LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\

Data File : BP021766.D

Acqg On ¢ 31 Aug 2024 00:15

Operator : RC/JU

Sample : P3733-06

Misc :

ALS Vvial : 18 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-BP082324.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@21766.D\data.ms

peak R.T. first

# min
1 3.016
2 3.275
3 3.540
4 3.687
5 3.881
6 4.010
7 4.452
8 4.799
9 4.922
10 5.757
11 6.057
12 6.793
13 6.957
14 7.110
15 7.322
16 7.387
17 7.710
18 7.781
19 7.846
20 7.998
21 8.145
22 8.481
23 8.928
24  9.492
25 9.645
26 9.751
27 9.898
28 10.187
29 10.569
30 10.698
31 11.110
32 11.316
33 11.516
34 11.781
35 12.063
36 12.163
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021766.D

Acqg On ¢ 31 Aug 2024 00:15
Operator : RC/JU

Sample : P3733-06

Misc :

ALS Vvial : 18 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-BP082324.MA.M
Title : SVOA CALIBRATION
37 12.781 1659 1665 1672 rBV5 9590 21391 0.37% 0.032%
38 13.022 1701 1706 1711 rBV3 15455 25484 0.45% 0.039%
39 13.328 1753 1758 1762 rVBS8 5798 9684 0.17% 0.015%
40 13.375 1762 1766 1770 rBV7 5275 9139 0.16% 0.014%
41 13.639 1802 1811 1816 rBV7 13766 26683 0.47% 0.040%
42 13.822 1835 1842 1859 rBV 1843422 2754524 48.20% 4.181%
43 14.116 1879 1892 1911 rBV 2119252 3461231 60.56% 5.253%
44 14.345 1928 1931 1937 rVB3 5967 9685 ©0.17% 0.015%
45 14.428 1937 1945 1952 rBV 1775449 2621928 45.88%  3.980%
46 14.628 1973 1979 1996 rBV 598084 1239747 21.69% 1.882%
47 14.845 2013 2016 2023 rVB9 17609 26053 0.46% 0.040%
48 14.986 2033 2040 2057 rBV 169949 635914 11.13% 0.965%
49 15.251 2081 2085 2090 rVB6 16434 25088 0.44% 0.038%
50 15.433 2109 2116 2129 rBV 2683705 4022599 70.39% 6.106%
51 15.545 2129 2135 2143 rBV 568574 792834 13.87% 1.203%
52 15.675 2154 2157 2164 rVB6 14006 21043 0.37% 0.032%
53 15.810 2178 2180 2185 rVB6 6706 8231 0.14% 0.012%
54 16.298 2259 2263 2268 rBV2 15857 22863 0.40% 0.035%
55 16.363 2270 2274 2278 rVV5 22715 35756 0.63% 0.054%
56 16.422 2282 2284 2288 rVB3 17071 19678 0.34% 0.030%
57 16.469 2288 2292 2295 rBV5 14769 17734 0.31% 0.027%
58 16.622 2315 2318 2326 rVB6 16622 29079 0.51% 0.044%
59 16.698 2327 2331 2334 rBv2 20045 27709 0.48% 0.042%
60 17.227 2414 2421 2431 rBV 1837189 2741732 47.97% 4.161%
61 17.333 2432 2439 2450 rVV2 2466909 3983244 69.70% 6.046%
62 17.421 2451 2454 2461 rVB8 30352 49777 0.87% 0.076%
63 18.163 2576 2580 2589 rBV 241529 385194 6.74%  0.585%
64 19.492 2802 2806 2810 rBV2 92506 135434  2.37%  0.206%
65 19.692 2834 2840 2849 rBV2 3176795 4726901 82.71% 7.175%
66 21.351 3119 3122 3132 rVB2 219468 318286 5.57% 0.483%
67 21.668 3171 3176 3183 rVB2 2127665 3176608 55.58% 4.821%
68 24.827 3704 3713 3724 rVB 2216793 5715004 100.00% 8.674%
69 25.062 3745 3753 3766 rVB 1364429 3852773 67.42% 5.848%

Sum of corrected areas: 65884327
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 31 Aug 2024 00:15
: RC/JU
: P3733-06

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
BP021766.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©82324.MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP021766.D\data.ms
16

8.481
6.957

22 7.781
7387 718189845 9.49295398 11.11@1&157822483 12.7¢
T T T T T ‘ T T TT ‘

1
6.79
[T T L L O L B L B I B LA B B B A B T TT T

0.569

10.1871p 608

9.645

3.687 8.928

3.2755405 gqu10 4.45%.29P2 5.758.057

Time--> 3

.00 350 4.00 450 500 550 6.00 6.50

T T ‘ T TT
700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP021766.D\data.ms

19.692

15.433 21.668

14.116
13.822 | 14.428

21.351

14.986 JV 18.163 19.49
3.02B33B63 4.345 4.85@5ﬁ 67510 16AAREENA98 171421

4.628 15.545

0
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP021766.D\data.ms

24.827

5.062

™

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_P\Data\BP083024\
Data File : BP021766.D

Acqg On : 31 Aug 2024 00:15
Operator : RC/JU

Sample : P3733-06

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.016 57.02 ng/ul 4833600 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 80
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (3.016 min): BP021766.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ 3.103.203.30 3.40
obr At 13521931 269.8326.5387.0446.6504.9 /7 43.10  29.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T[T T T T[T T T T[T T T T TTTT]
3.103.203.30 3.40
m/z 87.10  28.73%
0\\mu“l”\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
S RARRRERRaEs
3.103.203.30 3.40
5000 m/z 55.10 23.52%
0"\J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol S RARRREE R
73.0 3.103.203.30 3.40
m/z 71.10 11.05%
5000 /\\
o\H“‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021766.D

Acqg On : 31 Aug 2024 00:15
Operator : RC/JU

Sample : P3733-06

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 2 Hexathiane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.986 4.85 ng/ul 635914  Acenaphthene-di10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
5 2-Chloro-7-methoxynaphthalene 192 C11H9C1O0 067061-67-0 4
Abundance Scan 2040 (14.986 min): BP021766.D\data.ms (-2033) (- m/z 63.90 100.00%
63.9
191.9
5000
127.9 T
l ‘ . 15.00
Obrr b rah ok b 2670 3421 422.1 48905470 /7 191 99 55.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 o
15.00
m/z 127.90 17.76%
0\\‘\‘\‘\\\“\\l\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0 .
15.00
5000 m/z 193.90 13.54%
128.0
o S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67523: Hexathiane =
64.0 192.0 15.00
m/z 95.85 13.33%
5000
128.0
om‘“H“Wiwm_m_mw‘,wwww,w_ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\

Data File : BP
Acqg On : 31
Operator : RC
Sample : P3
Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Library Search Compound Report

021766.D

Aug 2024 00:15
/3U

733-06

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .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 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.163 2.81 ng/ul 385194  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2580 (18.163 min): BP021766.D\data.ms (-2576) (- m/z 73.00 100.00%

73.0
5000

2132 s ——
mL“L 18.00 1850
|| i)

‘Jw“‘_“““‘un £82.0 356.0416.9475.1536.9 1/, 60.00  78.50%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

5000 s —
18.00 18.50

}’ 157.0 m/z 43.05 63.24%
l }H j

O\ll\“l \\‘\‘\\“1\"\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0

18.00 18.50
5000 256.0 m/z 57.05 60.01%

129.0 '
oLl ”Hmﬁlo,
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50

m/z 55.10  58.49%

o

5000 129.0

} 2130
MM

Lm\“\ \

oAb e —
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021766.D

Acqg On : 31 Aug 2024 00:15

Operator : RC/JU

Sample : P3733-06

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .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 4 Heptafluorobutyric acid, pe... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.351 2.00 ng/ul 318286 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 94

Abundance Scan 3122 (21.351 min): BP021766.D\data.ms (-3119) (- m/z 57.10 100.00%
57.1

3

5000
‘ F 5.1
208.1 283.0 356 1 21.00 21.50
oot L “Uu"\\ Hovsssshpr Lo 200 429:14901549. /7 83 10 96.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 - ——
21.00 21.50
f 5.0 m/z 97.18  88.21%
210 0
O‘Hll‘“\[\ b ‘\ 406.0

1IHMHW[1\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

-

21.00 21.50
5000 m/z 69.05 81.92%

125.0
“m \lﬂhnn 2380

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

Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es
83.0 21.00 21.50

m/z 55.10 77.08%

o

:

5000

:

195.0
0 25\h fl \‘ I “ H‘ul\ Bty \L \25?'0

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021766.D

Acqg On : 31 Aug 2024 00:15
Operator : RC/JU

Sample : P3733-06

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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|
Butane, 2-metho... 3.016 57.0 ng/ul 4833600 1 7.781 1695500 20.0
Hexathiane 14.986 4.8 ng/ul 635914 3 14.428 2621930 20.0
n-Hexadecanoic ... 18.163 2.8 ng/ul 385194 4 17.227 2741730 20.0
Heptafluorobuty... 21.351 2.0 ng/ul 318286 5 21.668 3176610 20.0
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