LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc :

ALS Vvial : 16 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.969 487 490 499 rBV 81712 122392 5.92% 0.670%
2 5.375 555 559 579 rBv 1718867 2067748 100.00% 11.323%
3  6.387 728 731 757 rBV 2010903 2056060 99.43% 11.259%
4 6.734 787 790 801 rVB 707487 641115 31.01% 3.511%
5 7.304 884 887 900 rBV 1474243 1305131 63.12% 7.147%
6 8.016 1005 1008 1024 rVB 878975 760357 36.77% 4.164%
7 9.092 1187 1191 1202 rBV 2369033 1925938 93.14% 10.546%
8 9.216 1208 1212 1222 rVB 945656 893924 43.23% 4.895%
9 9.775 1303 1307 1311 rBV 921496 782759 37.86% 4.286%
10 10.569 1438 1442 1451 rBV 1295936 1142746 55.27% 6.258%
11 10.704 1462 1465 1470 rVB2 28536 37158 1.80% 0.203%
12 10.751 1470 1473 1476 rBV 64576 75743 3.66% 0.415%
13 10.786 1476 1479 1482 rVV2 54168 71899 3.48% 0.394%
14 10.822 1482 1485 1487 rVWV 45746 38776  1.88% 0.212%
15 10.886 1494 1496 1501 rVB2 21686 24526  1.19% 0.134%
16 10.933 1501 1504 1508 rVV3 64782 88232 4.27% 0.483%
17 10.975 1508 1511 1514 rVV 69580 79136 3.83% 0.433%
18 11.010 1516 1517 1528 rVB 40711 46051 2.23% 0.252%
19 11.157 1539 1542 1549 rVB4 12636 23211 1.12% 0.127%
20 11.269 1557 1561 1564 rBV 922193 779887 37.72% 4.271%
21 11.292 1564 1565 1570 rVB 119211 91546 4.43% 0.501%
22 11.380 1578 1580 1586 rBV7 14930 23061 1.12% 0.126%
23 11.663 1625 1628 1631 rBV 32001 25433  1.23% 0.139%
24 11.727 1637 1639 1645 rBV5 24161 41850 2.02% ©0.229%
25 11.804 1649 1652 1659 rVVv2 381770 390978 18.91% 2.141%
26 12.210 1718 1721 1726 rBV4 24322 30662 1.48% 0.168%
27 12.374 1743 1749 1753 rBV2 95193 104113 5.04% 0.570%
28 12.492 1766 1769 1772 rBV 209388 201310 9.74% 1.102%
29 12.592 1784 1786 1793 rBV2 81505 104804 5.07% 0.574%
30 12.645 1793 1795 1803 rVB5 19339 27078 1.31% 0.148%
31 12.721 1803 1808 1814 rBV 174709 199164 9.63% 1.091%
32 12.780 1816 1818 1826 rVB7 17992 24574 1.19% 0.135%
33 12.863 1828 1832 1836 rBV 1680514 1444354 69.85% 7.909%
34 12.945 1843 1846 1852 rVB6 15404 27181 1.31% 0.149%
35 13.163 1880 1883 1889 rvB3 21533 28862 1.40% 0.158%
36 13.439 1927 1930 1933 rBV3 26245 23098 1.12% 0.126%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS Vvial : 16 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.845 1994 1999 2007 rBV9 27878 76405 3.70% 0.418%
38 13.933 2007 2014 2017 rVV 598312 619949 29.98%  3.395%
39 13.963 2017 2019 2023 rVB 90438 83423 4.03% 0.457%
40 14.092 2038 2041 2047 rBV4 17478 26275 1.27% 0.144%
41 14.398 2090 2093 2097 rBV3 43949 43902  2.12% ©0.240%
42 14.557 2117 2120 2124 rBV 45426 43031 2.08% 0.236%
43 14.704 2142 2145 2149 rVB 38299 45192 2.19% 0.247%
44 14.774 2153 2157 2161 rVB 451803 459880 22.24%  2.518%
45 14.986 2190 2193 2196 rBV 76386 99903 4.83% 0.547%
46 15.033 2199 2201 2207 rVB 70820 77614 3.75% 0.425%
47 15.286 2242 2244 2249 rVB 41361 46496  2.25% ©0.255%
48 15.357 2253 2256 2260 rVB 50867 57711 2.79% 0.316%
49 15.410 2260 2265 2275 rVB 494572 670254 32.41% 3.670%
50 15.851 2336 2340 2344 rVB2 54469 78403 3.79% 0.429%
51 18.915 2856 2861 2870 rVB7 29444 82182 3.97% 0.450%

Sum of corrected areas: 18261477
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135761.D\data.ms
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Abundance TIC: BF135761.D\data.ms
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Abundance TIC: BF135761.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.969 3.82 ng 122392 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 490 (4.969 min): BF135761.D\data.ms (-487) (-) m/z 43.00 100.00%
3.0
59.0
5000
TR T
‘ 83.0 10‘1'1 4.60 4.80 5.00 5.20
Ot bl e e e e M/Z 59.05 51.99%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 L e e
4.60 4.80 5.00 5.20
101.0 m/z 101.10  16.28%
0 29'\0 L m‘ 83\'0
H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e ARRaEES S
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.27%
41.0
27f ‘ 101.0
o S 1 Y .
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R A RER e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 7.97%
5000 41.0
0 L0 1260 142.0 | yreyyiy) WNJLV
e e e e e e e e e e R e e B
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.216 22.84 ng 893924  Acenaphthene-di10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Acetaminophen 151 C8HINO2 000103-90-2 50
4 Metacetamol 151 C8HINO2 000621-42-1 50
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 40
Abundance Scan 1212 (9.216 min): BF135761.D\data.ms (-1208) (-) m/z 43.00 100.00%
43.0
1091
5000 151.1
RREEE R B
‘ 85.1 8.80 9.00 9.20 9.40 9.60
Ottt e L1984, 100.05  63.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 108.0
151.0
5000 AR AR R
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 39.44%
0 \1\5\.‘0\ ‘\‘\ \"“V\‘\“\‘H‘ \“‘\“\ \H“‘\‘\‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘1\\9\2\‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
REaas e R
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 20.01%
I A L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen RAREEEEARSEESED R my
109.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 12.22%
5000 151.0
430 g80.0
miz--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 2-Iodobenzyl alcohol, acetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.933 2.26 ng 88232  Phenanthrene-dile 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Todobenzyl alcohol, acetate 276 CSH9IO02 1000364-47-1 59
2 1-(6-Methyl-2-pyridyl)propan-2-one 149 C9H11NO 065702-08-1 58
3 Acetamide, N-(3-methylphenyl)- 149 CO9H11NO 000537-92-8 58
4 Acetamide, N-(4-methylphenyl)- 149 CSH11NO 000103-89-9 53
5 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H1802 006652-28-4 53

Abundance Scan 1504 (10.933 min): BF135761.D\data.ms (-1501) (- m/z 149.00 100.00%
149.0
107.0
5000
a0 e RSl
. 11.00
0‘HM‘HMmNWWNWMﬁHmwAWuwwwlﬁﬁﬂ_?ER%w‘uwuu“ m/z 107.00  79.50%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #169058: 2-lodobenzyl alcohol, acetate
107.0
149.0 A
5000 ]
43.0 11.00
m/z 121.00  45.78%
77.0‘ 217.0
01\4\.’()\\\\“\\HH“‘}thH“H\\‘M\\"\‘H\‘H‘\\‘HH‘HH“H\\“\\\\‘\\\\‘\2\7\\6‘-\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27387: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0
—= o
11.00
5000 m/z 41.05 20.64%
43.0
77.0 149.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27371: Acetamide, N-(3-methylphenyl)- —
107.0 11.00
m/z 55.00 20.35%
5000
149.0
43.0
77.0
0 "‘,"H"“1"ﬂm‘“‘HM‘“1",H‘“‘“H"‘H"H“Hu‘mwuu‘mw ‘
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Phenol, 2-(1,1,3,3-tetramet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.975 2.03 ng 79136  Phenanthrene-d1e 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
4 4-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-25-4 78
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 78
Abundance Scan 1511 (10.975 min): BF135761.D\data.ms (-1508) (- m/z 135.05 100.00%
135.1
- M
107.0
41.0 11. 00
77.0 5
Ob e 20 L ATAO 22020 167 6 13.10%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82771: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
5000
1100
m/z 136.05 11.30%
, ‘4‘1‘.0 | 70 ‘107.0 | 206.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66601: 4-tert-Butylphenyl acetate
135.0
, P Sa L
11.00
5000 m/z 41.05 8.11%
43.0 107.0
R e e R ERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82774: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0 1100
m/z 91.00 4.32%
- L
57.0 107.0
ol 290 st L 1750 200
miz--> 20 40 60 80 100 120 140 160 180 200 220 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 10.03 ng 390978 Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1652 (11.804 min): BF135761.D\data.ms (-1649) (- m/z 43.10 100.00%
431 73.0
5000
129.0
13.2 — —
| HH 15711851 26 11.50 12.00
oww‘i“w W‘M\“mw‘m"H‘W‘HMMwmw”!_ m/z 73.00  89.90%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 — ==
129.0 11.50 12.00
213.0 m/z 60.00 89.08%
‘ H(ﬂ 15701850‘
01\?‘0\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
11.50 12.00
5000 129.0 m/z 57.05 76.04%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid - —
43.0 73.0 11.50 12.00
m/z 41.10 71.78%
5000
129.0 242.0
199.0
Liddese, | ame
YU 8 O A i N AP OO = ma—
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-Octadecenoic acid (Z)-, m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.374 2.67 ng 104113  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 87
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 87

Abundance Scan 1749 (12 374 min): BF135761.D\data.ms (-1743) (- m/z 55.05 100.00%

e

— e
180.2 990 264.1 12.00 12.50
0! m/z 41.05 62.58%

miz--> 50 100 150 200 250
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0

87.0

5000

5000 — e
12.00 12.50
m/z 69.10  56.45%

23.0
180.0 222.0 264.0
T T H‘“‘ e ‘1 L — V‘\ T \H\ \2\96’(
miz--> 0 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0

— —
12.00 12.50
5000 m/z 43.05 54.64%

97.0
264.0
138.0 180 0 222.0
1§ ‘0\“ \“‘ \HH ‘HM J‘u H‘H\ ‘HM \mu ulis \h ks . ;‘ — ‘h‘ ‘2‘9\6’(
miz--> 50 100 150 200 250

Abundance #194443: 6-Octadecenoic acid, methyl ester, (Z)- — —
55.0 12.00 12.50

m/z 74.00 48.07%

o

o

96.0

5000
370 180.0 222.0 264.0
150\‘ LIl by ] | 2080 i MM

m/z--> 50 100 1 50 200 250 12. OO 1 2. 50

=]

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.592 2.69 ng 104804  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1786 (12.592 min): BF135761.D\data.ms (-1784) (- m/z 43.10 100.00%
43.1
73.0

5000
T T \
185.1 241.2 284-’ 12.50
o‘u‘ﬂhu m/z 60.00 84.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
1
430 73.0
"’V\*/\""“Wrwr\
5000 A |
129.0 12.50

185.0 2410 284.( : :
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75718: Dodecanoic acid
73.0
\ \

5000 43¢ 1290 m/z 73.00 79.77%
H ‘ k7102000
0_m‘u“}M‘\“M‘;\\H\H‘_‘M\W"‘\H""‘;W_ww_mw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid s !
60.0 12.50

O‘HHJWJM‘H_H‘_HW‘HWH‘WHH‘HHM‘H_H‘_HW‘HWH‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50

5000 129.0
97.0 1710 2130 256.0
il H :
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Data Path :
Data File :
: 13 Oct 2023 19:41
: CG\JU

: 04837-05

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\

BF135761.D

16  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 8 9-Nonadecene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.845 2.46 ng 76405  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 70
2 17-Pentatriacontene 491 C35H70 006971-40-0 68
3 1-Tricosene 322 C23H46 018835-32-0 58
4 1-Eicosanol 298 C20H420 000629-96-9 58
5 1-Nonadecene 266 C19H38 018435-45-5 55

Abundance Scan 1999 (13.845 min): BF135761.D\data.ms (-1994) (- m/z 43.00 100.00%
43.0
71
5000
234.0 — e
M 1?62} ‘ 13.50 14.00
oAkl AW e m/z 55.60  93.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155958: 9-Nonadecene
55.0
5000 — ——
111.0 13.50 14.00
m/z 57.05 90.72%
266.
0‘\‘\}\‘ T 'r”l}ﬂ"6706\60
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
— ——
13.50 14.00
m/z 83.05 81.74%
5000 970
o { ||| 153.0 210.0 267.0321.0 490.(
A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene — —
43.0
97.0 13.50 14.00
m/z 69.10 60.82%
5000
ol || }11\5&‘0‘ 322.0
R T R e AARRRREERREARAY — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.774 13.72 ng 459880  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 98
2 Supraene 410 C30H50 007683-64-9 91
3 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 53
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50

Abundance Scan 2157 (14.774 min): BF135761.D\data.ms (-2153) (- m/z 69.05 100.00%

69.0
5000
= =
137.2 14.50 15.00
obdu by dy 1901 2731 3413 4100 g 1o 5443
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 =T =
14.50 15.00
m/z 41.10 29.27%
121.0
0270 111750 231.0273.0 3410 4104
\\\‘\ \‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—— —

14.50 15.00
5000 m/z 95.10 13.51%
137.0
0270 4l ], 1910 2730 3410 410,
LA S TR S N AL £ 24 S 4 L A, £
miz—-> 50 100 150 200 250 300 350 400
Abundance #202111: Bis(3-methylbut-3-enyl) phthalate M ——
69.0 14.50 15.00
149.0 m/z 68.10 12.48%
027l 2100 s20 o
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF101323.M Mon Oct 16 01:05:11 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.851 2.34 ng 78403  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2340 (15.851 min): BF135761.D\data.ms (-2336) (- m/z 57.05 100.00%
57.0
5000 J\MMMJMWWW/\%WVWNWWMMJ
% 15%6 Héod
49.0 196.0 239.2 286.0 : :
0 “‘hﬂ MJ“M“ W‘WHNNw‘uw\(“"q“§%?1“‘ m/z 71.10 65.90%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
15.50 16.00
9.0 m/z 43.10 60.12%
0 T \q ‘ H‘ \h‘\ h“ \H‘ \1\4.“1“0\ 1‘\8\3\0‘2\2\5\9‘ T \\29\6‘.\0\ T ’ L
m/z--> 0 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
— ——
15.50 16.00
5000 m/z 85.10 37.79%
9.0
oL 0183.02250267.03090 3660
i A A A A
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane — —
57.0 15.50 16.00
m/z 55.05 20.17%
015.0 ‘L‘ 1 M | 141:0183.0225.0267.0309.0 3804
B B S I T T A SR — ——
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\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41

Operator : CG\JU

Sample : 04837-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 2(3H)-Naphthalenone, 4,4a,5... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.915 2.45 ng 82182  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Naphthalenone, 4,4a,5,6,7,... 218 C15H220 019598-45-9 60
2 1,4-Naphthalenedione, 5,8-dimeth... 218 C12H1004 015013-16-8 49
3 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 49
4 .alpha.-Amyrin, TMS derivative 498 C33H580Si1 1000374-76-6 47
5 1H-Pyrrolo[3,4-c]quinoline-1,3,4... 218 C11H10N203 181021-85-2 45

Abundance Scan 2861 (18.915 min): BF135761.D\data.ms (-2856) (- m/z 218.20 100.00%
218.2
5000{ 430
1231
1.0 61.1 ST L S S
281.0 354, 18.60 18.80
0! m/z 43.05 48.77%
m/z--> 50 100 150 200 250 300 350
Abundance #96857: 2(3H)-Naphthalenone, 4,4a,5,6,7,8-hexahydro-4
218.0
161.0
5000 LA B L B
18.60 18.80
41.0 91.0 m/z 69.00 40.21%
0' ‘“\‘M‘\“H} ‘\‘\“\ ‘} “‘\ LI ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #96239: 1,4-Naphthalenedione, 5,8-dimethoxy-
218.0
—
18.60 18.80
5000 m/z 123.10 32.98%
76.0
0! ‘Hl‘m\ ‘\M“H‘ I h‘d }“L\“u“ WH R
m/z--> 50 100 150 200 250 300 350
Abundance #95752: 3-Amino-5-piperonyl-1,2,4-triazole N B
218.0 18.60 18.80
m/z 147.05 30.83%
5000
135.0
77.0
75.
m/z--> 50 100 150 200 250 300 350 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135761.D

Acqg On : 13 Oct 2023 19:41
Operator : CG\JU

Sample : 04837-05

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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|
2-Pentanone, 4-... 4.969 3.8 ng 122392 1 6.734 641115 20.0
2,4,7,9-Tetrame... 9.216 22.8 ng 893924 3 9.775 782759 20.0
2-TIodobenzyl al... 10.933 2.3 ng 88232 4 11.269 779887 20.0
Phenol, 2-(1,1,... 10.975 2.0 ng 79136 4 11.269 779887 20.0
n-Hexadecanoic ... 11.804 10.0 ng 390978 4 11.269 779887 20.0
9-Octadecenoic ... 12.374 2.7 ng 104113 4 11.269 779887 20.0
Octadecanoic acid 12.592 2.7 ng 104804 4 11.269 779887 20.0
9-Nonadecene 13.845 2.5 ng 76405 5 13.933 619949 20.0
Squalene 14.774 13.7 ng 459880 6 15.410 670254 20.0
Heneicosane 15.851 2.3 ng 78403 6 15.410 670254 20.0
2(3H)-Naphthale... 18.915 2.5 ng 82182 6 15.410 670254 20.0

8270-BF101323.M Mon Oct 16 ©01:05:13 2023 Pag 15



