LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc :

ALS Vvial : 12 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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20607.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.034 3 8 19 rVB 372606 656265 1.22% 0.251%
2 5.375 399 406 413 rBV 626891 930001 1.72% 0.355%
3 6.934 661 671 677 rBV 547869 983736 1.82% 0.376%
4 7.757 800 811 819 rBV 916194 1546500 2.87% ©0.590%
5 8.898 1000 1005 1010 rBV 321425 612509 1.14% 0.234%
6 8.957 1011 1015 1021 rVB 640175 993566 1.84% 0.379%
7 10.498 1270 1277 1279 rBV 1253456 2109215 3.91% 0.805%
8 10.528 1279 1282 1287 rVB 1160821 1741764 3.23% 0.665%
9 10.675 1303 1307 1313 rVB 433152 728259 1.35% 0.278%
10 10.934 1336 1351 1356 rBV8 164255 641761 1.19%  0.245%
11 10.992 1356 1361 1368 rVB3 247014 578752 1.07% 0.221%
12 11.222 1396 1400 1407 rVV6 340680 941941 1.75% 0.360%
13 11.357 1417 1423 1430 rVB4 324829 652787 1.21% 0.249%
14 11.434 1430 1436 1443 rBV3 422494 849984 1.58% 0.325%
15 11.545 1450 1455 1458 rBV 541763 857422 1.59% 0.327%
16 11.704 1477 1482 1491 rVB2 468958 946013 1.75% 0.361%
17 11.945 1514 1523 1529 rBV 1858462 3163535 5.87% 1.208%
18 12.428 1600 1605 1611 rBvV2 538938 839553 1.56% 0.321%
19 12.628 1635 1639 1646 rBV3 302938 564088 1.05% 0.215%
20 12.692 1646 1650 1656 rBV3 333329 613740 1.14% 0.234%
21 12.757 1657 1661 1666 rVB3 350799 588331 1.09% 0.225%
22 12.851 1672 1677 1682 rBV4 382638 793230 1.47% 0.303%
23 12.910 1682 1687 1693 rVB2 749689 1244829 2.31% 0.475%
24 12.992 1697 1701 1705 rBV 1081376 1316328 2.44% 0.503%
25 13.192 1728 1735 1742 rBV 2204449 3821233 7.09% 1.459%
26 13.316 1753 1756 1760 rVV2 466584 730211 1.35% 0.279%
27 13.857 1840 1848 1852 rBV2 926291 1872989 3.47% 0.715%
28 13.898 1852 1855 1861 rVB3 666062 900956 1.67% 0.344%
29 13.975 1866 1868 1872 rVB 490851 564747 1.05% 0.216%
30 14.280 1915 1920 1927 rBV 3406737 4502947 8.35% 1.719%
31 14.380 1928 1937 1945 rVV 1714949 3497665 6.49%  1.335%
32 14.798 2004 2008 2014 rVB3 415077 632629 1.17% 0.242%
33 14.910 2023 2027 2035 rVB4 758235 1283429 2.38% 0.490%
34 15.257 2081 2086 2090 rVB 3348973 4560191 8.46% 1.741%
35 15.351 2099 2102 2111 rVB4 391709 794748 1.47% 0.303%

36 15.669 2150 2156 2160 rBV 1503865 2345692 4.35% 0.896%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc :

ALS Vvial : 12 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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.822 2178 2182 2188 rBV4 342124 667401 1.24%  0.255%
38 15.898 2189 2195 2204 rVV4 972126 1764224 3.27% 0.674%
39 16.133 2230 2235 2245 rBV 3376264 7088725 13.15% 2.706%
40 16.951 2370 2374 2379 rBV 3277684 4511694 8.37% 1.722%
41 17.010 2379 2384 2393 rVB 1152513 2324641 4.31% ©0.888%
42 17.186 2410 2414 2420 rBV 2120763 2857084 5.30% 1.091%
43 17.445 2454 2458 2464 rBV 326796 546390 1.01% 0.209%
44 17.510 2466 2469 2475 rVB 434636 569171 1.06% 0.217%
45 17.633 2487 2490 2496 rVB2 343569 547916 1.02% 0.209%

46 17.721 2501 2505 2510 rBV 3098855 4065449  7.54%  1.552%
47 17.910 2530 2537 2541 rVB 17352172 24680400 45.77%  9.423%
48 18.151 2573 2578 2583 rBV 3340602 4786185 8.88% 1.827%
49 18.445 2622 2628 2637 rBV 2233385 4250016 7.88% 1.623%
50 19.104 2732 2740 2741 rBV2 26217426 52349417 97.08% 19.986%

51 19.151 2744 2748 2757 rVB3 26425035 53926512 100.00% 20.588%
52 19.274 2763 2769 2773 rBV 12145995 15374880 28.51% 5.870%
53 19.333 2773 2779 2781 rBV 5766003 8373208 15.53% 3.197%

54 19.357 2781 2783 2788 rVB2 3381613 4125700 7.65% 1.575%
55 19.474 2800 2803 2812 rVB2 1002002 1667266 3.09% ©0.637%
56 19.710 2839 2843 2847 rBV 1873522 2151035 3.99% 0.821%
57 19.927 2876 2880 2884 rVB 1586380 2216484 4.11% 0.846%
58 20.274 2935 2939 2941 rBV 1819091 2215418 4.11%  0.846%
59 20.304 2941 2944 2953 rVB3 1355588 2449812 4.54% 0.935%
60 20.410 2959 2962 2966 rBV 1256526 1371355 2.54% 0.524%
61 20.786 3023 3026 3031 rVB 1008577 1223553 2.27% ©.467%
62 21.327 3115 3118 3124 rBV 832022 1123490 2.08% 0.429%
63 21.480 3141 3144 3154 rVB 1073577 1865147 3.46% 0.712%
64 21.651 3169 3173 3178 rBV2 1484554 2433281 4.51% 0.929%

Sum of corrected areas: 261927400
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP020607.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07
5000000
10 11.945
034 5.375 6.934 7.757 357 30 12.
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘Tﬁ/\\/\_\’\/\\/‘\/\“’ﬁ,\\\\T\‘\\\\‘\Tf
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020607.D\data.ms
18
2.5e+07
2e+07 17.910
1.5e+07 19.274
le+07
5000000 . 15.257 16.133 16.951 17.7218.151
13.192 14.280 7.186 18.445
: 14.380 15. %3 17101
982 316 18385 || 14498015 35115852 1Y AEB3
O L B L o L e o B B o e e A R
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020607.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07
5000000
MWWMWAMWWWW

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

Data File : BP@20607.D

Acqg On 12
Operator : MA
Sample : P2
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Jun 2024 19:40
/3U
846-01 5X

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 1 Tridecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.945 36.33 ng 3163540  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1523 (11.945 min): BP020607.D\data.ms (-1514) (- m/z 57.85 100.00%
57.0

N

5000
s
1 1451 551.1282.8341.0 07.6 12.00
Ok gy 221.1282.8341.0400.4  S07.6  m/z 43.16  73.68%
m/jz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 —
12.00
m/z 71.10  55.66%
||| 12701850
O‘\\\Y’\f\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #107217: Hexadecane
57.0
——
12.00
5000 ITI/Z 41.10 37.56%
o dLlligzro oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- —
57.0 12.00
m/z 85.10 34.34%
5000
141.0
o“Ww,‘hhﬁ"ﬂ““w‘“w‘“w“‘w““_“‘_“‘_“‘_ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

Data File : BP@20607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 2 Tetradecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.192 21.85 ng 3821230  Acenaphthene-d10 14.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 1735 (13.192 min): BP020607.D\data.ms (-1728) (- m/z 57.10 100.00%

57.1
5000

S
1 27.1 198.2 13.00 13.50
AL LIRS 1982 300.9362.5420847895389 /iy 43,10 72.15%

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0

5000 1
13.00 13.50
m/z 71.10 57.05%

m 127.0 198.0
‘\\J\l\‘\\\““\A\‘\\l"\\\\5\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane

57.0

o

o

1§00 1&50
5000 m/z 85.10 38.32%
oL idPr0 o0 2680 Mmj\m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane P 7
57.0 13.00 13.50

m/z 41.05 36.86%

“_ | 1270 226.0

O b s e e e e e i —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

Data File : BP©20607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 3 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.280 25.75 ng 4502950  Acenaphthene-di10 14.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1920 (14.280 min): BP020607.D\data.ms (-1915) (- m/z 57.10 100.00%
57.1

=

5000
1 71 2123 14.00 14.50
oAbl fETL 2123 2811341.1401.0459.25182 ./, 4310 68.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 P e
14.00 14.50
m/z 71.10 58.83%
O \‘ b | Alfl 1 i 1197 o 296 0
\\’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘\

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

:

Abundance #123960: Heptadecane
14.00 14.50
5000 ITI/Z 85.10 39.95%
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane P =
57.0 14.00 14.50
m/z 41.10 35.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 4 Hexadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.257 26.08 ng 4560190  Acenaphthene-di10 14.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 2086 (15.257 min): BP020607.D\data.ms (-2081) (- m/z 57.10 100.00%
7.1

5
5000

1 1271 263 15.00 15.50
| 27 3284.1342.2401.1458.8518.0 -
e e 528413022901 1498 83180 myz 43.10  66.86%

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

5000 = ==
15.00 15.50

m/z 71.10 61.50%

L ‘ 1270 2260
‘\\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0

T -
15.00 15.50

o

o

5000 m/z 85.10 42.32%
oL LILL| 127.01850
e A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane T T
57.0 15.00 15.50

m/z 41.10 33.75%

J | | 127.0 1970 268.0

O et e e e e e e ‘

\ T
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\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.133  49.62 ng 7088730  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90

Abundance Scan 2235 (16.133 min): BP020607.D\data.ms (-2230) (- m/z 57.10 100.00%

57.1
5000

g
71 1600  16.50
L AJLLEPTE 2403 3303 44225010 0 4310 66.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

5000 T
16.00 16.50
m/z 71.10 62.99%

7.0
O‘\\“Tg"’lj\‘r‘l\)[:l\ﬁ‘\l““\‘\\‘\‘\2\?10‘.\0\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0

T
16.00 16.50

o

5000 m/z 85.10 43.08%
o LT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane T —
57.0 16.00 16.50

m/z 41.10  33.86%

1, 2270 197.0 2670  380.0

{4y

L . EREESEEREE— — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:
12
: MA
: P2
12

hod
le

ry

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

BP020607.D

Jun 2024 19:40
/3U
846-01 5X

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 6 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.951 31.58 ng 4511690 Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 2374 (16.951 min): BP020607.D\data.ms (-2370) (- m/z 57.10 100.00%
57.1

-

5000
1 1271 17.00
obr A LLIPT 107205533172 394.1 46445238 17 4310 65.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
5000 T
17.00
m/z 71.10 63.96%
27.0
0 l“ J\'J‘lﬂldxnl 24\00
‘\\11’\!f\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #287977: Heptacosane
——
17.00
5000 m/z 85.10 45.09%
ol 4l 1270 197.0 267.0  380.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane T
57.0 17.00
m/z 41.10 31.87%
B /W/NK\\/M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP052924.M Thu Jun 13 11:48:58 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 2-Bromo dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.010 16.27 ng 2324640  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2384 (17.010 min): BP020607.D\data.ms (-2379) (- m/z 57.10 100.00%
57.1
o VLv\AV¥/h\vaJﬁWﬁAJ
T \
‘ 1f7l 197.2 17.00
. 1
ob A biih L [P 2663 3440 430248935470 . 71 19 70.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 —
17.00
m/z 43.10 47.04%
169.0
O‘\\d\l\"‘\j\‘\i\J“W\H\W[\Jf\\‘\%4\.‘8\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— T \
17.00
5000 m/z 85.10 46.35%
| 1270 1970
o"M,‘J‘M'JH‘Ls‘uHMI‘ZH?‘G‘?:Q,‘H‘,w,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T ‘
57.0 17.00
m/z 41.10 27.90%
B VWV\_]\/\NWA/
ol 1270 197.0 267.0 338.0
A A A e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP052924.M Thu Jun 13 11:49:05 2024 Page: 10



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

Data File : BP©20607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 8 Nonadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.721  28.46 ng 4065450  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90

Abundance Scan 2505 (17.721 min): BP020607.D\data.ms (-2501) (- m/z 57.10 100.00%

57.1
5000

o
1271 197.2 268.3 17.50 18.00
AR5 1972 2083 340.9 408.2 474.9582.9  m/z 71.10  64.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

5000 I e
17.50 18.00

m/z 43.10 63.57%

o L1270 1570 2680
‘\\\\’\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane

57.0

T
17.50 18.00

o

5000 m/z 85.10 46.10%
ol LIl 270 2120
e A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane — —
57.0 17.50 18.00

m/z 41.10 29.73%

[1]]] 70 197.0 267.0 338.0

o“H‘,H"_“‘_“w"H‘“H“H“H“_“‘_“w“u“ — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP052924.M Thu Jun 13 11:49:11 2024 Page: 11



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

Library Search Compound Report

Data File : BP@20607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 9 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.910 172.77 ng 24680400  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 74

Abundance Scan 2537 (17.910 min): BP020607.D\data.ms (-2530) (- m/z 74.10 100.00%
74.1
5000 /&
1431 2272 T
nm
oMl‘h\u\‘mwW"b #93.1355.2412.9469.5526.4  m/z 87.05 78.89%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 RN
18.00
143.0 m/z 43.10  28.89%
‘ 27.0
O\\\‘\L‘\i‘\i“\‘\‘\\‘\\‘\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #126208: Methyl tetradecanoate
74.0
—
18.00
5000 m/z 55.10 26.17%
| 14?0 211.0
o""‘w‘umw""""""",‘m_mwwH_m_
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 41.10 22.82%
5000
bl 1 2280
Ol e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP052924.M Thu Jun 13 11:49:21 2024 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
BP020607.D

Jun 2024 19:40

: MA/JU
: P2846-01 5X

12

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 10 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.151 33.50 ng 4786190  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2578 (18.151 min): BP020607.D\data.ms (-2573) (- m/z 73.00 100.00%

3

5000 J\\
mJ H\ \ 18.00 18.50
ol “M Pl [293.4354.9416.3475.15363 1/, 69 00  84.84%
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
H 213.0 m/z 43.10 83.34%
0‘\\\\1" ‘ \l\“‘\h\“\ \‘J\r\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

?

18.00 18.50
5000 m/z 57.10 70.74%

otstL i H\ ‘Il ,.W\llg‘gﬂ

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

-

Abundance #92068: Tridecanoic acid
73.0 18.00 18.50
m/z 55.10 67.09%
5000
L 2140
o\\wi\wq Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052924.M Thu Jun 13 11:49:30 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.445 29.75 ng 4250020  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2628 (18.445 min): BP020607.D\data.ms (-2622) (- m/z 57.10 100.00%
57.1

%

5000
F% 243.2 18.50
0t H‘J‘»‘ll‘gﬁ‘lm‘_“3‘0‘?1““‘49‘2“3““?‘1“1‘?‘2?‘6“ m/z 71.10  65.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 R
18.50
m/z 43.10 64.43%
|| 1770 1070 2820
0‘\\“\l\’\\\\J‘\\‘\A‘l\'\\\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
——
18.50
5000 ITI/Z 85.10 47 .12%

|11 1270 197.0 267.0 338.0
b b L, 2270 267.0 8380

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0 18.50
m/z 41.10 29.91%
5000

Ly HFFH,JWO 296.0
o"H‘,w_m_H‘w‘_HWHwwm‘wwm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.104 366.45 ng 52349400 Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 2740 (19.104 min): BP020607.D\data.ms (-2732) (- m/z 67.05 100.00%
67.
w ﬂb&
—= —
’ ’ ’ ﬁ 2633 19.00 19.50
0 kil ‘\‘ L w“\ | 1922 | 324238724444 5163 . g1 19 91.47%
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
5000 — —
19.00 19.50
m/z 95.10 65.74%
O \\““\‘ H\m“?ﬁ“‘\“\\l\\\‘\\\\2‘6\2\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.
R =
19.00 19.50
5000 m/z 55.10 60.68%
294.0
LU, 2200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate — — =
67.0 19.00 19.50
m/z 41.10 48.59%
5000
294.0
o DD 200 v
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052924.M Thu Jun 13 11:49:42 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.151 377.49 ng 53926500 Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
2 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 93
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 90
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 90

Abundance Scan 2748 (19.151 min): BP020607.D\data.ms (-2744) (- m/z 55.10 100.00%

55.1
264.3
5000
180.2

I
| i \ ] 19.00 19.50
Al bbbl Ly | 1330.3 4023 484.55425 24 10 g1 6%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 T

m/z 69.10 76.60%

264.0
‘\\J\"‘ \ d“‘“““"\‘??‘\‘\\\\‘\i\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194407: 8-Octadecenoic acid, methyl ester
55.0

g

o

5000 m/z 83.10 73.95%

264.0
L \In..nl.\.’\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : i i

#194418: 12-Octadecenoic acid, methyl ester T T
55.0 19.00 19.50

m/z 97.10 70.46%

o

264.0

:

OH,J Hﬂu‘.l‘u‘l\n‘l |‘ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052924.M Thu Jun 13 11:49:45 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.274 107.63 ng 15374900  Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2769 (19.274 min): BP020607.D\data.ms (-2763) (- m/z 74.05 100.00%
74.0

;

5000
143.1
2552 ‘ ]
‘ h | l 19.00 19.50
SISO 1 P TIE Sre w 3403 4165476.2534.2  'n/z 87.e5 78.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate
74.0
5000 -~ —
19.00 19.50
143.0 9%
‘ 208.0 m/z 43.10 33.22
Ols'pl ’l L \\ \‘ L 2’13 0 \ J, ‘
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester

Yy

74.0
19.00 19.50
5000 ITI/Z 55.10 27.56%
143.0 298.0
213.0 ‘
o"H‘,‘HM4M‘J‘H"ﬁ“‘»“w“u,‘u‘,‘u‘,u“““‘“
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197350.Hemadecanmcacm,154nemyh,mewWIemer P —
74.0 19.00 19.50
m/z 41.10 22.54%
5000 298.0
143.0
el ey | U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052924.M Thu Jun 13 11:49:51 2024 Page: 17



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

Library Search Compound Report

Data File : BP@20607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 15 9,12-Octadecadienoic acid (... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.333 58.61 ng 8373210  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
4 Linoelaidic acid 280 C18H3202 000506-21-8 97
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 87

Abundance Scan 2779 (19.333 min): BP020607.D\data.ms (-2773) (- m/z 67.10 100.00%

67.1
5000
F 1000 19.50
6.1 202.1 280.3 : :
0 LL,M M" () boctrrrrr b od2:2 4104 475.35364 /7 81,10 86.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —_—
19.00 19.50
\ m/z 55.10 61.32%
2800
0 \l MU \HH HFh -
‘\\f\’\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
19.00 19.50
5000 ITI/Z 95.10 58.75%
} b . 280.0
ob b fles0 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173580: (9E,11E)-Octadecadienoic acid - —=
67.0 19.00 19.50
m/z 41.10 51.56%
) /J\U/u
280.0
o\“,hw’lﬁ“lg J U
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\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 14-Pentadecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.357 28.88 ng 4125700  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 72
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 72
3 Chloroacetic acid, pentadecyl ester 304 C17H33C102 070301-47-2 64
4 n-Pentadecanol 228 C15H320 000629-76-5 64
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 55

Abundance Scan 2783 (19.357 min): BP020607.D\data.ms (-2781) (- m/z 55.10 100.00%

55.1
5000
264.1 ) e
iy ‘ a4 ‘ 19.00 1950
ol "NJ"&"'\“‘" ey M | 3561 44438 5185 1 n/z 69.10  86.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123669: 14-Pentadecenoic acid
55.0
5000 = =
19.00 19.50
m/z 83.10 82.89%
H‘ 38.0 2220
O‘\\J\“"H ‘” \\m‘\‘tl ‘f”\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176220: 9-Octadecenoic acid, (E)-
55.0
= ==
264.0 19.00 19.50
5000 ’ ITI/Z 97.10 68.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204471: Chloroacetic acid, pentadecyl ester T =
83.0 19.00 19.50
m/z 41.10 58.18%
) /Jh/u
182.0
o ML 20 e J A
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\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Docosane, 1-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.710 17.68 ng 2151040  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87

Abundance Scan 2843 (19.710 min): BP020607.D\data.ms (-2839) (- m/z 57.10 100.00%
7.1

5
5000

1 || 271 20\2.1 310.4 3859 453.3 526.6 1959 20.99
0 AL e TR ST R 29 m/z 71.10  68.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane m
57.0
5000 P —

19.50 20.00
m/z 43.10 62.29%

0 |1H?70 240.0
‘\\\“\\\\‘\\‘\f‘\\\\’\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0

T —
19.50 20.00

5000 m/z 85.10 51.55%
ol LT om0 zmes
A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane T —
57.0 19.50 20.00

m/z 41.10 25.66%

- M
J ‘|J 270 1970 2820

0‘\u%‘um"M\“uu\,\\u‘\\u‘\\u‘\m‘\m‘\m‘uu‘\ 7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.274 18.21 ng 2215420  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2939 (20.274 min): BP020607.D\data.ms (-2935) (- m/z 57.10 100.00%
57.1

%

5000
J ' FF 1971 2811 20.00 20.50
ol d A LLLE 17T 2811344.2 417347945416 /0 71 10 69.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 — e

20.00 20.50
m/z 43.10 65.29%

J‘ L A’lﬁ ©-185.0 254.0

O‘\\\\‘\\\\‘!1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0
— —
20.00 20.50
5000 ITI/Z 85.10 52.25%
295.0
0 ‘ ‘ \‘\ | Uler lOJ 1197 0 L 435.0
_“w“u e A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo- T T
57.0 20.00 20.50
m/z 55.10 29.46%
- MJMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 cis-13-Eicosenoic acid, met... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.304 20.14 ng 2449810  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 76
2 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 64
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 55
4 (S)-3-Methyloxacyclotetradecan-2... 226 C14H2602 1212342-55-6 49
5 n-Propyl 1l-eicosenoate 352 C23H4402 1010336-75-3 49

Abundance Scan 2944 (20.304 min): BP020607.D\data.ms (-2941) (] ' m/z 55.10 100.00%
55.1

m \J“le\ul\ o ‘ o J\ [

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

Abundance #176294: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es — I
55.0 20.00 20.50

m/z 97.10  48.98%

5000
9.1 292.3 — —
’ 225.1 JoL 0461 20.00 20.50
i D0el 381 nm/z 69.16  67.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0
5000 — ——
292.0 20.00 20.50
30 m/z 83.10 60.38%
208.0
O‘\\l‘\\\"’ \ JI\\““\Am“‘hdlwl\\\‘J\\“\‘\‘il\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229555: 11-Eicosenoic acid, methyl ester
55.0
— ——
20.00 20.50
5000 292.0 m/z 74.00 51.99%
H 3.0 208.0
ob— AL

5000

250 0

| JI...AL‘ 185

o_m,w e — — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Data Path :

Data File : BP©20607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier:

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\

1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosanoic acid, methyl ester

R.T. EstConc Area
21.480 15.33 ng 1865150
Hit# of 5 Tentative ID

Relative to ISTD

Concentration Rank 20

1 Methyl stearate

2 Docosanoic acid, methyl ester

3 Nonadecanoic acid, methyl ester
4 Methyl 2@0-methyl-heneicosanoate
5 Hexadecanoic acid, methyl ester

298 C19H3802
354 C23H4602
312 C20H4002
354 C23H4602
270 C17H3402

000112-61-8 97
000929-77-1 96
001731-94-8 93
1000336-47-4 91
000112-39-0 87

Abundance Scan 3144 (21.480 min): BP020607.D\data.ms (-3141) (-] ' m/z 74.00 100.00%
74.0
5000
143.1 JL
‘ j \ 241231;1'3 2150
o‘H‘w"‘\JJ“H_m‘,m‘,HH‘Huu‘3‘7‘?“2‘”73?_1”‘_?4% m/z 87.00  82.45%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate
74.0
5000 L
21.50
143.0 m/z 43.10 42.63%
l 298.0 /
0‘\\\\‘\\\|\JI\‘\“\‘\\‘\\\\Z’F-\\9’\\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #264179: Docosanoic acid, methyl ester
74.0
—
21.50
5000 ITI/Z 55.10 31.16%
‘ 143.0 354.0
255.0
015'9\”'\1\\,,*,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214951: Nonadecanoic acid, methyl ester —
74.0 21.50
m/z 57.10 27.49%
5000
143.0
Ly o 20
o‘luﬁ)thnM‘H_Hw,em,‘\‘u_\‘H_Wwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061224\
Data File : BP020607.D

Acqg On : 12 Jun 2024 19:40
Operator : MA/JU

Sample : P2846-01 5X

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 11.945 36.3 ng 3163540 2 10.528 1741760 20.0
Tetradecane 13.192 21.9 ng 3821230 3 14.380 3497670 20.0
Heneicosane 14.280 25.8 ng 4502950 3 14.380 3497670 20.0
Hexadecane 15.257 26.1 ng 4560190 3 14.380 3497670 20.0
Heptadecane 16.133 49.6 ng 7088730 4 17.186 2857080 20.0
Heptacosane 16.951 31.6 ng 4511690 4 17.186 2857080 20.0
2-Bromo dodecane 17.010 16.3 ng 2324640 4 17.186 2857080 20.0
Nonadecane 17.721 28.5 ng 4065450 4 17.186 2857080 20.0
Hexadecanoic ac... 17.910 172.8 ng 24680400 4 17.186 2857080 20.0
n-Hexadecanoic ... 18.151 33.5 ng 4786190 4 17.186 2857080 20.0
Eicosane 18.445 29.8 ng 4250020 4 17.186 2857080 20.0
9,12-Octadecadi... 19.104 366.4 ng 52349400 4 17.186 2857080 20.0
11-Octadecenoic... 19.151 377.5 ng 53926500 4 17.186 2857080 20.0
Methyl stearate 19.274 107.6 ng 15374900 4 17.186 2857080 20.0
9,12-Octadecadi... 19.333 58.6 ng 8373210 4 17.186 2857080 20.0
14-Pentadecenoi... 19.357 28.9 ng 4125700 4 17.186 2857080 20.0
Docosane, 1-iodo-  19.710 17.7 ng 2151040 5 21.651 2433280 20.0
Octadecane 20.274 18.2 ng 2215420 5 21.651 2433280 20.0
cis-13-Eicoseno... 20.304 20.1 ng 2449810 5 21.651 2433280 20.0
Docosanoic acid... 21.480 15.3 ng 1865150 5 21.651 2433280 20.0
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