LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc :

ALS vial : 6 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137338.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.863 297 302 318 rVB 176111 259016 8.07% 0.709%
2 5.004 493 496 506 rBvV 51330 65689 2.05% 0.180%
3 5.410 561 565 582 rBV 1307056 1212987 37.81% 3.322%
4 6.410 732 735 747 rBV 754259 728080 22.70%  1.994%
5 6.498 747 750 752 rBvV2 35572 36576 1.14% 0.100%
6 6.781 795 798 807 rBV 574677 579779 18.07% 1.588%
7 6.934 821 824 831 rBV3 20519 33474 1.04% 0.092%
8 6.987 831 833 844 rVB 40616 64110 2.00% 0.176%
9 7.187 863 867 883 rVB 130185 162092 5.05% 0.444%
10 7.345 887 894 897 rBV 1825768 1712241 53.38% 4.689%
11 7.387 899 901 906 rVB 169764 168757 5.26% 0.462%
12 7.539 921 927 936 rBV2 22409 50635 1.58% 0.139%
13 7.604 936 938 945 rVB3 30669 43917 1.37% 0.120%
14 7.839 965 978 988 rBV 289703 656931 20.48% 1.799%
15 8.063 1012 1016 1018 rBV 887575 763696 23.81% 2.091%
16 8.086 1018 1020 1024 rVB 134518 116911 3.64% 0.320%
17 8.192 1033 1038 1040 rBV3 35483 46843 1.46% 0.128%
18 8.228 1040 1044 1057 rVV 1715668 2010848 62.69% 5.507%
19 8.322 1058 1060 1069 rVB3 40277 66342 2.07% 0.182%
20 8.981 1168 1172 1176 rBV 55989 51889 1.62% 0.142%
21 9.016 1176 1178 1184 rVB2 33464 34244 1.07% 0.094%
22 9.139 1195 1199 1203 rBV 3230877 3207688 100.00% 8.784%
23 9.181 1204 1206 1210 rVB 88447 95654 2.98% 0.262%
24 9.245 1215 1217 1222 rVB 73379 63345 1.97% 0.173%
25 9.310 1222 1228 1231 rVB2 42771 39337 1.23% 0.108%
26 9.428 1243 1248 1254 rVB 58056 55217 1.72% 0.151%
27 9.545 1265 1268 1271 rBV 94133 90868 2.83% 0.249%
28 9.575 1271 1273 1281 rVB2 37486 63626 1.98% 0.174%
29 9.786 1306 1309 1311 rBV 302041 282322 8.80% 0.773%
30 9.816 1311 1314 1318 rVB 992847 864606 26.95% 2.368%
31 10.039 1349 1352 1359 rBV 201857 207078 6.46% 0.567%
32 10.228 1379 1384 1387 rBvV3 82318 98637 3.08% 0.270%
33 10.280 1390 1393 1395 rVB 64085 58196 1.81% 0.159%
34 10.339 1400 1403 1410 rVB2 49903 49337 1.54% 0.135%
35 10.433 1416 1419 1425 rBV 62706 59542 1.86% 0.163%
36 10.533 1431 1436 1438 rBV2 55443 50566 1.58% 0.138%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc :

ALS vial : 6 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.557 1438 1440 1443 rVB2 41047 35559 1.11% 0.097%
38 10.610 1445 1449 1460 rBV 1945789 1824996 56.89%  4.998%
39 10.692 1460 1463 1467 rVB2 37097 36466 1.14% 0.100%
40 10.775 1474 1477 1483 rBV 157137 227145 7.08% 0.622%
41 10.833 1483 1487 1491 rBV2 80341 116596 3.63% 0.319%
42 10.992 1508 1514 1517 rBV2 129146 144881 4.52% 0.397%
43 11.145 1536 1540 1544 rVB4 24097 36779 1.15% 0.101%
44 11.192 1544 1548 1552 rBvV2 32129 61041 1.90% 0.167%
45 11.310 1564 1568 1572 rBV 863243 821009 25.60%  2.248%
46 11.374 1575 1579 1586 rVB 2573331 2544884 79.34% 6.969%
47 11.486 1595 1598 1604 rVB2 104094 124064 3.87% 0.340%
48 11.569 1607 1612 1616 rVB4 18755 33051 1.03% 0.091%
49 11.657 1624 1627 1632 rVB 61321 68095 2.12% 0.186%
50 11.780 1642 1648 1656 rVB3 87293 134596 4.20% 0.369%
51 11.857 1657 1661 1669 rBV 656148 693674 21.63% 1.900%
52 12.022 1686 1689 1694 rBV2 100887 133503 4.16% 0.366%
53 12.121 1701 1706 1713 rBV 409082 523057 16.31% 1.432%
54 12.186 1713 1717 1721 rVV2 96096 168209 5.24% 0.461%
55 12.227 1721 1724 1729 rVV 1537616 1313015 40.93% 3.596%
56 12.380 1748 1750 1755 rVB4 32259 36548 1.14% 0.100%
57 12.533 1773 1776 1777 rBV2 43309 40503 1.26% ©0.111%
58 12.569 1778 1782 1792 rVV 648784 743803 23.19% 2.037%
59 12.645 1792 1795 1803 rVvV 292995 302739 9.44% 0.829%
60 12.804 1819 1822 1823 rBV 55450 52093 1.62% 0.143%
61 12.910 1836 1840 1843 rBV 2882514 2866593 89.37% 7.850%
62 12.969 1848 1850 1853 rVV 301127 301660 9.40% 0.826%
63 13.004 1853 1856 1860 rVV 845690 789339 24.61% 2.162%
64 13.063 1862 1866 1875 rVV2 168428 330684 10.31% 0.906%
65 13.133 1875 1878 1883 rVB3 225706 217012 6.77% 0.594%
66 13.310 1905 1908 1911 rVB 77978 76386  2.38% 0.209%
67 13.404 1922 1924 1929 rVB4 72770 80059 2.50% 0.219%
68 13.498 1938 1940 1943 rVB3 54537 53434 1.67% 0.146%
69 13.563 1948 1951 1957 rVB2 142778 143389 4.47% 0.393%
70 13.639 1959 1964 1966 rBV 458006 445580 13.89% 1.220%
71 13.680 1966 1971 1975 rVV2 1901859 2367724 73.81% 6.484%
72 13.721 1975 1978 1983 rVB 385995 391712 12.21% 1.073%
73 13.827 1993 1996 2001 rVV 107918 129519 4.04% 0.355%
74 13.868 2001 2003 2006 rVB 99848 85213 2.66% ©0.233%
75 13.963 2016 2019 2022 rBV 605532 547790 17.08%  1.500%
76 13.992 2022 2024 2028 rVW 78601 85018 2.65% 0.233%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc :

ALS vial : 6 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.033 2028 2031 2035 rVB5 34715 33941 1.06% 0.093%
78 14.104 2040 2043 2045 rBV4 43663 46992 1.46% ©0.129%
79 14.145 2048 2050 2057 rVB2 57137 73340 2.29% 0.201%
80 14.245 2064 2067 2071 rVB2 74540 68344 2.13% 0.187%
81 14.321 2073 2080 2083 rVV2 171065 308677 9.62% 0.845%
82 14.374 2087 2089 2100 rVvv2 82334 180104 5.61% 0.493%
83 14.457 2100 2103 2108 rVB3 57855 74203  2.31% 0.203%
84 14.615 2126 2130 2145 rVB3 63007 124620 3.89% 0.341%
85 14.751 2150 2153 2162 rVB6 90830 151148 4.71% 0.414%
86 14.845 2164 2169 2174 rW 767534 787192 24.54% 2.156%
87 14.898 2174 2178 2185 rVB 64174 112028 3.49% 0.307%
88 15.115 2212 2215 2222 rVB3 35154 50058 1.56% 0.137%
89 15.445 2263 2271 2277 rVV 528455 785855 24.50% 2.152%
90 15.521 2279 2284 2290 rVB3 62806 105841 3.30% 0.290%
91 16.221 2397 2403 2416 rVB3 20393 52555 1.64% 0.144%

92 16.374 2423 2429 2437 rBV6 109969 283257 8.83% 0.776%

Sum of corrected areas: 36516649
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2024 15:26
¢ CG\JU
. P1327-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
BF137338.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF137338.D\data.ms
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3.863 1387
5.004 498 | 6@9a7 1871 7 p3m4
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BF137338.D\data.ms
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0
Time-->
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TIC: BF137338.D\data.ms
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521 1608374
0~

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.187 5.59 ng 162092 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 86
2 Silane, (chloromethyl)dimethyl- 108 C3H9C1Si 003144-74-9 64
3 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 59
4 2,3-Dimethyl-4-penten-2-0l 114 C7H140 019781-52-3 50
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 47
Abundance Scan 867 (7.187 min): BF137338.D\data.ms (-863) (-) m/z 59.05 100.00%
59.0
5000 JL\
RERREREEESREELE SRR
‘ 830 1231 6.80 7.00 7.20 7.40 7.60
O SR b e e 2988 mjz 43.00 19.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 R RN R
6.80 7.00 7.20 7.40 7.60
m/z 55.05 18.25%
‘ 83.0 123.0
O\\\\‘\\\\H \\“Ui\mh\\"‘”\\\‘\“\\\\“\\\\‘\]-\5\4\."0\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5927: Silane, (chloromethyl)dimethyl-
59.0
RRRANREESEREAES
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.10 12.27%
31.0 93.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48846: 1,8-Nonanediol, 8-methyl- AR e B
59.0 6.80 7.00 7.20 7.40 7.60
m/z 67.10 10.25%
5000
0 ‘\‘ MJ\ A 8%0 . 12\3.0 159.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Ethanol, 2-phenoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.228 52.66 ng 2010850  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 94
2 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
3 2-Pyridinecarboxylic acid, 3-amino- 138 C6H6N202 001462-86-8 53
4 Benzene, ethoxy- 122 C8H100 000103-73-1 53
5 Benzene, (1,1-dimethylethoxy)- 156 C1eH140 006669-13-2 42

Abundance Scan 1044 (8.228 min): BF137338.D\data.ms (-1040) (-) m/z 94.10 100.00%

94.1
5000
138.1

661 L L L B B
39.0 “ ‘ 8.00 8.20 8.40 8.60
l

H"‘H‘iu‘m‘”""W""‘M"‘HH‘WWMWZ‘Q?:Q m/z 77.85 32.33%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19882: Ethanol, 2-phenoxy-
94.0

o

5000 LB L B I LA L
138.0 8.00 8.20 8.40 8.60
m/z 138.05 23.80%
66.0
39.0 ‘ ‘
O\\‘\\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0
SRR R nmmaea
43.0 8.00 8.20 8.40 8.600
5000 m/z 66.10 18.03%
0 H \H T 1210 1490 1930
R e R R RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19737: 2-Pyridinecarboxylic acid, 3-amino- ‘H““‘W““_““‘u
94.0 8.00 8.20 8.40 8.60

m/z 95.10 16.02%

5000
67.0
138.0
45.0 ‘
0 o \H ‘\ 11640 |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 3-pentylpiperidin-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.374 61.99 ng 2544880  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-pentylpiperidin-2-one 169 C10H19NO 1000441-61-6 56
2 Hexanoic acid, 2-fluorophenyl ester 210 C12H15F02 1010325-69-8 50
3 Hexanamide, N-hexanoyl-N-allyl- 253 C15H27N02 1000340-15-1 43
4 N-(3-Chloro-2-methyl-phenyl)-N'-... 324 C15H21CIN402 1000294-79-6 40
5 5-Hexyl-5-methyloxolan-2-one 184 C11H2002 007011-83-8 38
Abundance Scan 1579 (11.374 min): BF137338.D\data.ms (-1575) (- m/z 99.10 100.00%
99.1
5000 JL
41.0 126.1 11,00 1150
711 1541 . .
Orrrreer i | 2182221022382 00 65 24.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44369: 3-pentylpiperidin-2-one
99.0
5000 — —
11.00 11.50
m/z 41.05 12.44%
520 26.0
0 ‘HH“‘M\H‘}‘H‘H‘1\\\}H\‘J\-‘\‘\.\\‘\\\\]‘-\6%.\0‘\\\\‘\\\\‘\H\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87122: Hexanoic acid, 2-fluorophenyl ester
949.0 J\
= I
43.0 11.00 11.50
m/z 55.10  11.35%
5000 710 /
210.0
0 AR Y R O Y 139.0 167.0
R e e  RHRaaRzaEa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #139401: Hexanamide, N-hexanoyl-N-allyl- =y ==
99.0 11.00 11.50
m/z 126.05 10.17%
5000
43.0 - 154.0
’ 126.0 182.0 210.0
P PR o =1 S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.857 16.90 ng 693674  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1661 (11 857 min): BF137338.D\data.ms (-1657) (- m/z 73.00 100.00%
5000
129.0
213.2 — =
‘ | 1712 ‘ 256.1 11.50 12.00
oL ‘?" L L T 829 ceee 96.27%
mfz--> 100 150 200 250 300
Abundance #143510:n-Hexadecanok:add
5000 129.0 T IR
11.50 12.00
1710 213.0 256.0 m/z 43.10 93.04%
O\\\\M‘ \“‘p‘““ M ‘ ‘\\\\“ \“\‘\\"‘\\\\’\\\\
miz--> 100 150 200 250 300
Abundance #179089 Octadecanoic acid
= —r=
11.50 12.00
5000 129.0 m/z 57.05 81.98%
1850 5490 284.0
0! HM\ M ‘ \““‘\“\‘ “\"“‘\"““
miz--> 150 200 250 300
Abundance #92063.Tndecanok:add - T
i73.0 11.50 12.00
m/z 55.05 74.80%
5000 129.0
171.0
e
P8 O I | W SN W
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Octanamide, N,N-bis(2-hydro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.121 12.74 ng 523057 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25N03 003077-30-3 64
2 Methyl isovalerate 116 C6H1202 000556-24-1 53
3 Propanoic acid 74 C3H602 000079-09-4 42
4 2-Amino-4-methyl-4-pentenoic acid 129 C6H11NO2 1010133-00-5 36
5 2,3-Dimethylpentanoic acid 130 C7H1402 082608-03-5 36
Abundance Scan 1706 (12.121 min): BF137338.D\data.ms (-1701) (-} ' m/z 74.10 100.00%
74.1
5000 Jk\
— —
41.1
104.1 179.1 12.00 12.50
135.0
oberrrrri b LA B30T 2134 s 57,10 29.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112496: Octanamide, N,N-bis(2-hydroxyethyl)-
74.0
5000 e —
12.00 12.50
114.0 m/Z 55.05 12.63%
43.0 147.0 188.0
0 H\‘H\\“MV\\H“i‘u“\“\‘\”u\"‘\‘\1‘\‘\M\‘H‘\‘\H‘HH‘\‘\\\"zw%ﬁ.‘ouu‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9170: Methyl isovalerate
74.0
— —
12.00 12.50
5000 43.0 m/z 41.10 12.59%
‘ ‘ 101.0
0 H“ﬂuum‘HM‘LW‘H“”“W“H“H‘_“W“H,‘H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #937: Propanoic acid T —
28.0 74.0 12.00 12.50
m/z 43.05 11.88%
B \/L)\b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Hexanoic acid, 3-fluorophen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.227 31.99 ng 1313020  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-pentylpiperidin-2-one 169 C1OH19NO 1000441-61-6 64
2 Hexanoic acid, 3-fluorophenyl ester 210 C12H15F02 1000330-93-1 50
3 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 47
4 Hexanamide, N-hexanoyl-N-allyl- 253 C15H27N02 1000340-15-1 43
5 Hexanoic acid, 2-fluorophenyl ester 210 C12H15F02 1010325-69-8 39

Abundance Scan 1724 (12.227 min): BF137338.D\data.ms (-1721) (- m/z 99.10 100.00%

99.1
5000
—— —
411 154.1 242 12.00 12.50
Obprrb? QL | | 21882 2242 2663 ;11210 24.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #44369: 3-pentylpiperidin-2-one
99.0
5000 ‘ ‘

——
12.00 12.50
m/z 41.10 11.82%

55.0
Ll 1| 140.0169.0
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87123: Hexanoic acid, 3-fluorophenyl ester
99.0

—=
12.00 12.50
5000/ 430 m/z 43.10 10.63%

210.0
SIS T 1 SO S——
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #3861: 4H-Imidazol-4-one, 2-amino-1,5-dihydro- —
43.0 99.0 12.00 12.50

m/z 55.10 10.23%

I ““

T SE —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26

Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 +trans-13-Octadecenoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.569 18.12 ng 743803  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 64

Abundance Scan 1782 (12.569 min): BF137338.D\data.ms (-1778) (| m/z 55.85 100.00%
55.0
12:50 |
. 264.3 :
ol d L Mw;Hm\H‘” m\l‘m %3‘7 ? i ‘ 22z e m/z 69.10  67.35%
miz--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid
553.0
5000 e :
97.0 12.50
m/z 41.10 63.68%
264.0
01\5-\0“\ H“ “H”!‘ “\‘”]T\?:K.O‘”‘ \‘]\.810\0 T \22\‘2\0\ T \‘ L —
miz--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid
53.0
T \
12.50
m/z 83.10 51.02%
5000 97.0 /
37.0 264.0
o150 mewwm‘&BPp‘ ?%%P“ il
miz--> 50 100 150 200 250
Abundance #176224: 9-Octadecenoic acid, (E)- T ‘
55.0 12.50
m/z 43.10 45.14%
97.0
5000
264.0
| ‘ 3r0 180.0 222.0
0 . . ‘\“‘u‘w \\‘H\h}\ \M‘HW “h‘ w} - ‘ L ‘M . ‘ . : : :
m/z--> 50 100 150 200 250 12.50

8270-BF013024.M Fri Feb 09 11:05:40 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.645 11.05 ng 302739  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 1795 (12.645 min): BF137338.D\data.ms (-1792) (- m/z 43.10 100.00%

431 73.0
5000 129.0

185.2 241.2

- T
‘ 284.% 12.50 13.00
j— ko SR W PR NN M “u m/z 73.00 93.26%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 Il L
12.50 13.00
1850 o410 220 m/z 57.16  91.67%
| h!‘ ‘\

ol— “‘ i“‘ ‘M " H w“‘ ‘ L, ‘L \“r “ - \‘ “\ ‘\‘ S
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0

— —
12.50 13.00
5000 m/z 60.00  88.89%
129.0 242.0
‘ ‘ ‘ 199.0
ol L‘\‘H\H uu,‘\\“ﬂh\\ ol asao |
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid s —T
73.0 12.50 13.00

m/z 55.05 82.19%

43.0
5000
129.0
185.0 228.0
“ \“\ u‘u“ H“‘ ‘HM“ \\‘H‘L {M‘\‘ I ‘\ L ‘\

—— ——
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 unknownl12.969 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.969 11.01 ng 301660 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 43
2 1-Tridecene 182 C13H26 002437-56-1 41
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 30
4 7-Tetradecenal, (Z)- 210 C14H260 065128-96-3 30
5 3-Tetradecene, (E)- 196 C14H28 041446-68-8 30
Abundance Scan 1850 (12.969 min): BF137338.D\data.ms (-1848) (- m/z 55.10 100.00%
55.1
114.1
5000
F492 13.00
181.1 254.2 : :
ob— ‘ wh‘ il 2230550 296y 43,10 97.38%
miz-> 50 100 150 200 250
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
83.0
5000 R
13.00
23.0 m/z 41.10  89.63%
196.0
0 \‘\ “M‘ ““ \‘ T T “&L \H‘ Tt \“ T \h\ T ‘2\6\9.\0\ T
m/z--> 50 100 150 200 250
Abundance #56947: 1-Tridecene
43.0
——
83.0 13.00
5000 m/z 57.10 79.52%
Logh i po | e
ol il d‘d o e
miz--> 50 150 200 250
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha. T
55.0 13.00
97.0 m/z 69.10 77.40%
h M
o150 | | fllx
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Hexanoic acid, 2-fluorophen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.004 28.82 ng 789339  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-fluorophenyl ester 210 C12H15F02 1010325-69-8 72
2 Hexanamide, N-hexanoyl-N-allyl- 253 C15H27N02 1000340-15-1 43
3 Hexanethioic acid, S-heptyl ester 230 C13H260S 002432-80-6 40
4 Ethanedicarboxamide, N-(3,5-dime... 304 C16H24N402 346596-53-0 33
5 L-Alanine, N-dimethylaminomethyl... 158 C7H14N202 1000375-64-2 33
Abundance Scan 1856 (13.004 min): BF137338.D\data.ms (-1853) (- m/z 99.10 100.00%
99.1
5000 AA\
43.1 13.00 |
1542 :
ob by L SRS 2102 2522 2043 ;915 19 25.22%
m/z--> 50 100 150 200 250 300
Abundance #87122: Hexanoic acid, 2-fluorophenyl ester
99.0
43.0
5000 - :
13.00
m/z 43.10 11.80%
210.0
O\h‘\ ‘\‘““\‘M\‘ \‘ \“‘} ‘\”\1\3\9.?\ I ! L B B B B B
miz--> 50 100 150 200 250 300
Abundance #139401: Hexanamide, N-hexanoyl-N-allyl-
99.0
T
13.00
5000 m/z 55.10 10.31%
43.0 154.0
IR
om\_m S S O TR
m/iz--> 100 150 200 250 300
Abundance #111489.Hexaneﬂﬂok:add,S—heMerﬁer —— !
99.0 13.00
m/z 41.10 10.27%
5000
43.0
131.0
L U N 1 L
m/z--> 50 100 150 200 250 300 13.00

8270-BF013024.M Fri Feb 09 11:05:44 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Triethylene glycol monodode... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.063 12.07 ng 330684 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 64
2 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 50
3 Heptaethylene glycol 326 C14H3008 005617-32-3 47
4 Methoxyacetic acid, 3-pentadecyl... 300 C18H3603 1010282-05-2 43
5 Pentaethylene glycol 238 C10H2206 004792-15-8 43
Abundance Scan 1866 (13.063 min): BF137338.D\data.ms (-1862) (- m/z 45.05 100.00%
45.0
“M“L ll 13.00 |
24.1 166.2 2121 :
0 ““w”” Mwh” bl 2???“ . m/z 57.05 65.47%
miz-> 50 100 150 200 250 300
Abundance #222200: Triethylene glycol monododecyl ether
45.0
5000 89.0 T \
13.00
m/z 43.10 50.82%
166.0
ol bk L L #2850 T 212.0 249.0 287.0
\\\\‘\ \\\\‘\f\\‘\\\\‘\\\\‘\\
miz-> 50 100 150 200 250 300
Abundance  #342628: Octaethylene glycol monododecyl ether
45.0
R \
13.00
5000 89.0 m/z 55.10 41.40%
133.0
166.0
otz LUy, | 1969 2130 2570 010
miz--> 50 100 150 200 250 300
Abundance #231002: Heptaethylene glycol T ‘
45.0 13.00
m/z 89.05 37.67%
5000
89.0
133.0
ol kol TTT 1770 2390 2810 gl
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl13.133 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13133 7.920ng 217012  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cetene 224 C16H32 000629-73-2 38
2 2-Nonanol, trifluoroacetate 240 C11H19F302 263911-21-3 38

013151-43-4 30
195194-80-0 30
000112-41-4 27

3 Cyclodecane, methyl- 154 C11H22
4 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO
5 1-Dodecene 168 C12H24

Abundance Scan 1878 (13.133 min): BF137338.D\data.ms (-1875) (- m/z 41.10 100.00%

41.1
5000

T
13.00 13.50
0- m/z 43.10 65.21%

mi/z--> 50 100 150 200 250
Abundance #104589: Cetene
41.0
83.0
iyN
T T T T ‘

5000 T
13.00 13.50

m/z 55.10 62.43%

25.0 224.0
O T T L L [“ }F‘ T H T ‘} ’ L T ]\-8\2.9 ‘ T T ‘ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #122875: 2-Nonanol, trifluoroacetate

55.0

S
13.00 13.50
5000 97.0 m/z 56.85 43.78%
L \“ |
o

141.0
150, || | anme
mize> 50 100 150 200 250

o

Abundance #31426: Cyclodecane, methyl- T T
55.0 13.00 13.50
m/z 69.10 42.65%
5000
97.0
ol i \“ \‘ ;‘\ A 1sa0 — S
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 unknown13.639 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.639 16.27 ng 445580  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-pyrrolidinedione, 3-dodecyl- 267 C16H29NO2 1000401-67-9 45
2 9-octadecenamide, N-(2-hydroxy-1... 339 C21H41NO2 1010402-45-8 43
3 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 38
4 (.+/-.)-Eldanolide 168 C10H1602 092843-42-0 37
5 3-pentylpiperidin-2-one 169 C10H19NO 1000441-61-6 33

Abundance Scan 1964 (13.639 min): BF137338.D\data.ms (-1959) (- m/z 99.10 100.00%

99.1
5000

55.1 168.1 2222 13.50 14.00

278.1
ol s | L 278 3214 15 10 43.22%

H ik H\ In \\“ L
miz--> 50 100 150 200 250 300
Abundance #156911: 2,5-pyrrolidinedione, 3-dodecyl-
99.0

o

5000 —— —T
13.50 14.00
41.0 m/z 55.10 17.04%
267.0
okl ‘H‘M L) 1540 280 |
mi/z--> 100 150 200 250 300
Abundance #247387. 9-octadecenamide, N-(2-hydroxy-1-methylethyl
9
6.0 99.0 ‘ ‘ |
13.‘50 14.‘00
5000 m/Z 41.10 14.43%

| | 1680 236.0 2780 3210
oh “U ‘ \H ‘H\‘H Nl Ly ‘\L‘ \‘\‘ A “ ‘ “‘ ‘ TR ‘\ —
miz--> 100 150 200 250 300

Abundance #3861.4H4nﬂdazoh4—one,2—anuno—L5—mhydro— —— —
43.0 99.0 13.50 14.00

m/z 168.05 12.76%

- JM‘
0 Il “ | ‘ ==

m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF013024.M Fri Feb 09 11:05:47 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Dodecanamide, N,N-bis(2-hyd... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.680 86.45 ng 2367720  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 50
2 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO3 003077-30-3 45
3 2-(N-Methylamino)-3,7,11-trimeth... 273 C16H35N02 1000432-26-9 40
4 2-Methylheptanoic acid 144 C8H1602 001188-02-9 40
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 40

Abundance Scan 1971 (13.680 min): BF137338.D\data.ms (-1966) (- m/z 74.10 100.00%
74.1

5000

—

43.1 o
4.2 13.50 14.00

WAL 0 1ass 2 ‘
‘ gl L 220 1832 T 28118120 /7 43,10 15.85%

, ‘Mh | MU Il
miz--> 50 100 150 200 250 300
Abundance  #182793: Dodecanamide, N,N-bis(2-hydroxyethyl)-
74.0

5000 T
114.0 13.50 14.00
m/z 57.10  14.67%

43.0 ‘ 147.0 244.0
- ‘MH’M‘\ Plpia sl sy \‘ ‘ ?-8‘3-‘0‘ N ‘L‘ \‘ ‘2‘87‘.9 .
miz--> 50 100 150 200 250 300
Abundance #112496: Octanamide, N,N-bis(2-hydroxyethyl)-
74.0

——
13.50 14.00
5000 m/z 55.10  13.85%

114.0
43.0 147.0 188.0
v s Y S
miz--> 50 100 150 200 250 300

Abundance #164921: 2-(N-Methylamino)-3,7,11-trimethyl-1,3-dodeca T
74.0 13.50 14.00

m/z 41.10 12.77%

h WAANARAJLAAK»AAwMMwwx
43.0
‘ 11§.0 24?.0 274.0

R L e R i Cia e e
miz--> 50 100 150 200 250 300 13.50 14.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Hexanamide, N-allyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.721 14.30 ng 391712  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-pentylpiperidin-2-one 169 C10H19NO 1000441-61-6 56
2 Hexanamide, N-allyl- 155 C9H17NO 1000340-13-9 56
3 Hexanoic acid, 3-fluorophenyl ester 210 C12H15F02 1000330-93-1 56
4 4-Methyl-6-hepten-4-olide 140 C8H1202 1000427-13-1 52
5 N-((Dimethylamino)methylene)-2,2... 168 C5H7F3N20 081464-60-0 50

Abundance Scan 1978 (13.721 min): BF137338.D\data.ms (-1975) (- m/z 99.10 100.00%

99.1
5000

43.1 aen LI
| ] ‘ 1541 2102 2803 322 1359 14.00
Ob bl LS SERE SO 9S8Y T m/z 112,10 24.64%
miz--> 50 100 150 200 250 300
Abundance #44369: 3-pentylpiperidin-2-one JL
99.0
5000 T

1
13.50 14.00
m/z 43.10 15.50%

55.0
oAl by aee0
m/z--> 50 00 150 200 250 300
Abundance #32731: Hexanamide, N-allyl-
99.0

[N

57.0 13.50 14.00
5000 m/z 55.10 13.07%
ol ’ ‘M‘ \;‘ “ : “\ . “ ‘15‘5‘9 L e B B A A ML
miz--> 50 100 150 200 250 300
Abundance #87123: Hexanoic acid, 3-fluorophenyl ester P o
99.0 13.50 14.00

m/z 41.10 12.92%

5000/ 430
210.0
‘\‘ Iy ‘\ ‘\ 154'0 ‘

L — B
miz--> 50 100 150 200 250 300 13.50 14.00

8270-BF013024.M Fri Feb 09 11:05:49 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2H-Pyran, 3,4-dihydro-2-met... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.321 11.27 ng 308677 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, 3,4-dihydro-2-methoxy- 114 C6H1002 004454-05-1 53
2 1,4-Butanediamine, 2,3-dimethoxy... 204 C10H24N202 026549-21-3 53
3 4-Amino-1-hexanol 117 C6H15NO 344240-78-4 47
4 Silacyclopentane 86 C4H1esi 000288-06-2 47
5 Benzedrex 155 C10H21N 000101-40-6 46
Abundance Scan 2080 (14.321 min): BF137338.D\data.ms (-2073) (- m/z 58.05 100.00%
58.0
114.1 = P
14.00 14.50
182.1 z
T L w306 2882 30843517 /7 114.10  22.57%
m/z--> 50 100 150 200 250 300 350
Abundance #8220: 2H-Pyran, 3,4-dihydro-2-methoxy-
58.0
5000 — e
14.00 14.50
1140 m/z 99.85 19.08%
5.
0\5‘\%\‘%“‘“\ \‘\‘H‘\ \\\\’\\\\ \\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #79381: 1,4-Butanediamine, 2,3-dimethoxy-N,N,N',N'-tet
58.0
114.0
— ——
14.00 14.50
5000 m/z 43.10 12.90%
oh20Q i, . 1 1600 MM
L [ L L L I L ) L AN Y B
m/z--> 50 100 150 200 250 300 350
Abundance #9697: 4-Amino-1-hexanol “ —
58.0 14.00 14.50
m/z 55.10 9.27%
\“Lu \9'0
o e e — e
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Octocrylene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.374 6.58 ng 180104  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octocrylene 361 C24H27N02 006197-30-4 72
2 Quinoline-4-carboxamide, 2-pheny... 360 C22H14F2N20 303133-50-8 38
3 Quinoline-4-carboxamide, 2-pheny... 360 C24H28N20 303134-30-7 14
4 Ethanone, 1-(2,4-dihydroxyphenyl... 250 C11H10ON203S 314246-69-0 14
5 Propanal, 2-methyl-, ethylhydrazone 114 C6H14N2 020607-77-6 14
Abundance Scan 2089 (14.374 min): BF137338.D\data.ms (-2087) (- m/z 99.10 100.00%
99.1
232.1
43.1
5000
178.1
360.2 — ——
278.0 14.00 14.50
o Wl m/z 114,10 79.10%
miz--> 50 100 150 200 250 300 350
Abundance #270869: Octocrylene
204.0 249.0
112.0
70.0
360.0
5000 — ——
14.00 14.50
m/z 232.10 78.83%
156
O+ H‘ il ”‘\“‘\ ‘m‘\ \‘“\ = \”\M\ T ‘\ } ‘\‘“\‘ (B ’3:!-?(\)\ T T
miz--> 100 150 200 250 300 350
Abundance #269869. Quinoline-4-carboxamide, 2-phenyl-N-(3,4-diflu
204.0 )\
— A
14.00 14.50
5000 m/z 204.05 75.34%
101.0
360.0
ol O 1 1510) | | 26603100 |
“““““““““‘,““““‘,““““‘
miz--> 50 100 150 200 250 300 350 )\ /L
Abundance #270123: Quinoline-4-carboxamide, 2-phenyl-N-n.-octyl- \ ‘“AM 1
204.0 14.00 14.50
m/z 249.00 68.80%
5000 261.0
410 1010 360.0
303.0 ‘
oL HH“\‘ oy Lo \‘1‘5‘1‘0‘“‘ - “\‘\‘\‘ \‘HH 7 SR - i MfM‘ AL g
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.845 20.03 ng 787192  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
3 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 53
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 49

Abundance Scan 2169 (14.845 min): BF137338.D\data.ms (-2164) (. m/z 69.05 100.00%

69.0
5000
i e
‘ 137.2 203.2 ) 14.50 15.00
oba bl dy 2032 2733 3413 4100 .., g1 95  51.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
14.50 15.00
m/z 41.05 25.31%
137.0
N y | 1910 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
Fo o
14.50 15.00
5000 m/z 95.85  13.50%
137.0
D
0'7'4 Al gl 080
m/z--> 50 100 150 200 250 300 350 400
Abundance #161342: Trideca-1,7,11-triene-1,1-dicarbonitrile, 4,8,12- = e
69.0 14.50 15.00
m/z 68.10 12.49%
5000
oF S et PTO0200
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 20 26-Nor-5-cholesten-3.beta.-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.374 7.21 ng 283257  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 98
2 Cholesterol 386 C27H460 000057-88-5 97
3 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1010159-38-5 45
4 1,5-Hexadiene, 2,5-dimethyl-3-me... 122 C9H14 059131-13-4 25
5 1-Phenanthrenepropanenitrile, 7,... 387 C23H33NO4 1000197-23-3 20
Abundance Scan 2429 (16.374 min): BF137338.D\data.ms (-2423) (- m/z 43.10 100.00%
107.1 213.2
5000 59.1 275.3
386.¢ _ —
329.3 16.00 16.50
ol m/z 107.85  75.09%
miz--> 50 100 150 200 250 300 350
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000 Al )
16.00 16.50
105.0 %
‘H 145.0 213.0 2750 386.( ITI/Z 95.05 72.46
o “ \‘H“““\ \‘L “Hh‘\ \H\‘\h“‘ MU\ ‘\\u‘w‘ \“ “ - ‘\‘\‘ ‘\“ , ‘\ :‘32‘6"(‘)‘\‘ L‘\ “\‘ |
miz--> 50 100 150 200 250 300 350
Abundance #292876: Cholesterol
43.0
107.0
— ——
16.00 16.50
5000 m/z 213.20 70.35%
0 . “ \““ ‘ “ lru
m/z--> 50 100 150 200 250 300 350
Abundance #80357: Cycloheptane, 4-methylene-1-methyl-2-(2-methy It W)
107.0 16.00 16.50
41.0
m/z 55.10 69.93%
5000
N M
WL zoe0
IR U U7 00— S —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137338.D

Acqg On : 08 Feb 2024 15:26
Operator : CG\JU

Sample : P1327-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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|
7-Octen-2-01, 2... 7.187 5.6 ng 162092 1 6.787 579779 20.0
Ethanol, 2-phen... 8.228 52.7 ng 2010850 2 8.063 763696 20.0
3-pentylpiperid... 11.374 62.0 ng 2544880 4 11.310 821009 20.0
n-Hexadecanoic ... 11.857 16.9 ng 693674 4 11.310 821009 20.0
Octanamide, N,N... 12.121 12.7 ng 523057 4 11.310 821009 20.0
Hexanoic acid, ... 12.227 32.0 ng 1313020 4 11.310 821009 20.0
trans-13-Octade... 12.569 18.1 ng 743803 4 11.310 821009 20.0
Octadecanoic acid 12.645 11.1 ng 302739 5 13.963 547790 20.0
unknown12.969 12.969 11.0 ng 301660 5 13.963 547790 20.0
Hexanoic acid, ... 13.004 28.8 ng 789339 5 13.963 547790 20.0
Triethylene gly... 13.063 12.1 ng 330684 5 13.963 547790 20.0
unknown13.133 13.133 7.9 ng 217012 5 13.963 547790 20.0
unknown13.639 13.639 16.3 ng 445580 5 13.963 547790 20.0
Dodecanamide, N... 13.680 86.5 ng 2367720 5 13.963 547790 20.0
Hexanamide, N-a... 13.721 14.3 ng 391712 5 13.963 547790 20.0
2H-Pyran, 3,4-d... 14.321 11.3 ng 308677 5 13.963 547790 20.0
Octocrylene 14.374 6.6 ng 180104 5 13.963 547790 20.0
Supraene 14.845 20.0 ng 787192 6 15.445 785855 20.0
26-Nor-5-choles... 16.374 7.2 ng 283257 6 15.445 785855 20.0
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