LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc :

ALS Vvial : 11 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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19687.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 322 330 339 rBV 25692 43762 2.09% 0.202%
2 5.475 399 406 417 rBV 489114 737670 35.21% 3.404%
3 7.069 668 677 693 rBV 471495 806461 38.49% 3.722%
4 7.905 809 819 826 rBV 279892 463837 22.14% 2.141%
5 9.005 995 1006 1010 rBV7 14487 33641 1.61% ©.155%
6 9.069 1010 1017 1024 rBV 310858 538915 25.72% 2.487%
7 9.246 1042 1047 1055 rVB9 13946 34147 1.63% 0.158%
8 9.334 1055 1062 1068 rBV9 8028 22250 1.06% 0.103%
9 10.057 1176 1185 1187 rBV7 10835 24872 1.19% 0.115%
10 10.099 1187 1192 1199 rVV5 21489 52279 2.50% 0.241%
11 10.281 1216 1223 1228 rVB7 13664 27555 1.32% 0.127%
12 10.328 1228 1231 1237 rVB4 13333 22594 1.08% 0.104%
13 10.404 1237 1244 1251 rBvV4 13011 31100 1.48% 0.144%
14 10.593 1267 1276 1278 rBV1e 9756 24215 1.16% ©.112%

15 10.699 1283 1294 1302 rVV 346090 713109 34.03%  3.291%

16 10.816 1310 1314 1318 rVV5 16027 24624 1.18% 0.114%
17 10.857 1318 1321 1326 rVB2 19794 27143 1.30% ©.125%
18 10.916 1327 1331 1340 rVB9 13629 25119 1.20% ©.116%
19 11.169 1370 1374 1381 rVB4 22739 47553 2.27% 0.219%
20 11.369 1403 1408 1409 rBV3 16805 27036 1.29% 0.125%
21 11.463 1421 1424 1430 rVB6 16036 30817 1.47% ©.142%
22 11.540 1431 1437 1444 rVV6 23229 48639 2.32% 0.224%
23 11.616 1444 1450 1458 rVB6 38745 79926 3.81% ©.369%
24 11.722 1464 1468 1472 rBV 47449 79239 3.78% ©.366%
25 11.804 1480 1482 1488 rVB4 18033 25461 1.22% ©.118%
26 11.893 1491 1497 1504 rVB5 43578 81547 3.89% ©.376%
27 11.969 1505 1510 1515 rBV6 14211 29492 1.41% ©.136%
28 12.122 1526 1536 1547 rBV 203880 379978 18.13% 1.754%
29 12.251 1554 1558 1563 rVB5 31812 56610 2.70% 0.261%
30 12.340 1567 1573 1581 rVB9 30629 83254 3.97% 0.384%
31 12.610 1615 1619 1624 rVB2 51887 82395 3.93% ©.380%
32 12.757 1638 1644 1647 rBVv4 30908 50610 2.42% 0.234%
33 12.798 1647 1651 1659 rVB5 26971 54602 2.61% 0.252%
34 12.863 1659 1662 1669 rBV6 34430 62579 2.99% ©.289%
35 12.934 1670 1674 1684 rVB2 55857 126993 6.06% ©0.586%
36 13.022 1685 1689 1693 rBV3 55783 93947 4.48% 0.434%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc :

ALS Vvial : 11 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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.075 1694 1698 1704 rVB3 82598 139293 6.65% 0.643%
38 13.163 1707 1713 1722 rBV 856762 1245425 59.44% 5.748%
39 13.363 1740 1747 1754 rBV 329151 501214 23.92% 2.313%
40 13.528 1772 1775 1780 rVB5 38284 50836  2.43% 0.235%
41 13.698 1802 1804 1811 rVB7 17766 25593  1.22% 0.118%
42 13.998 1851 1855 1856 rBv3 53434 60685 2.90% 0.280%
43 14.022 1856 1859 1862 rVv2 87833 123452 5.89% 0.570%
44 14.063 1862 1866 1873 rVV5 67491 117960 5.63% 0.544%
45 14.140 1877 1879 1883 rVB2 44951 53505 2.55% 0.247%
46 14.192 1884 1888 1891 rBVS5 16787 22967 1.10% 0.106%
47 14.440 1925 1930 1935 rBV 333379 449824 21.47% 2.076%
48 14.534 1938 1946 1954 rVV 529754 887753 42.37% 4.097%
49 14.898 2003 2008 2012 rBv4 22730 47159 2.25% 0.218%
50 14.940 2012 2015 2021 rVB4 44662 64931 3.10% 0.300%
51 14.998 2023 2025 2030 rVB5 15350 23272  1.11% 0.107%
52 15.063 2032 2036 2043 rVB4 69137 117464 5.61% 0.542%
53 15.134 2044 2048 2050 rBV 25445 32967 1.57% 0.152%
54 15.398 2088 2093 2097 rVB 250454 337438 16.10% 1.557%
55 15.492 2107 2109 2118 rVB7 25555 43910 2.10% ©0.203%
56 15.804 2156 2162 2167 rVB 74133 130143 6.21% 0.601%
57 15.957 2184 2188 2193 rBV5 34054 61237 2.92% 0.283%
58 16.028 2194 2200 2209 rVV 748527 1126100 53.74% 5.197%
59 16.263 2236 2240 2248 rBV 218900 370783 17.70% 1.711%
60 17.063 2371 2376 2380 rBV 153041 194622 9.29%  0©.898%
61 17.110 2380 2384 2393 rVB 61010 118295 5.65% 0.546%
62 17.292 2409 2415 2421 rBV 714767 1010855 48.24% 4.665%
63 17.804 2498 2502 2507 rBV 126202 157505 7.52% 0.727%
64 17.975 2527 2531 2537 rVB 260427 335785 16.03% 1.550%
65 18.192 2564 2568 2578 rVB 312559 421188 20.10% 1.944%
66 18.475 2613 2616 2621 rVB 113118 138849 6.63% 0.641%
67 19.080 2715 2719 2722 rBV3 982197 1252650 59.78% 5.781%
68 19.110 2722 2724 2729 rVB2 645181 733656 35.01%  3.386%
69 19.239 2743 2746 2750 rBV 132890 144298 6.89% 0.666%
70 19.286 2751 2754 2756 rBV 170997 213193 10.17% 0.984%
71 19.316 2756 2759 2773 rVB2 398877 639151 30.50% 2.950%
72 19.428 2774 2778 2785 rBV3 148716 226991 10.83% 1.048%
73 19.651 2813 2816 2820 rBV2 110492 132064 6.30% 0.609%
74 19.857 2846 2851 2857 rBV 1648150 2095288 100.00% 9.670%
75 20.175 2902 2905 2908 rBV 75130 86073 4.11% 0.397%

76 20.616 2977 2980 2984 rBV 169638 211799 10.11% 0.977%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS Vvial : 11 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_P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 21.116 3062 3065 3069 rVB 128597 144023 6.87% ©.665%
78 21.386 3107 3111 3116 rVB 858005 1096351 52.32% 5.060%
79 23.810 3518 3523 3533 rVB 609177 1188180 56.71% 5.483%

Sum of corrected areas: 21668698
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP019687.D\data.ms
1500000
1000000
500000 5.475 7.069
7905 9.069 10.699
. 5.028 A 464 m&%@ﬂwh 106l
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50
Abundance TIC: BP019687.D\data.ms
19.857
1500000
19.080
1000000 13.163
110
19.316
500000
20.175
12.122 00 W

o

O T LB e e e L S L e T L B B S L LA B o B e A A B A
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP019687.D\data.ms
1500000
21.386
23.810
1000000

500000

[

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.122 10.66 ng 379978 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1536 (12.122 min): BP019687.D\data.ms (-1526) (- m/z 57.05 100.00%
57.0

=

5000
‘ : —
' 1451 12.00 12.50
bbb Lyn 7 20822671 3412 42914887549 n/; 43.05  72.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 =T —
12.00 12.50
m/z 71.10 69.25%
ol | | 22701850
‘\\\f‘\1!\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane
57.0
Py =5
12.00 12.50
5000 ITI/Z 41.10 46.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45478: Dodecane T ——
57.0 12.00 12.50
m/z 85.05 42.24%
5000
| “ 170.0
O S R Pty e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Heptadecane, 9-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.934 2.86 ng 126993  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 10-Methylnonadecane 282 C20H42 056862-62-5 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 1674 (12.934 min): BP019687.D\data.ms (-1670) (- m/z 57.05 100.00%
57.0
- NLJ\
=
’ % 1901 281.1 13.00
ob bl 121901 28113420 4150 8198 1/, 43.05 81.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 1
13.00
m/z 71.10 58.71%
1 239.0
O \\J‘\}\\\“\F\J\H‘H\\\‘!\\T‘\\z\g\6‘lo\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane
57.0
e
13.00
5000 m/z 41.05 56.97%
154.0
AT 7 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo- —
57.0 13.00
m/z 85.05 53.52%
5000
127.0 197.0
L ASAE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.075 3.14 ng 139293  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 52
Abundance Scan 1698 (13.075 min): BP019687.D\data.ms (-1694) (- m/z 57.05 100.00%
57.0
- \/M\/J
131.1 ‘13‘00‘ ‘
obdlldyll, 196225643101 4114 s137 7006 g 11
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 AiA :
13.00
m/z 43.10 47 .33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
T T \
13.00
5000 m/z 41.10 43.56%
127.0
0 m\\"4u’uq“‘1““1‘8‘4"9""""_‘H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178950: Carbonic acid, tetradecyl vinyl ester — ‘
57.0 13.00
m/z 85.10 39.28%
- MMAfKAJ\AAJ\fNJkAWL
o0 1000 ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.363 11.29 ng 501214  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 72

Abundance Scan 1747 (13.363 min): BP019687.D\data.ms (-1740) (] ' m/z 57.10 100.00%
57.1

3

5000
l 26.1 198.2 13.00 13.50
o AALLEESL 1982 2669 3550 4479 6355 .., 71 10 73.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 R =
13.00 13.50
m/z 43.10 71.33%
H 127.0 198.0
O‘\\\‘\‘\\\m‘!\‘\\w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
— T
13.00 13.50
5000 ITI/Z 41.10 47 .60%
ol L, || J770 2400
Pt e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane — T
57.0 13.00 13.50
m/z 85.10 46.92%
5000

(1270 197.0 2670 380.0

Ml

O‘H‘W‘H‘M‘H‘H‘qru‘M‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 5 Decane, 1l-iodo- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.022 2.78 ng 123452  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 83
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 60
3 Decane, 5-propyl- 184 C13H28 017312-62-8 53
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 52
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 52

Abundance Scan 1859 (14.022 min): BP019687.D\data.ms (-1856) (- m/z 71.10 100.00%
711
- M
14.00 |
141.0 :
Obr bl LLT, 2112 28103411 4201 5175 L. 5716 97.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157264: Decane, 1-iodo-
57.0
5000 —~— ‘
14.00
m/z 43.10 81.80%
155.0
0\\‘\‘H\‘J\‘\l\\‘\\‘\\“‘\\\\‘\\\\2‘6\\8?(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45501: Decane, 3,7-dimethyl-
43.0
14.00
5000 ITI/Z 41.10 57.77%
M 127.0
o““‘mw\‘Mww""‘H,"H_m‘w,www
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59032: Decane, 5-propyl- 7
57.0 14.00
m/z 85.10 50.03%
5000
‘ ‘ 140.0
e — VAL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP021324\

Data File : BP@19687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Heptadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.440 10.13 ng 449824  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Hexadecane 226 Cl6H34 000544-76-3 74
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1930 (14.440 min): BP019687.D\data.ms (-1925) (- m/z 57.05 100.00%
57.0
- wJ\J
—
71 2122 14.50
ob kLRl 21222719 95514161 4906549 1/, 71 05  71.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 T
14.50
m/z 43.10 67.31%
ol L] 1270 1980
‘\\\\’\\\\‘\\\f‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—
14.50
5000 m/z 85.10 50.35%
R e R S R AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- —
57.0 14.50
m/z 41.10 47.27%
5000
141.0
o_m‘m,‘Hu‘_HJww‘m"HwH_Wwwwm_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.398 7.60 ng 337438  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 74

Abundance Scan 2093 (15.398 min): BP019687.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1

5000

-

15.00 15.50
7.1
LRI 2263 3391 4290 5202 7116 77.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0

5000 S Eaae
15.00 15.50

m/z 43.05 69.95%

J\ JJ 14270 2260
‘\\\\‘\\!\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0

—r
15.00 15.50
5000 m/z 85.05 53.26%

]

o

o

-

0 | || f27.0 198.0

e A A e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #193300: Dodecane, 1-iodo- T _—
57.0 15.00 15.50

m/z 41.05 42.33%

5000

=
[4)]
(4]
o

o_ﬂ\wuu ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 | 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Tridecane, 5-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.804 2.93 ng 130143  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 87
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 80
3 Squalane 422 C30H62 000111-01-3 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
Abundance Scan 2162 (15.804 min): BP019687.D\data.ms (-2156) (- m/z 57.10 100.00%
57.1
— —
‘ ‘ “ 169.0 15.50 16.00
Obr AL Lat Ty 2809346.1404.0 47515387 /7 711 64.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 = AR
15.50 16.00
m/z 43.10 50.03%
O\\\‘\“‘ JT\‘p_W?5T118l3O“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
— —
15.50 16.00
5000 m/z 85.10 27.42%
H | 155.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314328: Squalane o ™
57.0 15.50 16.00
m/z 41.10 25.86%
67.0
L llgee e s wg e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP@19687.D

Acqg On : 13 Feb 2024 20:32

Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 9 Dodecane, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.263 7.34 ng 370783  Phenanthrene-d10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Dodecane 170 C12H26 000112-40-3 87

Abundance Scan 2240 (16.263 min): BP019687.D\data.ms (-2236) (- m/z 57.05 100.00%

57.0
5000

ol ALi] 189t 2402 3316 4499 a0
e T 2902 3316 4499 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0

5000 T
16.00 16.50
m/z 43.10 69.42%

0 UlLuzre zmo
‘\\\“\\\\‘\‘\“\\“\1\\‘\\\f“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59045: Dodecane, 2-methyl-

43.0

7
16.00 16.50
5000 m/z 85.05 53.40%

‘ 141.0
0l ook ‘Mwk«m!l‘m‘w_HwH_m,w_ww_
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107244: Dodecane, 2-methyl-6-propyl- =
57.0 16.00 16.50
m/z 41.05 39.57%

5000
|140.0
L

Lid | 226.0
‘ “

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o

8270E-BP013124.M Wed Feb 14 14:09:01 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 10 Eicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.063 3.85 ng 194622  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetradecane 198 C14H30 000629-59-4 94
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2376 (17.063 min): BP019687.D\data.ms (-2371) (- m/z 57.05 100.00%
57.0

-

5000
T I
|| 271 2002 280.9 354.9 1709
O b P, 2002 2809 354.9 4454 5345 n/z 71.e5  71.14%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 — |
17.00
m/z 43.05 59.97%
|JFE7D 197.0 282.0
0 \‘\ |\|11AM‘H |
‘\\\\‘\\\\‘\\\1‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #74004: Tetradecane
57.0
T \
17.00
5000 ITI/Z 85.10 49.,08%
‘ 27.0 198.0
o"Wquawﬁhuuu‘uuu“_“W‘H“H“_‘H“H“H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 17.00
m/z 41.10 35.09%
5000
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP013124.M Wed Feb 14 14:09:02 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.804 3.12 ng 157505  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90

Abundance Scan 2502 (17.804 min): BP019687.D\data.ms (-2498) (- m/z 57.10 100.00%
57.1

=

5000
— ——
| FF” 207 1 17.50 18.00
b b LELL Y, 25022681 340.9 4295 5184 /7 71.10  81.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 — ——
17.50 18.00
m/z 43.05 73.01%
s s
O‘\\\‘\‘\\\h\‘#\‘\\l“\\\\]\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
— ——
17.50 18.00
5000 ITI/Z 85.10 53.37%

i

| 1270 197.0 267.0 338.0

-

Ol e s o R T ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane o T
57.0 17.50 18.00
m/z 41.10 39.51%
B WJM
1] pe70 2260
O e A — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Hexadecanoic acid, methyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.975 6.64 ng 335785  Phenanthrene-d10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 72

Abundance Scan 2531 (17.975 min): BP019687.D\data.ms (-2527) (- m/z 74.00 100.00%

74.0
5000
—
o, 2
ol kil b Lyt Ly (3038 4008 47395391 ., gg 95 72.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — 1 7
18.00
143.0 m/z 43.10  30.58%
210
O‘\\\\‘\l\‘\‘l\i“\‘l\\\\"\\‘\‘\“\\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

=

74.0
——
18.00
5000 m/z 55.10 29.45%
M 1430 5,
0‘HJ‘\\HH[‘:J'J‘{M\‘,\m“\\H'\‘\1u‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate T
74.0 18.00
m/z 41.10 26.82%
5000
150 ‘ 1430 om0
o‘Mm‘huluﬂww“,‘mgsuJ‘HHw‘_m_wwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
BP019687.D
: 13 Feb 2024 20:32

Operator : MA/JU

Sample
Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

. P1423-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18192 8.33ng 421188  Phenanthrene-dle 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90

000638-53-9 90
000057-11-4 90
000112-37-8 83

3 Tridecanoic acid 214 C13H2602
4 Octadecanoic acid 284 C18H3602
5 Undecanoic acid 186 C11H2202

Abundance Scan 2568 (18.192 min): BP019687.D\data.ms (-2564) (- m/z 73.00 100.00%

73.0
5000
213.2
== =
HH (M 4 18.00 18.50
0l L ”"MH‘ LiLLL 2744 3400 414.9 4850549 'n/z 43.10  77.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
213.0 m/z 60.00 77 .26%
O‘\\\J" m‘"\““[\\!“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—r— —
18.00 18.50
5000 ITI/Z 55.10 69.16%

199.0
OLSL, HH"“#’P\,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #92068: Tridecanoic acid 7 —
73.0 18.00 18.50
m/z 57.10 64.76%
5000
L 214.0
oy | Si¥uteaten
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.081 24.78 ng 1252650  Phenanthrene-d10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 96
Abundance Scan 2719 (19.080 min): BP019687.D\data.ms (-2715) (- m/z 67.05 100.00%
67.0
- I\UL
}P 5.0 idod
: 263.1 :
0 ”p'& :ﬁ'ﬁ L1991 773280 397.0 47515328 ./, 81.05 87.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 = :
19.00
m/z 55.10 63.89%
50.0
ol \.‘n\m 2230 2910
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
T \
19.00
5000 m/z 95.10 56.67%
35.0
bl I oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T :
67.0 19.00
m/z 41.10 50.69%
294.0
ol L0 2200, S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.110 14.52 ng 733656  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 96
Abundance Scan 2724 (19.110 min): BP019687.D\data.ms (-2722) (|  m/z 55.10 100.00%
553.1
- m
31 264.1 —— T
‘ ‘ | 180.1 ’ 19.00 19.50
om“h“\ bbb ) 3420 414.94740 54T 0 69 10 73.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 I —
19.00 19.50
3.0 m/z 74.00 62.78%
" 180.0 264.0
O\\‘\ ‘ ‘\H\\‘H“l\ﬂ‘\l‘l\“h\}“‘“\"\\\‘\\‘l\\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
— —
19.00 19.50
5000 m/z 41.10 62.69%
264.0
3.0180.0 ‘
oul‘“‘JMMu‘hﬁ"ﬁ'ﬂfhw‘mW\‘H‘mWm,mwm,uu_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 83.10 56.18%
5000
264.0
{ || 2301800 ‘
|1 e O S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP013124.M Wed Feb 14 14:09:08 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP@19687.D

Acqg On : 13 Feb 2024 20:32

Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: 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 Methyl stearate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.239 2.85 ng 144298  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 96
3 Heptadecanoic acid, 16-methyl-, . 298 C19H3802 005129-61-3 96
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 2746 (19.239 min): BP019687.D\data.ms (-2743) (| m/z 74.00 100.00%
74.0
143.1 — e
‘ “ \ 255.2 19.00 19.50
Ol by bt |y 3548415.1475.15344 0 ge o5 76.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate
74.0
5000 — s
19.00 19.50
143.0 m/z 43.10 31.68%
s
O‘\H\’l\\1\‘\‘\Jl“\“\l\\“HH‘\‘\H\“\‘H\l‘\\\\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214951: Nonadecanoic acid, methyl ester
74.0
—— —
19.00 19.50
5000 m/z 55.00 29.25%
143.0
” ‘ siag | 3120
0}%9uthMMuhwmﬁﬂﬁﬂ\pkh,m\w\u\“\u,u\w\u\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester — —
74.0 19.00 19.50
m/z 41.05 23.03%
5000
‘ 143.0 2980
ol ool L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 10E,12Z-Octadecadienoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.286 4.22 ng 213193  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 95
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 93
3 9,12-Octadecadien-1-0l1, (Z,Z)- 266 C18H340 000506-43-4 93
4 Methyl 9,12-heptadecadienoate 280 C18H3202 1000336-36-2 91
5 cis-11,14-Eicosadienoic acid, me... 322 C21H3802 1010333-61-8 86

Abundance Scan 2754 (19.286 min): BP019687.D\data.ms (-2751) (- m/z 67.10 100.00%
67.1

:

5000
“ Fse 0202.1 2801 19.00 19.50
0 M b b 903:2413:9472.3534.1 /7 81,10 88.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
5000 — —
19.00 19.50
m/z 95.05 57.00%
h 280.0
0‘\\JVL|“J'\| “ J‘F"‘l ‘19‘\0\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
i —
19.00 19.50
5000 m/z 55.18  54.34%
P 280.0
o IR0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #155934: 9,12-Octadecadien-1-ol, (Z,2)- T —
67.0 19.00 19.50
m/z 82.10 48.53%
2660
o"“'”llm;“ S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Acetic acid, trifluoro-, do... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.316 12.65 ng 639151  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 86
2 Oleic Acid 282 C18H3402 000112-80-1 80
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 64
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 60
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 58

Abundance Scan 2759 (19.316 min): BP019687.D\data.ms (-2756) (- m/z 55.10 100.00%
55.1

-

5000
“ F 264.3 19.00 19.50
ob ALK 2P3Y | 3549 42824875549 " oo 10 8248y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175498: Acetic acid, trifluoro-, dodecyl ester
55.0
5000 - —
19.00 19.50
m/z 83.10 64.64%
\ 168.0
O‘\\“\‘“f\\\‘V\Jl\\‘\\\\’\\\\\2’6\4\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
P e
19.00 19.50
5000 ITI/Z 41.10 61.70%
iz,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 97.10 54.57%
264.0
0l Mﬂmﬂﬂw'n,\‘ . ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP013124.M Wed Feb 14 14:09:11 2024 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP@19687.D

Acqg On : 13 Feb 2024 20:32

Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 19 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.427 4.14 ng 226991  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 49
Abundance Scan 2778 (19.427 min): BP019687.D\data.ms (-2774) (- m/z 73.00 100.00%
73.0
5000
241.2
——
’ VJ‘ ‘ % 19.50
ol ALLL L o by, B10-2 401145795145 . 431 74.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
‘ m/z 55.05 73.43%
Ofi \\I“\M‘\hl\\\\\\\\“\‘\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid
60.0
——
19.50
m/z 60.00 68.26%
5000 129.0
o"“'-”“*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 41.10 65.50%
5000
L 228.0
143.0 ‘
““I’ MML“ \un\w\ I
o ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Hexanedioic acid, bis(2-eth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.616 3.86 ng 211799  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
2 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
4 Adipic acid, 2-ethylhexyl tetrad... 454 C28H5404 1000324-49-0 53
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 50
Abundance Scan 2980 (20.616 min): BP019687.D\data.ms (-2977) (- m/z 129.00 100.00%
129.0
57.0
5000
1l o0 2100
241.2 : :
oA bbb dLd " e otk 8952 478.0 548t ;57,05  54.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 —r— —
57.0 20.50 21.00
m/z 55.10 37.84%
‘ ‘ ‘ ’ 241.0
O\‘\\“‘!Jf\“‘\g‘f\\H‘\\\\‘\\\\"\\\\\3‘]-\3\.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
P e
20.50 21.00
5000 m/z 70.10 34.16%
241.0
57.0
SNV A e~ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279246: Hexanedioic acid, dioctyl ester —— —
129.0 20.50 21.00
m/z 71.10 32.78%
57.0
5000
| ’1\ 4 2o
o — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021324\
Data File : BP019687.D

Acqg On : 13 Feb 2024 20:32
Operator : MA/JU

Sample : P1423-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
Tridecane 12.122 10.7 ng 379978 2 10.704 713109 20.0
Heptadecane, 9-... 12.934 2.9 ng 126993 3 14.534 887753 20.0
Heptadecane, 2,... 13.075 3.1 ng 139293 3 14.534 887753 20.0
Tetradecane 13.363 11.3 ng 501214 3 14.534 887753 20.0
Decane, 1-iodo- 14.022 2.8 ng 123452 3 14.534 887753 20.0
Heptadecane 14.440 10.1 ng 449824 3 14.534 887753 20.0
Hexadecane 15.398 7.6 ng 337438 3 14.534 887753 20.0
Tridecane, 5-pr... 15.804 2.9 ng 130143 3 14.534 887753 20.0
Dodecane, 2-met... 16.263 7.3 ng 370783 4 17.292 1010860 20.0
Eicosane 17.063 3.9 ng 194622 4 17.292 1010860 20.0
Tetracosane 17.804 3.1 ng 157505 4 17.292 1010860 20.0
Hexadecanoic ac... 17.975 6.6 ng 335785 4 17.292 1010860 20.0
n-Hexadecanoic ... 18.192 8.3 ng 421188 4 17.292 1010860 20.0
9,12-Octadecadi... 19.081 24.8 ng 1252650 4 17.292 1010860 20.0
9-Octadecenoic ... 19.110 14.5 ng 733656 4 17.292 1010860 20.0
Methyl stearate 19.239 2.9 ng 144298 4 17.292 1010860 20.0
10E,12Z-Octadec... 19.286 4.2 ng 213193 4 17.292 1010860 20.0
Acetic acid, tr... 19.316 12.7 ng 639151 4 17.292 1010860 20.0
Octadecanoic acid  19.427 4.1 ng 226991 5 21.386 1096350 20.0
Hexanedioic aci... 20.616 3.9 ng 211799 5 21.386 1096350 20.0
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