.00 100.00%
74.0
5000
43.1
143.0 T LT
M‘ H 101.0 185.2 22‘7-2 2704 11.50 12.00
owHH_Hwuuhn“M‘J“HH_J‘wHH_mwmH\wwm_wmw m/z 87.00  73.79%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 GRS iy S—
43.0 11.50 12.00
143.0 m/z 43.10 33.66%
o mowsonre an
0\‘HH‘}H\‘HH‘\‘H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200220 240260
Abundance
74.0
e —
11.50 12.00
5000/ 43.0 m/z 55.10 27.64%
0 1010 1430 1850 2270 270¢
A A E L ARARARRARARmanaSE
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.05 23.78%
50001 43.0
oo PO 1850 g0
R A e A e e A RARRY — —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.863 13.65 ng 558950  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Heptanoic acid 130 C7H1402 000111-14-8 27
Abundance Scan 1662 (11.863 min): BF136381.D\data.ms (-1658) (- m/z 73.00 100.00%
43.1 73.0
5000
. e
11.50 12.00
0! m/z 60.00 89.31%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 \‘ T
11.50 12.00
97.0 157018502130 560 | M/Z 43.10 86.29%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘1““‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
43.0 T [ .
11.50 12.00
5000 129.0 m/z 57.10  78.79%
185.0
228.0
101.0
0 15.0 157.0
T T o e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.10 71.89%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ = =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.939 2.81 ng 114909  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 45
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
5 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 43

Abundance Scan 1675 (11.939 min): BF136381.D\data.ms (-1672) (- m/z 189.05 100.00%
189.1
945 Ve
163.0 12.00
63.0 ‘
0l 389 b A2 AL 2580y 190,10 92.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 . ptprdy
94.0 12.00
4. m/z 192.05 52.28%
5l310 630 13701630 |
’\H\‘\\H‘\\H‘\\H‘\H\‘\\H‘HH‘\\\\‘\H\‘\H\‘HH‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189.0
=t
12.00
5000 m/z 191.05 41.62%
94.0
163.0
e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64929: Methyl diselenide T
93.0 190.0 12.00
m/z 94.50  21.86%
5000
160.
0 I — .
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\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.416 30.85 ng 1263620  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1756 (12 416 min): BF136381.D\data.ms (-1753) (- m/z 67.05 100.00%
67.
5000 Rkﬂm\&
09.1
—5
12.50
o — ‘\“‘ “‘HHHHH“ Hh ML Hh \h “w‘ ‘\2?\6‘1‘ ‘26‘%1‘29‘5‘1‘ m/z 81.05 82.53%
miz--> 50 150 200 250 300
Abundance #191926: 9,12—Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 R
12.50
09.0 m/z 55.10  65.79%
oL ‘LMMW\w WWNW w“ S “%QZP??ﬂO
miz--> 50 100 150 200 250 300
Abundance
67.0
—
12.50
5000 m/z 95.05 56.93%
29.0 j0s.0 294.0
0 150.0 187.0220.0 262.0 '
B e L e P S ma e
m/iz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)1 | 2 T
67.0 12.50
m/z 41.05 49.06%
5000
09.0 294.0
oL 100 ser0z200 2020777 U
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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@ 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.439 18.61 ng 762200  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 93
5 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
Abundance Scan 1760 (12.439 min): BF136381.D\data.ms (-1758) (- m/z 55.10 100.00%
5[:
- I WJW/\N\\_,
—
‘H Fzs 1 180 2 2222 2641 12.50
ob— U \‘ M ‘H HH\ H‘ uMm i, \h ol ‘w b ‘\L - ‘H“ ‘296"1 m/z 69.10 61.84%
m/z--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 1
12.50
‘ WZBO 1800 2220 2640 m/z 74.10 58.267%
02‘5“ “ “ . \\‘H‘\‘\h‘\”‘\\”“‘\ oy 1 e i“ .‘ — ‘\‘. ‘2‘9‘6"0
miz--> 50 100 150 200 250 300
Abundance
55.0
=
12.50
5000 m/z 41.10 54.22%
87.0
264.0
. 123.0 180.0 222.0 296.0
e
m/iz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester —
55.0 12.50
m/z 83.10 49.29%
5000
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ I ‘H\‘ ‘HHMM ‘Hm Jilgpp el TP 2960 J
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.651 3.74 ng 202376  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 1796 (12.651 min): BF136381.D\data.ms (-1793) (- m/z 73.00 100.00%

43.1,73.0
185.1 241.2

—
‘ | ‘ ‘ 284.3 1250 13.00
ob— Hd d \\M “1““”““““1 4 - ‘L al, \‘ Lol ) — “‘h‘ : m/z 57.10 93.36%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 T
12.50 13.00

m/z 43.10  89.40%

‘ 1850  ,4 0 2840
: \“ \“\ | “H“‘ Mh‘\‘ ‘M‘ Ly | - ‘\ e “‘ e ““ :
miz--> 50 100 150 200 250
Abundance

73.0

T
430 12.50 13.00

o

5000 m/z 60.00 83.42%
129.0
185.0 228.0
O e S B
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid P e
60.0 12.50 13.00

m/z 55.05 80.63%

5000 129.0
97.0 1710 2130 2560
‘M ‘H‘H “H“‘\‘ Hh“‘\ ;‘H‘\‘ ul | | ‘ ‘ ‘ | ‘ L ‘

o AR SR SN AN S i ==
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.169 2.15 ng 116343  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 74
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68

Abundance Scan 1884 (13.169 min): BF136381.D\data.ms (-1880) (- m/z 216.10 100.00%

216.1
5000

107.6 PRI P

55.1 : 13.00 13.50
obe e ipiboitdyde 2080 L 2571 3082 35T, 500 65 8o, 00
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 AShSS ~

13.00 13.50
m/z 213.05 18.24%

0 63.0 | m 163.0
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
216.0
T

13.00 13.50
5000 m/z 217.05 17.02%
95.0
0 50.0 163.0
L e L S B e B B
m/z--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl- 7 —

216.0 13.00 13.50

m/z 107.60  15.88%

) I VMNMAJLJtthNNN,%V
“ 163.0
0 53 0 ‘ “ L \‘ 4 ‘ : ; ;

m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.333 7.82 ng 225647  Perylene-di2 15.463
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 Perylene 252 C20H12 000198-55-0 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2252 (15.333 min): BF136381.D\data.ms (-2249) (- m/z 252.10 100.00%
252.1
w M
"—Y—Y—Y—Y—'—Y—Y—F
40,0 12"5-0 2001 3021 365.3 15.00 15.50
ol EDS 4 SPes SRS 4422 /7 250.10  30.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
5000 — e
15.00 15.50
m/z 253.10  22.62%
125.0
0 740 | | 2000
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252.0
— —
15.00 15.50
5000 m/z 125.00 13.79%
126.0
0 74.0 200.0
e e R B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138552: Perylene “ ——
252.0 15.00 15.50
m/z 251.10  11.18%
5000
126.0
0270 740 \“ 198.0 |
R i B e L P e
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136381.D

Acqg On : 04 Dec 2023 14:46
Operator : CG\JU

Sample : 05576-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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|
Decane 6.634 2.3 ng 80135 1 6.798 684701 20.0
Cyclohexene, 1-... 6.916 4.9 ng 166778 1 6.798 684701 20.0
Tridecane 8.669 3.3 ng 175293 2 8.075 1070260 20.0
Tetradecane 9.239 3.3 ng 159626 3  9.833 954803 20.0
Hexadecane, 7,9... 10.745 3.6 ng 149253 4 11.322 819254 20.0
Hexadecanoic ac... 11.727 10.3 ng 423555 4 11.322 819254 20.0
n-Hexadecanoic ... 11.863 13.7 ng 558950 4 11.322 819254 20.0
4H-Cyclopenta[d... 11.939 2.8 ng 114909 4 11.322 819254 20.0
9,12-Octadecadi... 12.416 30.9 ng 1263620 4 11.322 819254 20.0
9-Octadecenoic ... 12.439 18.6 ng 762200 4 11.322 819254 20.0
Octadecanoic acid 12.651 3.7 ng 202376 5 13.980 1083310 20.0
11H-Benzo[b]flu... 13.169 2.1 ng 116343 5 13.980 1083310 20.0
Benzo[e]pyrene 15.333 7.8 ng 225647 6 15.463 576958 20.0
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