LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acqg On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13261.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.334 21 25 31 rVB 139546 170025 0.46% 0.092%
2 3.764 95 98 113 rBV 1501947 2234627 6.10% 1.206%
3 4.087 150 153 163 rVB 54343 73589 0.20% 0.040%
4 5.040 309 315 320 rBv4 25648 48482 0.13% 0.026%
5 5.264 348 353 366 rvB 70218 123310 ©0.34% 0.067%
6 6.616 576 583 591 rVB 389304 577508 1.58% ©.312%
7 6.922 625 635 641 rBV7 35693 68436 ©0.19% 0.037%
8 7.105 660 666 676 rBV 2035666 3236026 8.83% 1.746%
9 7.269 688 694 707 rVB 1702734 2665513 7.27% 1.438%
10 7.475 722 729 738 rBV 2219798 3388538 9.24% 1.829%
11 7.946 801 809 816 rBV 2402723 3777844 10.31% 2.039%
12 8.658 922 930 940 rBV 2056360 3314427 9.04% 1.789%
13 9.110 999 1007 1018 rBV 1978629 3347795 9.13% 1.807%
14  9.269 1029 1034 1041 rVB6 21983 40262 0.11% ©0.022%
15 9.516 1070 1076 1084 rBV 57456 98826 0.27% 0.053%

16 9.840 1122 1131 1143 rBV 1706113 2858303 7.80%
17 10.069 1164 1176 1177 rVBS 26842 58642  0.16%
18 10.381 1215 1223 1236 rBV 2644230 4482273 12.23%

P NNO R
IS
=
o
R

19 10.757 1279 1287 1295 rBV 3264685 5341938 14.57% 883%
20 10.899 1304 1311 1329 rBV 1880527 3238367 8.83% 748%
21 12.163 1522 1526 1533 rBV2 32823 49933 0.14% 0.027%
22 12.340 1552 1556 1562 rBV 41275 71430 0.19% 0.039%
23 13.398 1730 1736 1741 rVWV 71426 120463 0.33% ©0.065%
24 13.457 1741 1746 1752 rVV4 58680 98792 0.27% ©.053%
25 13.510 1752 1755 1760 rVv3 26421 49157 0.13% 0.027%
26 13.904 1817 1822 1829 rBV 240845 347491 ©.95% 0.188%
27 13.993 1829 1837 1846 rBV 4332119 5998505 16.36%  3.237%
28 14.110 1853 1857 1862 rVB6 43015 61203 ©0.17% ©.033%
29 14.281 1879 1886 1895 rBV 5079058 7363319 20.09% 3.973%
30 14.422 1904 1910 1915 rBV3 53713 84287 0.23%  0.045%
31 14.469 1915 1918 1923 rVB2 40355 55913  0.15% 030%
32 14.540 1925 1930 1932 rBv4 57254 81623  0.22% 044%

33 14.587 1932 1938 1945 rVV 4473384 6538930 17.84%
34 14.651 1945 1949 1953 rVV2 153669 259029 0.71%
35 14.692 1953 1956 1961 rVB5 63237 99758 0.27%
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Ul
N
°)
R

36 14.787 1966 1972 1977 rBV 1258559 1973351 5.38% 1.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acqg On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
37 14.828 1977 1979 1990 rVB2 336420 529629 1.44% 0.286%
38 14.940 1995 1998 2003 rVV5 49802 77984 0.21% 0.042%
39 14.992 2003 2007 2012 r\VV4 60343 102894 0.28% 0.056%
40 15.040 2012 2015 2020 rVV5 35245 57305 ©0.16% 0.031%
41 15.498 2084 2093 2100 rBV 266691 395350 1.08% 0.213%
42 15.581 2100 2107 2119 rBV 6201208 8854523 24.16% 4.778%
43 15.698 2121 2127 2136 rBV 1213069 1689693 4.61% 0.912%
44 15.822 2144 2148 2155 rVB5 55136 86081 0.23% 0.046%
45 15.945 2164 2169 2177 rVB 1290017 1740059 4.75% 0.939%
46 16.028 2178 2183 2184 rBvV 169074 197254 0.54% 0.106%
47 16.051 2184 2187 2197 rVB4 212501 364516 ©.99% 0.197%
48 16.157 2199 2205 2211 rBV 402971 561546 1.53% 0.303%
49 16.516 2262 2266 2272 rVB3 52248 77105 0.21% 0.042%
50 16.728 2298 2302 2307 rBvV 120271 170904 0.47% 0.092%
51 17.092 2360 2364 2367 rBv6 23783 36660 ©0.10% 0.020%
52 17.134 2369 2371 2381 rVB10O 24383 56790 0.15% 0.031%
53 17.228 2383 2387 2392 rBV2 68730 103542 ©.28% 0.056%
54 17.292 2394 2398 2401 rBV3 47822 72462 0.20% 0.039%
55 17.345 2401 2407 2417 rVV 4458955 6649764 18.14% 3.588%
56 17.445 2417 2424 2431 rVV 5507342 7680121 20.95% 4.144%
57 17.504 2431 2434 2438 rVB2 52866 69113 0.19% 0.037%
58 17.698 2463 2467 2469 rBV5 57524 72940 0.20% 0.039%
59 18.092 2530 2534 2540 rBV2 120820 227073 0.62% 0.123%
60 18.157 2542 2545 2550 rVVW2 131314 181687 ©.50% 0.098%
61 18.216 2550 2555 2569 rBV 1697216 2491553 6.80% 1.345%
62 18.504 2601 2604 2608 rBV6 37498 66590 0.18% 0.036%
63 18.551 2608 2612 2619 rVW3 96171 175696 ©.48%  0.095%
64 19.251 2729 2731 2737 rVB 80794 103440 0.28% 0.056%
65 19.333 2738 2745 2746 rBV4 221093 438174 1.20% 0.236%
66 19.445 2761 2764 2777 rVB 239820 354137 0.97% 0.191%
67 19.680 2798 2804 2813 rBV 6465636 8816702 24.05% 4.758%
68 21.127 3046 3050 3060 rBV 1532253 1972425 5.38% 1.064%
69 21.433 3097 3102 3107 rBV 5061971 6593543 17.99% 3.558%
70 22.704 3314 3318 3327 rVB 1288077 1951441 5.32% 1.053%
71 23.127 3386 3390 3396 rBV2 957573 1486380 4.06% 0.802%
72 23.757 3490 3497 3512 rVB2 4940411 10809189 29.49% 5.833%
73 23.916 3518 3524 3538 rVB2 3550789 7443786 20.31% 4.017%
74 24.533 3624 3629 3636 rVB 1381962 2861722 7.81% 1.544%
75 24.633 3641 3646 3659 rVB 1022220 2681858 7.32% 1.447%

76 27.462 4120 4127 4148 rVB3 2073082 7958217 21.71% 4.294%

SFAM-EPA-BP120722.M Fri Dec 23 16:17:13 2022 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acqg On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
77 28.509 4293 4305 4324 rVB2 8724525 36654614 100.00% 19.780%

Sum of corrected areas: 185312377

SFAM-EPA-BP120722.M Fri Dec 23 16:17:13 2022 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013261.D\data.ms
1le+07

8000000
6000000

4000000
10.757
10.381
7.946
7.475
7. 8.658
2000000 3764 369 9.110 9.840 899

3.334 4.087 5.040264 6.616 o5 269.516 /(10.069

Y O
O T ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ’ T T \ ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ T ‘ T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP013261.D\data.ms
1le+07

8000000

19.680
15.581
6000000 17.445

17.345
4000000

18.216

5 688,945
1218340 Q&{Mﬁ 504398133)JL 199}%J L,/\J

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 1950 20.00

Abundance TIC: BP013261.D\data.ms
1e+07 28.509

2000000

8000000

6000000

4000000 27.462

%% %%s

21.127 22.10453 197
2000000

0\ L ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 .alpha.-Pinene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.616 3.06 ng/ul 577508 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-Pinene 136 C1oH16 000080-56-8 94
2 .alpha.-Pinene 136 C1oH16 000080-56-8 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOHl6 004889-83-2 94

4 trans-.beta.-Ocimene 136 C10H16 003779-61-1 91
5 3-Carene 136 C10H16 013466-78-9 91

Abundance Scan 583 (6.616 min): BP013261.D\data.ms (-576) (-) m/z 93.05 100.00%

3

N

5000
Rmmas e e R
H \ ‘ 6.20 6.40 6.60 6.80 7.00
O dfihlil, 2091 280.9340.8400.8 489.4548. ;o1 09  44.70%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #18027: .alpha.-Pinene
93.0
5000 L B LA R
6.20 6.40 6.60 6.80 7.00
H m/z 92.00 37.13%
O‘\‘\lJ}h\‘U\\Wl “h\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene
93.0
EERERREEEE SRS
6.20 6.40 6.60 6.80 7.00
5000 m/z 76.95 32.33%
o} \,MH\ ‘l\\p““_HWHw‘m‘Hwww_ww_
m/z--> O 50 100 150 200 250 300 350 400 450 500 550

Abundance #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- AR AR EEECSE R
93.0 6.20 6.40 6.60 6.80 7.00

m/z 79.00  26.50%

5000

%

o_m,‘“wh“w‘“Wm_m‘mwmwu_m_m_uw e e SRR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550  6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.945 5.32 ng/ul 1740060  Acenaphthene-d10 14.587
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2169 (15.945 min): BP013261.D\data.ms (-2164) (- m/z 105.00 100.00%
105.0
182.1
5000
e
39 16.00
ool g | 267.1327.0 4019 4889 sz 77.00  68.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000 U
16.00
m/z 182.05 56.17%
O \2\7‘\-‘\0}\\d\\‘\\\\‘h\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
T
182.0 16.00
5000 ' m/z 51.00 27.23%
L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 J\
Abundance #56922: Benzophenone —
105.0 16.00
m/z 50.00 9.20%
5000 182.0
0 27.0‘ 1 |
e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.216 7.49 ng/ul 2491550  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2555 (18.216 min): BP013261.D\data.ms (-2550) (- m/z 73.00 100.00%
73.0
5000 WL
213.2 —— —
m } \ 18.00 18.50
ol AL I A_Hm L1 2810 3549 431048915481 /7 43.10 91.88%
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 ]
18.00 18.50
“ 213.0 m/z 60.00 87.64%
O‘\\\ “ \L’[;l\”\l L\\!\\“\\‘\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
— —
18.00 18.50
5000 m/z 41.10 71.44%
129.0
ol |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 57.10 71.17%
5000 256.0
129.0
IR TR T S
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\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.127 5.98 ng/ul 1972430  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 n-Tetracosanol-1 354 (C24H500 000506-51-4 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3050 (21.127 min): BP013261.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1
" AAL
1%5 X —
21.00 21.50
207.0 281.1
-t} L et 0028289489, 1549 T 43,10 94.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 S —
21.00 21.50
’ m/z 55.10 90.38%
O\\J\l\‘J\\\\‘\\\\‘]\_\8%‘0\\\\‘2\\8\0\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
—— —
21.00 21.50
5000 m/z 83.10 81.83%
125.0
ol LH ‘ | L. 1950 2600 %00
R I o e A RRERE s o e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecy! ester — ——
43.0 21.00 21.50
m/z 97.10 73.77%
5000
111.0
o UL aseo S (S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Z:
BP013261.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP122222\

: 23 Dec 2022 00:43
: CG/JU
: N6015-20

: 28  Sample Multiplier: 1

hod :

le

ry

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: 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 5 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.704 5.24 ng/ul 1951440  Perylene-d12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraen-1-0l1, ... 332 C22H3602 061691-98-3 78
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 trans-Farnesol 222 (C15H260 000106-28-5 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50

Abundance Scan 3318 (22.704 min): BP013261.D\data.ms (-3314) (- m/z 69.10 100.00%

69.1
5000

137.1
Obrkphidully 2031 2811 367.3 4611 5352 .. 8116  49.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 — -
22.50 23.00

m/z 41.10 26.05%

137.0
obosidilyy ], 2030 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239663: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetre
69.0

T
22.50 23.00
5000 m/z 95.10  12.84%

136.0
ALy 20ES 2r0ss2o
A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol ——
69.0 22.50 23.00
m/z 67.10 10.62%

- ﬂfh
l 137.0
| \” ul Jﬂ 1

208.0
O 2 —

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

B
2
. C
: N

2

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\

P013261.D

3 Dec 2022 00:43
G/JU

6015-20

8 Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
23.127 3.99 ng/ul 1486380  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 94
2 Octadecane 254 C18H38 000593-45-3 94
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 94
4 Docosane 310 C22H46 000629-97-0 93

5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 3390 (23.127 min): BP013261.D\data.ms (-3386) (- m/z 57.10 100.00%
57.1
o o
|| 472 193.0252.1 23.00 2350
ob bl L1, 19302521  356.04160476.9535.1 [/, 71.19  63.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 —— —
23.00 23.50
m/z 43.10 62.88%
LS asro_ameo
O\‘\l\‘\l\\‘\‘\l\‘\{‘A\'\\‘\“f\\T‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141058: Octadecane
57.0
P e
23.00 23.50
5000 ITI/Z 85.10 46 .54%
“ FEIO 197.0254.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212289: Pentadecane, 8-heptyl- e —
57.0 23.00 23.50
m/z 55.10 23.66%
210.0
5000
127.0
‘\ | \l 310.0
b e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50

SFAM-EPA-BP120722.M Fri Dec 23 16:17:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.533 7.69 ng/ul 2861720  Perylene-d12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Tetracosane 338 (C24H50 000646-31-1 96
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Octadecane 254 C18H38 000593-45-3 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3629 (24.533 min): BP013261.D\data.ms (-3624) (- m/z 57.10 100.00%
57.1
L \
||| 1271 1072 2661 24.59
o"u‘HHJ"nhwm"‘H‘Gf’u"“355“1‘4‘1‘5“1‘_“‘9‘1“1‘5‘4?‘ m/z 71.18  68.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
5000 — :
24.50
m/z 43.10 62.07%
127.0
O\i\‘\‘\“\‘\l‘\J\I‘\“\{““\‘W\‘\T\O\\\‘\\\\‘\%??‘(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
L \
24.50
5000 m/z 85.10 51.77%
1
0 L HJ‘ ﬁ L 197.0 267.0 3380
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- ——
43.0 24.50
m/z 55.10 23.26%
5000
1960
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 8 Nonacosan-10-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.633 7.21 ng/ul 2681860  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonacosan-10-ol 424 C29H600 000504-55-2 86
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 60
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 46
4 Propyl triacontyl ether 481 C33H680 1000406-28-6 46
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 45

Abundance Scan 3646 (24.633 min): BP013261.D\data.ms (-3641) (- m/z 83.10 100.00%

8’2
wJ

T T
157.2 297.3 24.50 25.00

“H«W“”ukuﬂ“%?9?_‘H‘H§ﬁ§}‘_ﬁ4§9u‘5§4& m/z 57.10  84.60%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #315386: Nonacosan-10-0
83.0

o

157.0 297.0 24.50 25.00
m/z 97.10  73.39%

O‘\\ ’\\\’\“‘I\l\‘\ﬂ\‘“\\\\2‘\2\2\9‘\\\\H\\\\‘\\\4'\()‘?\9\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosy! acetate
43.0

T
24.50 25.00

5000 1.0 m/z 43.10 65.45%
ol AN‘Aﬁslo 250.0308.0 378.0438.0
e e S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275085: Octadecy! trifluoroacetate —— —
57.0 24.50 25.00

m/z 55.00  63.25%

5000
125.0
i

(SRS S R e R

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.462  21.38 ng/ul 7958220  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 93
3 .beta.-Sitosterol 414 C29H500 000083-46-5 89
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 55
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 55

Abundance Scan 4127 (27.462 min): BP013261.D\data.ms (-4120) (- m/z 43.10 100.00%

43.1
5000 107.1 2132

oL ,\“.ML.L w5537

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000 07.0 N
414.0 27.50
‘ 2130 303.0 m/z 57.10  55.98%
0 Wi »‘M {1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0
2750
5000 05.0 ITI/Z 107.10 50.087%
414.0
‘ H \ 30 2550 3200
0 ““J‘. ’1‘\‘““‘\\‘.{!1
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol T
43.0 27.50

m/z 105.05  49.35%

5000
107.0 414.0
‘ ‘ 213.0 3030
\”\ J | | | LAl bbbl b Lo

O L . L‘\H

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acq On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.509 98.48 ng/ul 36654600  Perylene-d12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 58
2 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 53
3 Phenol, 2,6-dimethyl-, phosphite... 394 C24H2703P 052830-49-6 25
4 Benzene, 1-[2-(2-chloroethoxy)et... 312 C18H29C102 065925-28-2 25
5 2-(Phenylmethyl)phenol, tert-but... 298 C19H260Si 1417315-87-7 15

Abundance Scan 4305 (28.509 min): BP013261.D\data.ms (-4293) (- m/z 241.20 100.00%

241.2
95.1 425.4
5000
59.1

3 MM%MHJ 31133689 || 489.1549. 28.50
o gt b b QMg Do 117800 L4 FO22 Y m/z 273.15  85.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A'-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000
28 50

89.0 m/z 95.10 58.44%

T H\“H\wa“‘! T “1 !‘ T ‘ \‘ \‘\3\!--)‘5\\()\ T ‘ TTT \ ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164475: Imidazolo[1,2-a]pyridine, 6-chloro-2-(4-nitrophe
273.0
28 50

o

N m/z 425.40  57.68%
192.0
0- ‘lehmm“"“"“‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298231: Phenol, 2,6-dimethyl-, phosphite (3:1) ‘

273.0 28 50
m/z 393.35 45.01%

5000
105.0
394.0
167.0
no |

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28 50

O

SFAM-EPA-BP120722.M Fri Dec 23 16:17:22 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13261.D

Acqg On : 23 Dec 2022 00:43
Operator : CG/JU

Sample : N6015-20

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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|
.alpha.-Pinene 6.616 3.1 ng/ul 577508 1 7.946 3777840 20.0
Benzophenone 15.945 5.3 ng/ul 1740060 3 14.587 6538930 20.0
n-Hexadecanoic ... 18.216 7.5 ng/ul 2491550 4 17.345 6649760 20.0
(DEL) Alkane: S... 21.127 6.0 ng/ul 1972430 5 21.433 6593540 20.0
Supraene 22.704 5.2 ng/ul 19514406 6 23.916 7443790 20.0
(DEL) Alkane: S... 23.127 4.0 ng/ul 1486380 6 23.916 7443790 20.0
(DEL) Alkane: S... 24.533 7.7 ng/ul 2861720 6 23.916 7443790 20.0
Nonacosan-10-o0l 24.633 7.2 ng/ul 2681860 6 23.916 7443790 20.0
.gamma.-Sitosterol 27.462 21.4 ng/ul 7958220 6 23.916 7443790 20.0
D:C-Friedo-B':A... 28.509 98.5 ng/ul 36654600 6 23.916 7443790 20.0
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