LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acqg On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc :

ALS Vvial : 43 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: BPO13162.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 22 25 32 rvB 133354 172252 0.41% 0.097%
2 3.622 71 74 79 rBvV 50763 73714 0.17% 0.041%
3 3.769 95 99 112 rBV 894492 1342207 3.18% 0.752%
4 3.869 114 116 121 rVB 39641 49848 0.12% ©.028%
5 3.999 134 138 143 rVB 57164 84840 0.20% 0.048%
6 4.099 151 155 158 rBV 33025 43313 0.10% ©0.024%
7 5.040 309 315 322 rBV2 197201 305770 ©.72% 0.171%
8 7.110 660 667 683 rVB 1985761 3077229 7.29% 1.724%
9 7.281 689 696 704 rBV 1695730 2526620 5.98% 1.416%
10 7.481 723 730 738 rBV 2078167 3201579 7.58% 1.794%
11 7.952 803 810 818 rBV 1712269 2753380 6.52% 1.543%
12 8.663 920 931 943 rBV 2139249 3397603 8.05% 1.904%
13 8.781 947 951 957 rVB 37288 62147 0.15% 0.035%
14  9.122 1002 1009 1021 rBV 1907469 3026569 7.17% 1.696%
15 9.528 1069 1078 1084 rBV2 39663 69324 0.16% 0.039%
16 9.846 1122 1132 1147 rBV 1615362 2596318 6.15% 1.455%
17 10.063 1164 1169 1175 rVB3 28350 47889 0.11% 0.027%
18 10.387 1216 1224 1240 rBV 2342233 3870248 9.16% 2.169%
19 10.546 1245 1251 1260 rVB2 71992 123240 0.29% 0.069%
20 10.769 1281 1289 1298 rBV 2311292 3768469 8.92% 2.112%
21 10.904 1305 1312 1327 rBV 1749237 3122744 7.39% 1.750%
22 12.345 1553 1557 1565 rVB 37630 62294 0.15% 0.035%
23 13.410 1728 1738 1744 rBV 54782 89072 0.21% 0.050%
24 13.587 1760 1768 1772 rVB 55155 90588 ©0.21% ©0.051%
25 13.998 1832 1838 1854 rBV 3561760 5044783 11.95% 2.827%
26 14.122 1854 1859 1864 rVB7 28110 45433 0.11% 025%
27 14.181 1864 1869 1873 rBV 44276 63776  0.15% 036%

28 14.287 1881 1887 1904 rVB2 4052241 6301382 14.92%

PNWOO
Ul
w
iy
R

29 14.598 1933 1940 1947 rBV 3014355 4513867 10.69% 529%
30 14.792 1966 1973 1988 rBV 1138907 1895143  4.49% 062%
31 15.010 2004 2010 2015 rVB7 44339 81594 0.19% ©0.046%
32 15.586 2102 2108 2122 rBV 5203530 7600138 18.00% 4.259%
33 15.704 2122 2128 2140 rBV 1369238 1931088 4.57% 1.082%
34 15.828 2146 2149 2157 rVB4 27956 46134 0.11% 0.026%
35 15.951 2161 2170 2182 rVV 2453059 3461834 8.20%  1.940%
36 16.522 2262 2267 2275 rVB 174556 240197 ©.57% 0.135%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acqg On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc :

ALS Vvial : 43 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 17.351 2402 2408 2414 rBV 3338353 4829096 11.43% 2.706%
38 17.451 2419 2425 2433 rVV 5211384 7247493 17.16% 4.061%
39 17.539 2437 2440 2448 rVB7 45763 75593 0.18% 0.042%
40 17.728 2469 2472 2477 rVB4 48442 65544 0.16% 0.037%
41 18.010 2516 2520 2524 rBV6 29370 47063 0.11% 0.026%
42 18.163 2542 2546 2550 rBV 162226 209333 0.50% 0.117%
43 18.222 2551 2556 2566 rBvV 998782 1376397 3.26% 0.771%
44 18.633 2622 2626 2632 rBV 499560 594153 1.41% ©.333%
45 19.051 2694 2697 2702 rVBS 70417 90677 ©.21% 0.051%
46 19.263 2729 2733 2737 rVB4 84948 117264 0.28% 0.066%
47 19.333 2739 2745 2747 rBV3 142527 315073 ©.75% 0.177%
48 19.451 2761 2765 2776 rBvV 417640 633583 1.50% 0.355%
49 19.680 2799 2804 2817 rVB 6564541 9246107 21.89% 5.181%
50 20.192 2888 2891 2893 rBV2 187507 239530 0.57% 0.134%
51 20.674 2971 2973 2976 rVB 137211 126523 0.30% 0.071%
52 21.127 3046 3050 3055 rBV 1281322 1820361 4.31% 1.020%
53 21.439 3098 3103 3107 rBV 4654043 6135043 14.53%  3.438%
54 23.133 3386 3391 3398 rBV 3112236 5201183 12.32% 2.914%
55 23.762 3491 3498 3512 rVB2 5449966 11551736 27.35% 6.473%

56 23.921 3518 3525 3536 rVB2 3382183 7043655 16.68%  3.947%
57 24.545 3625 3631 3640 rVB 1644338 3495543  8.28%  1.959%
58 28.521 4294 4307 4325 rVB2 10501063 42232301 100.00% 23.665%
59 29.021 4382 4392 4406 rVB3 2799689 10586201 25.07% 5.932%

Sum of corrected areas: 178462078
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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: BP013162.D\data.ms
1le+07
8000000
6000000
4000000
481 8.663 10.38710.769
2000000 713044181 7 955 9.122 0. 846 904
3.769
03 334,62 ezﬁwg 5.040 . 781 9.528 0063 0.54
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10. oo 10.50 11.00 11.50
Abundance TIC: BP013162.D\data.ms
1le+07
8000000
19.680
6000000 15.586 17.451
4000000 13 99:}51 287
' 14.598 17.331
15.951
2000000
4.792 15.704 18.222
18.633 a@éﬁﬁ’fj 20.192
oL 12345 1323687 141931 || |15.010 .8 16.522 5372813463 19.082
i T L= L = S o e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18,50 19.00 19.50 20.00
Abundance TIC: BP013162.D\data.ms
28.521
1le+07
8000000
23.762
6000000 21.439
3.921 29.021
4000000
24.545
0\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

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

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
5.040 2.22 ng/ul 305770  1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 315 (5.040 min): BP013162.D\data.ms (-309) (-) m/z 43.00 100.00%

43.0
5000

101.1 O A
|| | 1631201128313420 42924898 480500520 5.49
163.1 42.0 429.2489.8547. -

Ol L 163:1221.1283.1342.0  429.2489.8547 /7 58.95 54.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 L B B R IR L
4.80 5.00 5.20 5.40
m/z 101.10 19.30%
lelO
O‘\‘1“!‘%[‘\\\‘\J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
T
4.80 5.00 5.20 5.40
5000 m/z 57.95 13.03%
101.0
o“*,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- e P ey
43.0 4.80 5.00 5.20 5.40

m/z 41.05 10.89%

5000
101.0

S

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

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.951 15.34 ng/ul 3461830  Acenaphthene-d10 14.598
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 Azobenzene 182 C12H1ON2 000103-33-3 72
Abundance Scan 2170 (15.951 min): BP013162.D\data.ms (-2161) (- m/z 105.00 100.00%
105.0
182.1
5000
T
39 16.00
Ofribid b L 281,0342.1400.9461.65198 /7 76.95  67.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 LN
16.00
m/z 182.10 55.77%
0 2?0 i L
\\\‘\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
——
182.0 16.00
5000 ’ m/z 51.00 27 .45%
o S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone ‘ X\‘ .
105.0 16.00
m/z 181.05 8.97%
5000 182.0
0 27.0‘ 1 L
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 7
R.T. EstConc Area Relative to ISTD R.T.
18.222 5.70 ng/ul 1376400  Phenanthrene-d10 17.351
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2556 (18.222 min): BP013162.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
- /L
213.2 = ==
} ‘ 1030 \ 18.00 18.50
Ok, “"‘HM\WM 1283.0 3569 42694902 m/z 43.10  88.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
“ 213.0 m/z 60.00 83.14%
O‘\\\ ‘ ‘\L’l‘\ll“\h\\‘J\!\\‘\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
— ——
18.00 18.50
5000 m/z 41.10 70.39%
129.0
O'MMMmm\}?ﬂ#J
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 57.10 69.51%
5000 256.0
129.0
AR TE (N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 TIsopropyl palmitate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.633 2.46 ng/ul 594153 Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 96
2 Isopropyl palmitate 298 C19H3802 000142-91-6 62
3 Isopropyl palmitate 298 C19H3802 000142-91-6 52
4 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 43
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
Abundance Scan 2626 (18.633 min): BP013162.D\data.ms (-2622) (- m/z 43.10 100.00%
43.1
5000 102.1
256.1
= —
N N ‘ \ . 18.50 19.00
Y H‘JU;“H»‘W | 8201 40934751 549 m/z 60.00  55.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197285: Isopropyl palmitate
43.0
102.0 A
5000 et
256.0 18.50 19.00
u m/z 41.10  47.51%
O‘\\“! !}WJ\’\“J‘H\\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197283: Isopropy! palmitate
43.0
102.0 . —
18.50 19.00
m/z 57.10  46.44%
5000 256.0
} \ ‘ 185.0
SAEY 11 TRt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197284: Isopropyl palmitate s T
43.0 18.50 19.00
102.0 m/z 102.85  41.56%
256.0
5000
ok WHUWMM\‘ Y R L v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 5 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.451 2.07 ng/ul 633583  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 (C18H3602 000057-11-4 98
3 Octadecanoic acid 284 (C18H3602 000057-11-4 93
4 Octadecanoic acid 284 (C18H3602 000057-11-4 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2765 (19.451 min): BP013162.D\data.ms (-2761) (- m/z 43.10 100.00%
43.1
5000 129.0 \/&J\NM
241.2 —
Belo |
ol MMM Ly 1, 3010 4009 4752 849 ;73 09  98.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
" m/z 60.00 88.55%
OIY’ ’h\w\m\!‘ l\\l\\‘\‘\L!Ht\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
T
19.50
5000 m/z 57.10 86.71%
‘ ‘ 1850  284.0
ob b L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid 7
43.0 19.50
m/z 55.05 76.04%
5000 129.0
284.0
o_“" | “‘M‘h" \m.‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.127 5.93 ng/ul 1820360  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 94
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
Abundance Scan 3050 (21.127 min): BP013162.D\data.ms (-3046) (- m/z 57.05 100.00%
57.0
== —
‘ ‘ 1%?-1 207.0 21.00 21.50
b A gy 2801839.0 4001 490.1549. v/7 43.10  87.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene
57.0
5000 — ——
21.00 21.50
m/z 55.10 75.60%
322.0
O \“\\\\‘“\i\J\\‘A\“\\‘2\‘0\\?\5‘2\9\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
— —
21.00 21.50
5000 m/z 83.18  66.77%
o LU 21020 2520
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ——
57.0 21.00 21.50
m/z 69.05 61.86%
5000
125.0
oL LU L asze osno sonc e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
23.133  14.77 ng/ul 5201180  Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3391 (23.133 min): BP013162.D\data.ms (-3386) (- m/z 57.10 100.00%

57.1
5000

——
||fPIL 2972 3021 365.4 4300 5041 Zoo 250
O‘Ha‘u‘ u‘uum“u‘W“H‘H“_‘H“H‘_“W‘H“‘ m/z 71.10 68.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane /\‘
57.0
5000

—
2300 23.50
43.10 62.68%

127.0
\\J\\‘\‘I‘J‘\J‘fd\‘\f‘\\\9\7‘\(\)\\‘\\\\‘\:3\3\§‘c\]\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176387: Eicosane
57.0

o

2300 2350
5000 m/z 85.10 50.31%
282.0
| 11‘270 1970
ok b e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- — —
57.0 23.00 23.50

55.10  23.98%

} tero 239. 0296 0

bbb T E 2980
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 (DEL) Alkane: Straight-Chai...

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
24.545 9.93 ng/ul 3495540  Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
5 2-Methylpentacosane 366 C26H54 000629-87-8 93

Abundance Scan 3631 (24.545 min): BP013162.D\data.ms (-3625) (- m/z 57.10 100.00%
57.1

o

5000
|| 1271 2070 2811 24.50
ou‘WM_Mmmwm“3““‘1‘9‘4‘1‘5‘1‘_“‘?‘5“7‘5‘4?‘ m/z 71.10  68.48%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 — ‘
24.50
m/z 43.10  61.24%
J | ['270 197.0254.0
O\\\f \1\\‘f\\T‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #246483: Tetracosane
57.0
\ \
24.50
5000 ITI/Z 85.10 50.45%
1O 1070 338.0
YR s S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- =
57.0 24.50
m/z 55.10 24.74%
5000 JMKWN/WNM/\/\VMﬁWW\
1 2390
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\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 1Imidazolo[1,2-a]pyridine, 6... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.521 119.92 ng/ul 42232300  Perylene-di12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 53
2 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 47
3 Benzamide, 2,4,6-tris(1,1-dimeth... 393 C27H39NO 016420-52-3 18
4 2-(1H-Indol-3-ylmethylene)-1H-in... 273 C18H11NO2 031060-64-7 15
5 2-(Phenylmethyl)phenol, tert-but... 298 C19H260Si 1417315-87-7 15
Abundance Scan 4307 (28.521 min): BP013162.D\data.ms (-4294) (-] | m/z 241.20 100.00%
241.2
9.1 425.4
5000
63.2 I |
H‘ “ 28.50
11.34
03 ..H..\Mﬂ.m,\\\ i PH5308d || 4891540 o503 15 8565y
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
5000 SN :
192.0 28.50
H m/z 95.10  62.37%
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
278.0 425.0 /
e =
28.50
5000 109.0 m/z 425.40  57.47%
m 89.0
: J~HMMMHWIML4,35,50
m/z--> 50 100 150 200 250 300 350 400 450 500 550 /
Abundance #297624: Benzamide, 2,4,6-tris(1,1-dimethylethyl)-N-metl T —4
273.0 28.50
m/z 71.10 49.55%
5000
57.0 393.0
ol ‘ 120 5150 | 3360 } /
I R R R RS RARRERRRARRRRREE . ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acq On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vial : 43 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 2
R.T. EstConc Area Relative to ISTD R.T.

29.021 30.06 ng/ul 10586200  Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 96
2 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 56
3 3-Ethyl-2,8-dimethyl-4-quinolino... 273 C16H23NOSi 1000474-26-4 44
4 9-Thiabicyclo[3.3.1]nonane, 2,6-... 274 C14H18N4S 1000141-52-1 38
5 1-(4-Methyl-6-chloro-quinolin-2-... 273 C14H12CIN30 111784-26-0 25

Abundance Scan 4392 (29.021 min): BP013162.D\data.ms (-4382) (- m/z 95.10 100.00%

95.1 273.1
425.4
5000 63.1

2 Hl 0 2880 2000

J‘ 1 ‘ 28160 28.80 29.00
il HH"JHMHeAmwwﬂ_ﬁﬂ“s?w m/z 69.16  96.58%

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 ,//\\ﬂ\\g

5000 T ———
28.60 28.80 29.00

89.0 m/z 55.10 93.02%
|,

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. 60 28. 80 29.00

o

o

so00] 290 m/z 273.15  92.27%
192.0
Ll |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164912: 3-Ethyl-2,8-dimethyl-4-quinolinol, TMS derivatiy T

273.0 28. 60 28. 80 29.00
m/z 71.00  88.65%

5000 73.0 \
200 0
J Ll I]Fﬁ‘l 0 da gl

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28. 60 28. 80 29.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13162.D

Acqg On : 20 Dec 2022 12:30
Operator : CG/JU

Sample : N6003-12

Misc

ALS Vvial : 43 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|
2-Pentanone, 4-... 5.040 2.2 ng/ul 305770 1 7.952 2753380 20.0
Benzophenone 15.951 15.3 ng/ul 3461830 3 14.598 4513870 20.0
n-Hexadecanoic ... 18.222 5.7 ng/ul 1376400 4 17.351 4829100 20.0
Isopropyl palmi... 18.633 2.5 ng/ul 594153 4 17.351 4829100 20.0
Octadecanoic acid 19.451 2.1 ng/ul 633583 5 21.439 6135040 20.0
(DEL) Alkane: S... 21.127 5.9 ng/ul 1820360 5 21.439 6135040 20.0
(DEL) Alkane: S... 23.133 14.8 ng/ul 5201180 6 23.921 7043660 20.0
(DEL) Alkane: S... 24.545 9.9 ng/ul 3495540 6 23.921 7043660 20.0
Imidazolo[1,2-a... 28.521 119.9 ng/ul 42232300 6 23.921 7043660 20.0
D:C-Friedo-B':A... 29.021 30.1 ng/ul 10586200 6 23.921 7043660 20.0
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