LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc :

ALS vial : 6 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.798 101 104 117 rBV 142852 257770 ©0.26% 0.138%
2 7.128 662 670 682 rBvV 672764 1147925 1.18% 0.616%
3 7.292 692 698 707 rBV 546942 866713 ©.89% 0.465%
4 7.481 723 730 738 rBV 686679 1121796 1.15% 0.602%
5 7.951 803 810 817 rBV 941576 1507093 1.54% 0.809%
6 8.675 926 933 945 rBV 772423 1352346 1.38% 0.726%
7 9.128 1003 1010 1022 rBV 596784 1050358 1.08% 0.564%
8 9.851 1122 1133 1141 rBV 509612 903572 ©.92% 0.485%
9 10.392 1215 1225 1246 rBV 700285 1376495 1.41% 0.738%
10 10.763 1279 1288 1301 rBV 1179356 2048441 2.10% 1.099%
11 10.922 1308 1315 1332 rBV 288148 681860 0.70% 0.366%
12 13.121 1684 1689 1694 rVB 148933 201614 0.21% 0.108%
13 13.392 1731 1735 1746 rBV6 51630 132804 0.14% 0.071%
14 14.015 1836 1841 1846 rBV 1318256 1895742 1.94% 1.017%
15 14.068 1846 1850 1854 rVB 387262 525003 0.54% 0.282%
16 14.292 1882 1888 1894 rBV 1675052 2583684 2.64% 1.386%
17 14.421 1906 1910 1915 rVB3 127125 222310 ©0.23% 0.119%
18 14.480 1915 1920 1926 rBV 2587572 3610529 3.70% 1.937%
19 14.551 1929 1932 1934 rVV2 121104 166129 0.17% 0.089%
20 14.598 1934 1940 1946 rVB 1752928 2765416 2.83% 1.484%
21 14.833 1975 1980 1986 rBV2 611562 981950 1.01% ©.527%
22 14.986 2003 2006 2010 rBV 162271 220413 0.23% 0.118%
23 15.104 2022 2026 2030 rBV2 284971 391019 0.40% 0.210%
24 15.145 2030 2033 2037 rVV4 130025 177009 ©0.18% 0.095%
25 15.227 2038 2047 2054 rVB 1032457 1830272 1.87% 0.982%

26 15.421 2075 2080 2087 rBV2 830113 1371374 1.40%
27 15.592 2104 2109 2115 rBV 2030723 3008869 3.08%
28 15.704 2122 2128 2141 rVB 6743560 10041423 10.28%
29 15.839 2146 2151 2158 rVV 1351791 2220968 2.27%
30 16.321 2227 2233 2246 rVB 3766298 6436632 6.59%

wRuUuRroo
w
(o]
N
R

31 16.562 2269 2274 2279 rBV2 851691 1367479 1.40% ©.734%
32 17.021 2343 2352 2357 rBV 44464869 97685134 100.00% 52.407%
33 17.151 2369 2374 2379 rVB 4115967 6066318 6.21%  3.255%
34 17.351 2403 2408 2415 rBV 2333198 3988733  4.08%  2.140%
35 17.451 2421 2425 2433 rVB 2381072 3415326 3.50% 1.832%

36 17.756 2473 2477 2483 rVB 1508977 2276408 2.33% 1.221%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 18.245 2557 2560 2564 rBV 1047979 1430341 1.46% 0.767%
38 19.739 2810 2814 2818 rBV 2792515 3847798 3.94%  2.064%
39 19.839 2829 2831 2841 rVB 942901 1416619 1.45% 0.760%
40 21.239 3066 3069 3077 rVB3 682930 863165 0.88% 0.463%
41 21.533 3115 3119 3128 rVB 2706658 3738236 3.83% 2.006%
42 23.791 3498 3503 3510 rVB2 1967795 3757452 3.85% 2.016%
43 23.950 3525 3530 3538 rVB 1750485 3667970 3.75%  1.968%
44 25.668 3818 3822 3833 rVB2 807388 1778292 1.82% 0.954%

Sum of corrected areas: 186396800
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043761.D\data.ms

4e+07

3e+07

2e+07

le+07

3.798 7.1289281 7.951 8.675 9.128 9.851 10.3940 7@§22

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\AY*A\TA‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\“Y_T\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM043761.D\data.ms

17.p021

4e+07
3e+07
2e+07

1e+07 15.704

7.151
16.321 133517 756 18.245 19.739
: : 19.839
13123.302 ﬁ% ¥ ﬁé#?seg tosez || jirfo6 18245 Tagmse

O e e e e, Y
Time--> 12.00 1250 13.00 1350 1400 14.50 15.00 15.50 1600 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM043761.D\data.ms

4e+07
3e+07
2e+07
1e+07
21.533

21239 /\Mw\”o 25.668

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.068 3.80 ng/ul 525003  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Dodecane 170 C12H26 000112-40-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane, 5-propyl- 184 C13H28 017312-62-8 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1850 (14.068 min): BM043761.D\data.ms (-1846) (- | m/z 57.10 100.00%
57.1
- AVJVJJ\
14.00 |
1832 .
bbby “ J‘M 1 J 2222 28L1  SSS. n/z 71.1@  88.97%
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — :
14.00
m/z 43.10 80.87%
o L ‘\ 714101830 2390 2060
\\\‘\ \\\\\\\\\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #45479: Dodecane
43.0
T \
14.00
5000 m/z 85.10 40.87%
5.0
‘ | 127.0 170.0
| L i
oL b b s
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane T
57.0 14.00
m/z 41.10 36.03%
5000
ols0 | F )
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37

Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Ethylhexyl mercaptoacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.480  26.11 ng/ul 3610530  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 72
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
4 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 72

5 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 64

Abundance Scan 1920 (14.480 min): BM043761.D\data.ms (-1915) (- | m/z 57.10 100.00%
57.1
- JWL
112.1 T
L1
ol b Al 1| 15201931 2670 395. ./ 71,10 77.14%
mi/z--> 50 100 150 200 250 300 350
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 T
14.50
112.0 m/z 43.10 40.66%
Ol\S\Q‘\ ‘\‘““‘ T \h\ T \:17‘57\(\)\ L L L B
m/z--> 50 100 150 200 250 300 350
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
—r—
14.50
5000 ITI/Z 41.10 30.88%
‘ ‘ | 113.0
A S
m/z--> 50 100 150 200 250 300 350
Abundance #59069: Undecane, 2,6-dimethyl- ——
57.0 14.50
m/z 55.10 20.41%
5000
98.0
ol Ll moaeo i
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.104 2.83 ng/ul 391019  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Tridecane 184 C13H28 000629-50-5 81
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2026 (15.104 min): BM043761.D\data.ms (-2022) (- | m/z 57.10 100.00%
7.1

5
5000

—r
141.1 15.00 15.50
om“““,\?‘11'3281-1355'0 m/z 71.1e 81.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158598: Nonadecane
57.0
5000 — —
15.00 15.50

m/z 43.10 74.12%

‘\\J\\‘\J\\J\ﬂ‘l-fzi?\}gz;\o\\z‘??\.\()‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59028: Tridecane
57.0

—
15.00 15.50

o

5000 m/z 85.10 53.65%
| 184.0
0\HLML“LMWMH“MH*MHW*HW*HWH*WH*WHH\HH\HH NﬁﬁJkﬂﬁwAﬁA/A/mAﬁ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane — —
57.0 15.00 15.50

m/z 41.10 49.02%

) L

ol 27.0197.0267.0337.0  463.0 561.0
BENRY VW F .o SL 2 IEL 2 B S AL -

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\

Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37

Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 2-Ethylhexyl 2-ethylhexanoate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.421  9.92 ng/ul 1371376  Acenaphthene-die 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl 2-ethylhexancate 256 C16H3202 007425-14-1 53
2 2-Ethylhexyl 2-ethylhexanoate 256 C16H3202 007425-14-1 52

3 Fumaric acid, ethyl 2-ethylhexyl... 256 C14H2404
4 Octanoic acid, 2-ethylhexyl ester 256 C16H3202
5 Acetic acid, 2-ethylhexyl ester 172 C10H2002

1000339-13-5 46
063321-70-0 43
000103-09-3 22

Abundance Scan 2080 (15.421 min): BM043761.D\data.ms (-2075) (- | m/z 57.10 100.00%
57.1

P

5000
109.1
1451
15.50
oh 1811 2182 281.C ./, 76.10  51.85%
miz—> 20 40 60 80 100120140160180200220240260280
Abundance #143548: 2-Ethylhexyl 2-ethylhexanoate
57.0
5000 —
112.0 15.50
m/z 41.10  39.55%
Lo ‘1450
G Ll L] a020  esg
’\\\\[V\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100120140160180200220240260280

é

Abundance #143552: 2-Ethylhexyl 2-ethylhexanoate
57.0
—
15.50
5000 m/z 43.10 36.54%
88.0 127.0
SRR I—
mlz--> 20 40 60 80 100120140160180200220240260280
—

Abundance #142988: Fumaric acid, ethyl 2-ethylhexyl ester

70.0 15.50
m/z 55.10 33.67%
5000 127.0
41.0 99.0
211.0

SR .7 M -
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.839 16.06 ng/ul 2220970  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexadecane 226 C1l6H34 000544-76-3 78
4 Hexadecane 226 C1l6H34 000544-76-3 72
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
Abundance Scan 2151 (15.839 min): BM043761.D\data.ms (-2146) (- | m/z 57.10 100.00%
57.1
5000 M
‘ Fg 1 15.50 16.00
' 169.2 : :
— “u\“ bl 2205 23982810 m/z 71.1@  53.84%
miz--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 = —
15.50 16.00
m/z 43.10 49.35%
112.0
0\\\‘\“‘ “‘T“\“\H\‘\\‘\]‘{8\?’\0‘\22\6\\0‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— ——
15.50 16.00
5000 m/z 85.10 25.40%
ol | \ | % ‘1410183022502670 323.0 380.(
e B A et
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane T —
57.0 15.50 16.00
m/z 41.10 24.40%
5000
9.0
226.0
otso L1 pmongmozs0 e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010524\

BMO43761.D
: 05 Jan 2024 15:37
: MA/JU
: 05919-15ME
: 6 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.321 32.27 ng/ul 6436636  Phenanthrene-die 17.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91

2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 90
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 86
Abundance Scan 2233 (16.321 min): BM043761.D\data.ms (-2227) ({ | m/z 57.10 100.00%
57.1
— —r
‘ ‘ ‘ 113.2 183.2 16.00 16.50
ol b b u“w“lf“'ﬁ;":‘lﬁ Lo 24422811 34l nyz 71.10 76.77%
miz--> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
16.00 16.50
113.0 m/z 43.10 57.80%
‘ ‘ 183.0
O T “\ ‘\‘ “‘\ “\‘ \“ T “‘ 1‘ \“\ \‘ "\ T \“ T ‘ T \2\5)‘3\.0\ T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
— —r
16.00 16.50
5000 ITI/Z 85.10 28.20%
113.0
oAb d g, 1820 2530
miz--> 50 100 150 200 250 300
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl- — —
57.0 16.00 16.50
m/z 41.10 26.05%
5000
113.0
‘ ‘ 183.0
bt [ gm0 | 2530 SR
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37

Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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

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

Peak Number 7 3-Isobutylidene-6,7-dimethy... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
'16.562  6.86 ng/ul 1367489 Phenanthreme-dio 17.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Isobutylidene-6,7-dimethyl-3H-... 216 Cl4H1602 1000186-84-7 52

2 Ethanone, 1-[6-hydroxy-2-(1-meth... 216 C13H1203 055682-75-2 43
3 Ethanone, 1-[6-hydroxy-2-(1-meth... 216 C14H1602 1000414-89-5 43
4 6-tert-Butyl-4-methylcoumarin 216 C14H1602 017874-32-7 43
5 Leptaflorine 216 C13H16N20 000486-93-1 43

201.1

Abundance Scan 2274 (16.562 min): BM043761.D\data.ms (-2269) (-

m/z 201.10 100.00%

5000 132.0 A
T T
1771 “ | 16.50
0 W MW b sl gl L1 2522 3269 013700 45.74%
miz--> 50 100 150 200 250 300 350
Abundance #94456: 3-Isobutylidene-6,7-dimethyl-3H-isobenzofuran-
201.0
5000 —A :
16.50
216.10 28.98%
132.0
41.0 77.0 ‘ ‘ ‘
0\\‘\“‘\‘\“\ \”“”\‘\W\““\\H\‘\ \‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350

5000

115.0
30790 | 1550 | |

o

Abundance #94285: Ethanone, 1-[6-hydroxy-2-(1-methylethenyl)-7-be
201.0

|,

T
1650

m/z--> 50 100 150 200 250

300 350

5000

115.0
430 190, 1550 | |

Abundance #94464: Ethanone, 1-[6-hydroxy-2-(1-methylethenyl)-5-be
201.0

104.10  26.30%

|

1650

103.05 16.65%

L

(RIS £ R N .\ ST -

m/z--> 50 100 150 200 250

300 350

1650

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:16:46 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.151  30.42 ng/ul 6066320  Phenanthrene-d10 17.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Decane, 5-propyl- 184 C13H28 017312-62-8 87
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 83
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83

Abundance Scan 2374 (17.151 min): BM043761.D\data.ms (-2369) (- m/z 57.10 100.00%

57.1
5000

—
17.00 1750
41.2 183.2
ob—ih W“‘” W% Ao 2802 3210 nyz 71.10 78.90%

m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 —— —
17.00 17.50

m/z 43.10 52.43%

0 L‘ L ‘\ y 11101830 2390 2960
LI ‘ T T T T T T 1T ‘ L ‘ L ’ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane

57.0

—T
17.00 17.50

5000 m/z 85.10 42 .69%
9.0
oLt L)) 14018302250 2670 3090 366
i i R B A T A LI
m/z--> 0 100 150 200 250 300 350
Abundance #59032: Decane, 5-propyl- 7 —
57.0 17.00 17.50

m/z 41.10 27.86%

5000
112.0
J 184.0

0 ““‘dqu‘J‘Mh N e
m/z--> 50 100 150 200 250 300 350 17.00 17.50

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:16:47 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.756 11.41 ng/ul 2276410  Phenanthrene-d10 17.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2477 (17.756 min): BM043761.D\data.ms (-2473) ({ m/z 57.10 100.00%
57.1
5000
99.1 —— ——
141.2 17.50 18.00
183.2
ol bl u“““‘, LAl orf 2242 2194 0 nu 7116 87.09%
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 —r— ——
17.50 18.00
m/z 43.10 75.08%
99.0
oLl 44T 1410 1830 2250 2670 338
LI ‘ L ’ T T ‘ T T T T ‘ L ‘ T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
17.50 18.00
5000 m/z 85.10 51.08%
99.0
0 ‘\\ MH\ Ji \‘ | :\L4\10 183.0 239.0 296.0
A
m/iz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 17.50 18.00
m/z 55.10 24.86%
5000
99.0 140.0
182.0
R 0 A s Y S S
m/z--> 50 100 150 200 250 300 17.50 18.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:16:48 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.245 7.17 ng/ul 1430340  Phenanthrene-d10 17.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2560 (18.245 min): BM043761.D\data.ms (-2557) (- m/z 73.10 100.00%
73.1
5000
T —
18.00 18.50
ol 420 m/z 43.10  95.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.Q
5000 129.0 T T
18.00 18.50
H 213.0 m/z 60.05 87.72%
O' ‘\“““\ “h““ M\h} \"“\ \‘ \‘\ “ \“\l\ \25“3.\()\ T ‘ LI ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #92069: Tridecanoic acid
73.0
== =
18.00 18.50
5000 129.0 ITI/Z 41.10 77 .23%
29.C
‘ ‘ 214.0
0 ‘ ‘M b Ll L ‘ S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #143509: n-Hexadecanoic acid 7 —
43.0 18.00 18.50
m/z 55.10 74.62%
5000 256.0
129.0
bbb, e
I P R
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.839 7.58 ng/ul 1416620  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 60
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 58
3 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 53
4 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 53
5 7-Nitro-6-methoxy-2,3-dimethylin... 2206 C11H12N203 068289-71-4 47

Abundance Scan 2831 (19.839 min): BM043761.D\data.ms (-2829) (- | m/z 220.10 100.00%

220.1
5000
- —
431 101.1 ‘ ‘ ]l “‘ 19.50 20.00
ol 2l L Ll ALl 2691 38614021 ;26510 47.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 — —
19.50 20.00
101.0 ITI/Z 189.10 21.33%
O\3\9\.(‘)\\‘\“\"‘“‘\\\]‘-6\5\\0“‘ “‘ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400

Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0

B

19.50 20.00
5000 ITI/Z 202.10 20.31%
128.0
77.0 ‘ } “
ol betreoll
m/z--> 50 100 150 200 250 300 350 400
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo- = =
94.0 220.0 19.50 20.00
m/z 168.10 19.22%
43.0
5000
NS
YREE 1 T O N — — —
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:16:50 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Heptafluorobutyric acid, n-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.238 4.62 ng/ul 863165  Chrysene-di2 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Pentacos-1-ene 350 C25H50 016980-85-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 3069 (21.239 min): BM043761.D\data.ms (-3066) (- | m/z 43.10 100.00%

5000 11

T
179.1 250.1 21.00 21.50

ob AL L Tl 3482 43114904549, T G0 g9 6oy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
571.0

5000 — e
21.00 21.50

m/z 83.10 84.04%
0

‘ T \J\ \\‘H\ 1 r‘h‘\ \ ‘WE\ \\‘ T \\255\\0\\ ‘ TTTT ‘ \:\3\9\2‘\0\ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane

83.0

—
21.00 21.50
5000 336.0 m/z 55.10  82.34%

“k”’o 2650 | M“L»\A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50

m/z 97.10 71.96%

5000
125.0

0 i ‘\}4\‘\,\“.1960 292.0 364.0
e —— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 Octachlorodibenzo-p-dioxin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.668 9.70 ng/ul 1778290  Perylene-di12 23.950
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 90
2 2,3,6-Tribromophenanthrene-9-car... 456 C15H7Br302 056988-60-4 10
3 phenol, 4-[4,5-bis[4-(dimethylam... 458 C27H30N403 1000399-43-0 9
41,1':4",1'":4"",1""":4" " ,1"" "L, 458 C36H26 004499-83-6 9
51,1':4',1'':4"',1'"":4"'"",1"'""":... 458 C36H26 004499-83-6 9

Abundance Scan 3822 (25.668 min): BM043761.D\data.ms (-3818) (- | m/z 459.80 100.00%
459.8

141.9

5000
331.8 394.9

—

229.9 T

—— ‘
25.50 26.00

0! m/z 457.80 89.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0
5000 T

T ‘
25.50 26.00
m/z 461.80 60.57%

0 142.0 230.0 332.0 395.0
O,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #327553: 2,3,6-Tribromophenanthrene-9-carboxylic acid
458.0
i e
25.50 26.00
m/z 141.90 53.02%
5000 174.0 /
b 2500 0
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #328395: phenol, 4-[4,5-bis[4-(dimethylamino)phenyl]-1H e —
458.0 25.50 26.00
m/z 455.80 33.73%

5000

%

45.0 229.0 400.0
Ot e e e =

R ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43761.D

Acqg On : 05 Jan 2024 15:37
Operator : MA/JU

Sample : 05919-15ME

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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|
(DEL) Alkane: S... 14.068 3.8 ng/ul 525003 3 14.598 2765420 20.0
2-Ethylhexyl me... 14.480 26.1 ng/ul 3610530 3 14.598 2765420 20.0
(DEL) Alkane: S... 15.104 2.8 ng/ul 391019 3 14.598 2765420 20.0
2-Ethylhexyl 2-... 15.421 9.9 ng/ul 1371370 3 14.598 2765420 20.0
(DEL) Alkane: S... 15.839 16.1 ng/ul 2220970 3 14.598 2765420 20.0
(DEL) Alkane: S... 16.321 32.3 ng/ul 6436630 4 17.356 3988730 20.0
3-Isobutylidene... 16.562 6.9 ng/ul 1367480 4 17.356 3988730 20.0
(DEL) Alkane: S... 17.151 30.4 ng/ul 6066320 4 17.356 3988730 20.0
(DEL) Alkane: S... 17.756 11.4 ng/ul 2276410 4 17.356 3988730 20.0
n-Hexadecanoic ... 18.245 7.2 ng/ul 1430340 4 17.356 3988730 20.0
Phenanthrene, 2... 19.839 7.6 ng/ul 1416620 5 21.533 3738240 20.0
Heptafluorobuty... 21.238 4.6 ng/ul 863165 5 21.533 3738240 20.0
Octachlorodiben... 25.668 9.7 ng/ul 1778290 6 23.950 3667970 20.0
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