LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acqg On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55281.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.854 87 96 103 rBV3 13492 26289 1.51% 0.121%
2 5.317 338 345 351 rBV 100177 158504 9.13% 0.730%
3 5.793 418 426 435 rBvV 465164 771725 44.44% 3.555%
4 7.414 694 702 714 rBV 469180 845282 48.67%  3.894%
5 8.272 842 848 857 rVB 163873 273624 15.76%  1.260%
6 9.030 965 977 985 rBV 198264 355402 20.46% 1.637%
7 9.441 1040 1047 1054 rBV 281280 509115 29.32%  2.345%
8 10.499 1223 1227 1239 rVB2 19652 44349  2.55% 0.204%
9 11.098 1323 1329 1335 rBV 219187 405704 23.36% 1.869%
10 11.151 1335 1338 1344 rVB 17265 28262 1.63% 0.130%
11 11.897 1457 1465 1472 rBvV8 9200 25711 1.48% 0.118%
12 12.085 1487 1497 1509 rBV 16636 28953 1.67% 0.133%
13 12.738 1602 1608 1614 rVB 27851 47296 2.72% 0.218%
14 12.949 1638 1644 1651 rBV 29939 50081 2.88% 0.231%
15 13.407 1715 1722 1729 rVB4 12919 23914 1.38% 0.110%
16 13.513 1732 1740 1747 rVB 719140 1088323 62.67% 5.014%
17 13.689 1765 1770 1774 rBV 13794 23069 1.33% ©0.106%
18 13.731 1774 1777 1784 rVW3 14235 24237 1.40% 0.112%
19 13.801 1784 1789 1802 rVB7 17387 38502 2.22% 0.177%
20 14.060 1827 1833 1841 rVB5 13239 33420 1.92% 0.154%
21 14.206 1852 1858 1863 rBV2 32374 57219 3.29% 0.264%
22 14.259 1863 1867 1872 rVB 25118 39097 2.25% 0.180%
23 14.336 1877 1880 1884 rVB3 19442 25997 1.50% 0.120%
24 14.442 1893 1898 1900 rBV 17827 26844 1.55% 0.124%
25 14.471 1900 1903 1908 rVB5 14809 23269 1.34% 0.107%
26 14.606 1921 1926 1933 rVB3 11351 20016 1.15% 0.092%
27 14.718 1941 1945 1948 rVW5 17700 30478 1.75% ©.140%
28 14.882 1967 1973 1981 rVB 345786 538068 30.98% 2.479%
29 15.270 2033 2039 2045 rBv4 33199 62782 3.62% 0.289%
30 15.346 2047 2052 2057 rBV3 18313 35066 2.02% 0.162%
31 15.487 2070 2076 2081 rBV 18801 33285 1.92% 0.153%
32 15.540 2081 2085 2089 rVB3 11935 18655 1.07% 0.086%
33 15.658 2098 2105 2108 rBv4 25617 49990 2.88% 0.230%
34 15.693 2108 2111 2117 rVB4 26692 40333  2.32% 0.186%
35 15.910 2142 2148 2154 rBV3 28260 50612 2.91% 0.233%
36 16.093 2174 2179 2183 rBV2 12929 23341 1.34% 0.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acqg On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.198 2188 2197 2207 rBV5 24672 54549  3.14% 0.251%
38 16.292 2209 2213 2219 rBv8 10643 25973 1.50% 0.120%
39 16.357 2219 2224 2233 rW 549365 845414 48.68% 3.895%
40 16.568 2251 2260 2274 rVB3 61219 146708 8.45% 0.676%
41 16.709 2274 2284 2289 rBV7 19548 47112 2.71% ©0.217%
42 16.768 2289 2294 2301 rVB7 11374 20618 1.19% 0.095%
43 16.915 2315 2319 2323 rVBS8 10926 18159 1.05% 0.084%
44 16.980 2326 2330 2340 rBvVv8 17595 35543 2.05% 0.164%
45 17.138 2351 2357 2362 rBV6 23748 56157 3.23% ©.259%
46 17.268 2375 2379 2384 rBv4 15793 26837 1.55% 0.124%
47 17.332 2387 2390 2396 rVV2 28735 46633 2.69% ©0.215%
48 17.391 2397 2400 2404 rVB4 17038 20917 1.20% ©.096%
49 17.479 2411 2415 2419 rBV3 21747 30859 1.78% 0.142%
50 17.544 2423 2426 2431 rVB4 12804 19028 1.10% 0.088%
51 17.614 2432 2438 2443 rBV 411544 674018 38.81% 3.105%
52 17.661 2443 2446 2452 rVB 90295 128786 7.42% 0.593%
53 17.749 2458 2461 2465 rBV3 13370 18590 1.07% 0.086%
54 17.967 2494 2498 2503 rBv4 23183 41368 2.38% ©0.191%
55 18.078 2513 2517 2522 rVB3 32243 45392  2.61% 0.209%
56 18.214 2536 2540 2544 rBv4 29592 37972 2.19% 0.175%
57 18.472 2580 2584 2591 rBV2 269329 484388 27.89%  2.231%
58 18.666 2614 2617 2622 rVV3 37389 56233 3.24% 0.259%
59 18.713 2623 2625 2629 rVB 35185 36563 2.11% 0.168%
60 18.760 2629 2633 2641 rBV 65720 120108 6.92% ©.553%
61 18.895 2653 2656 2662 rVB3 = 22643 30377 1.75% ©.140%
62 18.954 2663 2666 2672 rVB3 29804 61978 3.57% 0.286%
63 19.148 2696 2699 2703 rVB3 24960 31901 1.84% 0.147%
64 19.377 2734 2738 2744 rBV2 66002 127857 7.36% ©.589%
65 19.477 2752 2755 2758 rVB 25444 27018 1.56% 0.124%
66 19.647 2780 2784 2790 rVB 125195 187970 10.82% 0.866%
67 19.724 2794 2797 2807 rVB2 90677 152642 8.79% ©.703%
68 19.941 2831 2834 2837 rBV2 36705 44025 2.54%  0.203%
69 20.006 2841 2845 2852 rVB 112252 170436 9.81% 0.785%
70 20.188 2871 2876 2881 rVB 1197606 1548302 89.15% 7.132%
71 20.446 2916 2920 2922 rBV2 72744 108390 6.24% 0.499%
72 20.963 3006 3008 3013 rVB 64884 76866 4.43% 0.354%
73 21.486 3093 3097 3105 rVB 378860 576974 33.22% 2.658%
74 21.892 3159 3166 3172 rBV 431713 814209 46.88% 3.751%
75 22.309 3234 3237 3244 rVB2 69330 109618 6.31% 0.505%

76 22.691 3298 3302 3304 rBV2 108072 162443 9.35% 0.748%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acqg On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 23.431 3421 3428 3429 rBV3 119561 250918 14.45% 1.156%
78 23.789 3482 3489 3502 rVB 569633 1149538 66.19% 5.296%
79 24.271 3564 3571 3576 rBV 212715 453607 26.12% 2.090%
80 24.342 3576 3583 3602 rVB 620414 1736661 100.00%  8.000%
81 25.282 3735 3743 3754 rVB2 254649 774853 44.62%  3.569%
82 25.828 3828 3836 3848 rVB2 226476 625059 35.99% 2.879%
83 26.474 3937 3946 3958 rVB3 280623 927471 53.41% 4.273%
84 26.615 3962 3970 3994 rVB2 153880 684929 39.44%  3.155%
85 28.760 4326 4335 4350 rVB 130338 483243 27.83%  2.226%

86 29.741 4493 4502 4517 rVB5 320586 1475731 84.98% 6.798%

Sum of corrected areas: 21707755
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055281.D\data.ms

1200000
1000000
800000

600000
5.793 7.414

400000

9.441
11.098
200000 8.272 9.030
5.317

3.854 10499 11151  1159p85 12.1384

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055281.D\data.ms

20.188
1200000

1000000

800000 13.513

600000 16.357 21.4881:892

400000
22.691

0.446 20.963 22.309

ARG EHHARER0E 3 g
O L B D B L e e o L e e e
Time--> 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: BG055281.D\data.ms

200000

1200000
1000000
800000 24.342

600000

400000 25.282 26.474 29.741

25.828
.615

200000 28.760

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.317 11.59 ng 158504  1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 345 (5.317 min): BG055281.D\data.ms (-338) (-) m/z 43.00 100.00%

43.0
59.0
5000
1oL 500520540560
‘ 83.0 SO T
o——1— e m/z 59.00  58.26%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B B B B
5.00 5.20 5.40 5.60
59.0 m/z 101.00  20.12%
27.0 83.0 101.0
O \\\‘\“\H\\“H}\\‘1‘\\\\“\.r\r“‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9501: n-Propyl t-butyl ether
59.0
AREmmaREE
5.00 5.20 5.40 5.60
m/z 58.00 17.06%
5000 410 101.0 /
15.0 ‘
O — ‘M “H‘ Sl eso | m7o
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R ARmEE SN TS
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.98%
5000 41.0
0 \H\‘ \‘M ‘ 12\6'0 142.0
-1 e AREmmE T
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60

8270-BG102422.M Wed Nov 02 14:15:09 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Naphthalene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.949 2.47 ng 50081 Naphthalene-d8 11.104
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 Cl1H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 Cl1H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 Cl1lH1ie 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1lH1e 002443-46-1 87
Abundance Scan 1644 (12.949 min): BG055281.D\data.ms (-1638) (- | m/z 142.00 100.00%
14p.0
5000 115.0
=
391 629 890 13.00
0 \‘\\\\‘\\\1“\\\H“\\1‘\‘1‘\‘\\“‘\M\‘\\‘M\\\wimmmmwuu“, ‘m,u m/z 141.00 97.22%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 T
115.0 13.00
m/z 115.00 38.68%
51.0 ‘71‘.0 8?.0 H
O\‘\H\‘\H\‘\H\“\H}‘iH\i\\”\\‘\\!‘\‘\\H‘HH‘\‘\}\‘HM‘HH"\H’H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl-
142.0
O W Y Y
13.00
m/z 143.00 10.92%
5000 115.0
390 930 890 Il
Ottt e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- -
141.0 13.00
m/z 139.00 10.58%
5000 115.0
39.0 630 89.0
O brprrerrrreerle it erebe el L
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Dodecane, 2,7,10-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.568 4.35 ng 146708  Phenanthrene-di0 17.614
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 72
5 Tridecane, 7-methyl- 198 C14H3e 026730-14-3 68
Abundance Scan 2260 (16.568 min): BG055281.D\data.ms (-2251) (- | m/z 57.00 100.00%
57.0
U \
‘ ‘ 113.0 5501830 16.50
o“_qu‘hﬂh‘mmwuﬁwu‘_HWHMWMH‘HHMH‘_HWH‘WH m/z 71.00  79.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 oy :
16.50
m/z 43.00 54.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
16.50
5000 m/z 85.00 27.77%
113.0
o IO b L | 15a0tBS,  2ss00en
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl- e ‘
57.0 16.50
m/z 41.00 24.79%
B MM/\«AMJW
27.0 ‘ 113.0
Ot 1690 2070 o
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.472 14.37 ng 484388  Phenanthrene-d10 17.614
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2584 (18.472 min): BG055281.D\data.ms (-2580) (- | m/z 73.00 100.00%
73.0
43.0

5000
128.9

n

=
‘17?--1‘ ‘ 21“3'1 256.1 18.50
Lol ‘h‘\\ |
el

‘ d BN m/z 60.00 87.87%

m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T
18.50

o

o

97.0 1710 2130 256.0 m/z 43.00 83.71%
) ‘HMHMLMM‘W J‘L‘j J‘ H‘L‘H “L“ —
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—
18.50
5000 129.0 m/z 57.00 69.50%
‘ 199.0 2420
0L— ‘\‘ w ‘H‘M h!\ ‘\HM“H Hhu\ M\ il “‘ ‘l‘Gﬂ‘q‘ . ‘i A “\ o
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid 7
73.0 18.50

m/z 55.00 65.22%

43.0
5000
129.0
1710 2140
léph L‘A 1 ‘ \ L

——
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 N-Hexadecylpyridinium bromide  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.760 3.56 ng 120108 Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-Hexadecylpyridinium bromide 383 C21H38BrN 000140-72-7 58
2 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 58
3 Heptadecane, 1-bromo- 318 C17H35Br 003508-00-7 58
4 Tritetracontane 605 C43H88 007098-21-7 53
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 53

Abundance Scan 2633 (18.760 min): BG055281.D\data.ms (-2629) (- | m/z 57.00 100.00%
57.0

5000

18.50 19.00
OL———thpld m/z 43.00 81.80%

miz--> 50 100 150 200 250 300
Abundance #289947: N-Hexadecylpyridinium bromide
43.0
135.0

5000 ' UL RN
9.0 18.50 19.00

m/z 71.00 67.02%

O — m h \m‘ h ‘H y \‘ \‘\ “1§? 9 ™ ?25 O 261 ‘0‘ :‘3?4‘0‘ .
m/z--> 50 100 150 200 250 300
Abundance #168308: Tetradecane, 1-bromo-
57.0

149.0 195.0

135.0 18.‘50 19.‘00
5000 m/z 41.00 53.38%
N “ Lol | . 19702330 2760
miz--> 50 100 150 200 250 300
Abundance #222066: Heptadecane, 1-bromo- e e
57.0 18.50 19.00

m/z 55.00  38.85%

5000
1370
15.0 ‘ 179.0  239.0275.0 316.C
L :

u w‘ ‘H Il ‘
(e T — T — T
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phenanthrene, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.377 3.79 ng 127857  Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 83
2 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 83
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 70
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 64
5 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 64
Abundance Scan 2738 (19.377 min): BG055281.D\data.ms (-2734) (-~ | m/z 57.00 100.00%
51.0 206.0
5000 85.0
‘ 19.00 19.50
113.0 178. . .
140.9 252.0
Obrerrefherbyilia by 2810 m/z 206.00 84.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 ¢ —
19.00 19.50
101.0 m/z 43.00 62.61%
02’\7\9‘H\6\‘:,’!\()H‘\1‘\‘!““[H\]_‘\9\0‘\\\].\‘6?\(\)‘\\“\“‘“\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
— ——
19.00 19.50
5000 m/z 71.00 60.77%
2.0
o0 30 1% 13701650 | M\MM
R R L e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82933: 9,10-Dimethylanthracene — ——
206.0 19.00 19.50
m/z 85.00 46.44%
- MMV
EaaEaa e A — ——
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.724 4.53 ng 152642  Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2797 (19.724 min): BG055281.D\data.ms (-2794) (- | m/z 43.00 100.00%

43.0
5000 129.0
1851 2411 e —
‘ ‘ ‘ 284.1 19.50 20.00
ob—— \‘ I p I M‘H\ ‘\h‘\ L ‘m " ‘\ L “‘H T ‘\‘ " “m‘ m/z 73.00 99.90%
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
5000 —— ——
129.0 19.50 20.00
83.0 ' 2840 m/z 60.080 90.13%
‘ ‘ 185.0 2410
01?-9 ‘\‘ H‘ H‘H‘ M‘h‘h ‘M\‘M; N - Lo M- “ R
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
73.0
41.0
— —
19.50 20.00
5000 129.0 m/z 57.00 82.03%
‘ 199.0 2420
oL— ‘\‘ M \HH\‘\ HhH\ \\‘\ il “ ‘1‘61‘(?“ ‘i — “\ R
miz-> 100 150 200 250
Abundance #109279: Tetradecanoic acid — —
73.0 19.50 20.00
41.0 m/z 55.00 78.32%
5000 129.0
185.0
H 228.0
0 ; ““ m H‘ Mh” \‘\H \\ " ‘\‘ \‘ - \‘ — L‘ — — ——
m/z--> 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32

Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Z-5-Nonadecene Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
20.446 2.66 ng 108390  Chrysene-d12 21.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 98
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 98
3 Cyclohexadecane 224 C16H32 000295-65-8 96
4 Cyclopentadecane 210 C15H3e 000295-48-7 96
5 1-Octadecene 252 C18H36 000112-88-9 96

Abundance Scan 2920 (20.446 min): BG055281.D\data.ms (-2916) (- | m/z 55.00 100.00%
55.0
97.0
5000
216.1 ——
20.50
o) L, ‘u‘ oy H“” ‘\‘\ i HH Ly ;‘ \ﬁu\u“ w\“u \“2\‘5\2}‘ " ??5‘]" . ?’?4“ m/z 57.00 89.20%
m/z--> 50 100 150 200 250 300 350
Abundance #155962: Z-5-Nonadecene
55.0 97.0
5000 T
20.50
266.0 m/z 69.00 86.63%
O T “‘\H“\‘ “‘\*\‘h “\]\.8202240\ \L\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138525: 3-Octadecene, (E)-
69.0
——
20.50
5000 m/z 83.00 84.20%
29.0 11.0
oL “\ R R —
miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane —
55.0 20.50
m/z 43.00 81.34%
97.0
5000
3 2240
m/z--> 100 150 200 250 300 350 20.50

8270-BG102422.M Wed Nov 02 14:15:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.486 14.17 ng 576974  Chrysene-d12 21.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3097 (21.486 min): BG055281.D\data.ms (-3093) (- | m/z 57.00 100.00%
57.0

5000 J\JL
e
L1§£6:1 2280 3409 21.50
ol MDY S 340 e M/Z 43.00 82.34%
m/z--> 0 50 100150200 250 300 350 400 450 500 550 600 650
Abundance #155959: 1-Nonadecene
57.0
5000 T
21.50
m/z 55.00 74.34%
?9.0 26T.o /
O‘\H‘JH\HJH]\“A\‘!#\“WH%[\l\H‘HH’HH‘HH’HH‘\H\’HH‘HH’H

m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
—
21.50
5000 ITI/Z 83.00 67.16%
oLl % 0,220 3600 648.
et S et et e e e
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #273800: 1-Hexacosene —
57.0 21.50
m/z 69.00 61.90%
5000
9.0
0 \‘ ‘u }‘ l | .210'0 292'0364'0
RRA SRR e e e e LAl ARRAARARERARR R RARARES —
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 16-Heptadecenal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.309 2.69 ng 109618  Chrysene-d12 21.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1010144-57-9 93
2 Pentadecanal- 226 C15H300 002765-11-9 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Heptadecanal 254 C17H340 1000376-70-0 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
Abundance Scan 3237 (22.309 min): BG055281.D\data.ms (-3234) (- | m/z 57.00 100.00%
57.0
96.0
5000
217.0 — ——
‘ m 170 ‘ 2679 3231 22.00 22.50
oL ol o, | \u | ‘\h‘\mwm iy m m\ Ay VAT TN m/z 82.00 85.88%
mfz--> 50 100 150 200 250 300
Abundance #138488: 16-Heptadecenal
82.0
43.0
5000 — e
22.00 22.50
m/z 43.00 81.15%
%2?0 207.0 25‘2.0
O\\\\‘\\\\\\H\‘\\\\“‘\\‘H\\“\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #107139: Pentadecanal-
2.0
4 ‘ T T ‘ T
22.00 22.50
5000 m/z 55.00 69.25%
24.0
ok ‘ m“““““‘\\\\‘\\\\‘\\\\‘\\\\ WJ\
miz--> 100 150 200 250 300
Abundance #158566: Octadecanal “ —
43.0 22.00 22.50
m/z 96.00 57.63%
82.0
5000
A et o o
ol Hw‘“‘wu_‘”_uuw,‘H‘_‘H — ——
m/z--> 100 150 200 250 300 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.691 3.99 ng 162443  Chrysene-d12 21.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3302 (22.691 min): BG055281.D\data.ms (-3298) (- | m/z 57.00 100.00%

57.0
5000

——
13.0 22.50 23.00
165.0
(- “‘ “‘ L2650 253030313550 7100 68.81%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——
22.50 23.00

m/z 43.00 66.51%

0 \l\ ‘ ”\ hl‘ I‘ 1y 1690 225.0 296.0
‘\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl-

57.0

T
22.50 23.00

5000 m/z 85.00 49.,41%
295.0
13.0
o Ll e | s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T —
57.0 22.50 23.00

m/z 55.00  26.92%

o

ﬂ‘ ] ﬁ ,169.0 225.0 281.0 338.0

Y B Bn — e
miz--> 0 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Lupeol, methyl ether Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.431 6.16 ng 250918 Chrysene-di12 21.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Lupeol, methyl ether 440 C31H520 025279-38-3 46
2 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 41
3 (4E,8E,13E)-1-(2-Hydroxyethyl)-1... 276 C19H320 1000426-96-0 30
4 Trilostane 329 C20H27N03 013647-35-3 25
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 22

Abundance Scan 3428 (23.431 min): BG055281.D\data.ms (-3421) (- | m/z 69.00 100.00%

69.0 121.0
5000 189.1
440.: ——
‘ 256.0 329.1 23.50
| m/z 55.60  98.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #322339: Lupeol, methyl ether
95.0 189.0
5000{ 41. e
23.50
440.( m/z 43.00 94.39%
257.0  329.0 393.0
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #82903: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
——
1.0 23.50
5000 ITI/Z 121.00 92.40%
AL s
oLl e
m/z--> 50 100 150 200 250 300 350 400

Abundance #168909: (4E,8E,13E)-1-(2-Hydroxyethyl)-1,5,9-trimethyl T
.0

81 23.50
m/z 57.00 91.48%
18.0
5000
149.0
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Hexacosanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.789  29.67 ng 1149540  Perylene-d12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Pentadecanal- 226 C15H300 002765-11-9 91
5 Tetracosanal 352 C24H480 057866-08-7 91
Abundance Scan 3489 (23.789 min): BG055281.D\data.ms (-3482) (- | m/z 57.00 100.00%
57.0
— —
H 38.0 23.50 24.00
oL ALA] 1 o 2080 254029403343 ./, 43.00  86.99%
m/z--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosana
57.0
96.0
5000 — ——
23.50 24.00
m/z 82.00 77.37%
362.0
O T ‘\ ‘\“‘\‘!‘1 ‘h m“ ﬂﬁ\ “‘\ ‘H \1\8\0\0‘ T \2\5?\0\ \\30‘6\9\ T ‘ \‘\ T
miz--> 50 100 150 200 250 300 350
Abundance #158568: Octadecana
43.0 82.0
— =
23.50 24.00
5000 m/z 55.00 66.16%
110, ee0 200
0 ““‘ ‘\ ‘umh‘ “\‘“‘h Hu d‘\‘ } ‘\“‘ ‘\‘ . l e e
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- — —
43.0 82.0 23.50 24.00
m/z 83.00 50.78%
5000
24.0
L ‘H | || | 166.0208.0250.0
oL LB L S —— —
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32

Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Libra

ry

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Tetradecane, 4-ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.271 11.71 ng 453607  Perylene-d12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane, 7-propyl- 226 Cl6H34 055045-09-5 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 3571 (24.271 min): BG055281.D\data.ms (-3564) (- | m/z 57.00 100.00%
57.0
5000 &Kvww/\f\\vxk/\
—— —
‘ | 9‘0 410 1971 24.00 24.50
ol A b d i1y 40 197123812800 3249 /7 7100  68.80%
m/z--> 50 100 150 200 250 300 350
Abundance #107225: Tetradecane, 4-ethyl-
43.0
5000 85.0 T T
24.00 24.50
m/z 43.00 58.61%
127.0 197.0
O\\\‘“\‘\“\M\“\\‘\\‘\\\H\H\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
24.00 24.50
5000 m/z 85.00 52.23%
9.0
41.0
olso | | 11| 1010250 2980
m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl- T T
43.0 24.00 24.50
m/z 55.00 23.34%
5.0
5000
140.0
ol | a0 L
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.342 44.83 ng 1736660  Perylene-d12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Tetracosene 336 (C24H48 010192-32-2 93
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3583 (24.342 min): BG055281.D\data.ms (-3576) (-~  m/z 57.00 100.00%
97.0
5000
— —
‘ %39,1 1821 24.00 24.50
ol BRI ALy, 282 296.029513362 /7 g3.00  91.54%
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 = e
24.00 24.50
25.0 m/z 55.00 88.72%
O T \“\‘ ‘\““ T ‘!‘f \“ “ “‘ ‘h “\6?\0\2‘199\ T ‘ \2\89.\0‘ L ‘ T
miz—-> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
24.00 24.50
5000 m/z 43.00 84.55%
39.0
ols0 )| m‘u L % |2 182022402660
m/z--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene — —
55.0 97.0 24.00 24.50
m/z 97.00 83.70%
5000
| | ngo 336.0
B SERARS
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Oxirane, heptadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.828 16.13 ng 625059  Perylene-di12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 Tetracosanal 352 (C24H480 057866-08-7 91
4 (Z)-14-Tricosenyl formate 366 (C24H4602 077899-10-6 90
5 Octadecanal 268 C18H360 000638-66-4 90
Abundance Scan 3836 (25.828 min): BG055281.D\data.ms (-3828) (- | m/z 57.00 100.00%
57.0
5000 1.0 A._j\d\
— —
‘ 37.0 25.50 26.00
ol i A4 by e 207:92501201.03341 390 ;0 43,00 83.36%
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41,
5000 — —
25.50 26.00
m/z 82.00 79.81%
24.0
L h dl W | 166.0 222.0264.0
O\\‘ “‘\U‘\“\“\“\‘\‘\\}\“‘\\‘\\‘\‘\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
82.0
41.0
— —
25.50 26.00
5000 m/z 55.00 64.35%
24.0
L \‘ ‘ | | 166.0208.0250.0
oL+ ““u‘hﬂﬂhﬂu‘:u T e e
m/z--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal — 7
57.0 25.50 26.00
m/z 83.00 56.40%
334.0
SERTLTEY \Hw lis002220 2180 FHO e
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
: BGB55281.D
: 25 Oct 2022 18:32
: CG/JU
: N5254-10
: 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Triacontane Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
26.474  23.94 ng 927471  Perylene-di12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Hexadecane 226 Cl6H34 000544-76-3 87
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 87
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 3946 (26.474 min): BG055281.D\data.ms (-3937) (- | m/z 57.00 100.00%
57.0

:

5000
H 26.50
ol d “‘mw‘u““1‘6‘3?‘1“2‘2‘5‘;_“39‘2"9‘3"?5"9”_”“‘ m/z 71.00 70.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane
57.0
5000 1
26.50
m/z 43.00 60.51%
O I ”\ \i\ \ h n‘ 69 O 225 0 281 0 337 0 42\20
\\\\‘ \\‘111![\\\\‘\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\

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

%

Abundance #345481: Dotriacontane, 1-iodo-
57.0
26.50
5000 ITI/Z 85.00 49,21%
oL m\ﬁ?fxzzso
e L e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107216: Hexadecane —
57.0 26.50
m/z 55.00 21.55%
5000 WWMNMWNM/\JN\MJ“WM
ol b LYY 1690 2260 -
m/z--> 50 100 150 200 250 300 350 400 450 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.616 17.68 ng 684929  Perylene-di12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Nonacos-1-ene 406 C29H58 018835-35-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3970 (26.615 min): BG055281.D\data.ms (-3962) (- | m/z 57.00 100.00%
57.0
— —
26.50 27.00
181.0 .
ol h bl w‘h‘ bda 2PE0227.0 28008269 4290 .. 43,00 80.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 — I
26.50 27.00
m/z 55.00 78.07%
0 \“\‘ ‘\““\1\‘\ \‘H“ “‘\“L\ “H“PZ\O\ T \2‘6\6\\0\ LANLAL AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0
—— —
26.50 27.00
5000 111.0 ITI/Z 83.00 77 .71%
| || 1670 406.0
ol A
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1 —— —
57.0 26.50 27.00
m/z 69.00 73.35%
111.0
5000
oL tilil 1670 2220 soso R
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acq On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
28.760  12.47 ng 483243 Perylene-d12 25.288
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oleyl alcohol, methyl ether 282 C19H380 1010352-68-0 91
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 E-11(13-Methyl)tetradecen-1-0l a... 268 C17H3202 1000130-80-4 90

Abundance Scan 4335 (28.760 min): BG055281.D\data.ms (-4326) (- | m/z 57.00 100.00%

57.0
5000

— ——
28.50 29.00
oLy w B e m/z 43.00  84.11%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
28.50 29.00

m/z 82.00 73.77%

L0 1000 200
O\\ “\\ \“‘\h\‘“\‘\’“\‘\}\“\‘\‘\‘\i\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176360: Oleyl alcohol, methyl ether

82.0

—T
28.50 29.00
5000 m/z 55.00  69.89%

o”w\umfﬂ [0 100?00
m/z--> 50 100 150 200 250 300 350 400

Abundance #287971: Hexacosanal T —
57.0 28.50 29.00

m/z 83.00 59.12%

5000
10.0
‘ 362.0
h

oL, ||, 1800 2500 3060 °*
Ty

T —
m/z--> 50 100 150 200 250 300 350 400 28.50 29.00

5000] 29, — T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55281.D

Acqg On : 25 Oct 2022 18:32
Operator : CG/JU

Sample : N5254-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.317 11.6 ng 158504 1  8.272 273624 20.0
Naphthalene, 2-... 12.949 2.5 ng 50081 2 11.104 405704 20.0
Dodecane, 2,7,1... 16.568 4.3 ng 146708 4 17.614 674018 20.0
n-Hexadecanoic ... 18.472 14.4 ng 484388 4 17.614 674018 20.0
N-Hexadecylpyri... 18.760 3.6 ng 120108 4 17.614 674018 20.0
Phenanthrene, 2... 19.377 3.8 ng 127857 4 17.614 674018 20.0
Octadecanoic acid 19.724 4.5 ng 152642 4 17.614 674018 20.0
Z-5-Nonadecene 20.446 2.7 ng 108390 5 21.892 814209 20.0
1-Nonadecene 21.486 14.2 ng 576974 5 21.892 814209 20.0
16-Heptadecenal 22.309 2.7 ng 109618 5 21.892 814209 20.0
Heneicosane 22.691 4.0 ng 162443 5 21.892 814209 20.0
Lupeol, methyl ... 23.431 6.2 ng 250918 5 21.892 814209 20.0
Hexacosanal 23.789 29.7 ng 1149540 6 25.288 774853 20.0
Tetradecane, 4-... 24.271 11.7 ng 453607 6 25.288 774853 20.0
Behenic alcohol 24.342 44.8 ng 1736660 6 25.288 774853 20.0
Oxirane, heptad... 25.828 16.1 ng 625059 6 25.288 774853 20.0
Triacontane 26.474 23.9 ng 927471 6 25.288 774853 20.0
1-Heneicosanol 26.616 17.7 ng 684929 6 25.288 774853 120.0
Oxirane, hexade... 28.760 12.5 ng 483243 6 25.288 774853 20.0
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