LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\

Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02

Operator : MA/JU

Sample : 04450-04

Misc

ALS Vial 57 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-BP092023.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@17365.D\data.ms

peak R.T. first

# min
1 3.299
2 3.599
3 3.734
4 3.922
5 4.040
6 4,187
7  4.422
8 4.558
9 4.975
10 5.164
11 5.511
12 5.887
13 6.334
14 6.893
15 6.975
16 7.081
17 7.269
18 7.446
19 7.540
20 7.922
21 8.634
22 9.122
23 9.240
24  9.322
25 9.834
26 10.363
27 10.504
28 10.634
29 10.746
30 10.910
31 11.816
32 12.063
33 12.328
34 12.840
35 13.157
36 13.340

SFAM-EPA-BP092023.

scan
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1046
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MA.M

last
scan

92
126
148
169

193
232
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323
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416
481
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654
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691
720
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763
833

956
1037
1050
1065
1160

1253
1266
1289
1311
1349

1492
1530
1580
1665
1716
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PK  peak
TY height
rBv 34120
rBv3 5350
rBV 155486
rvB 36060
rvB 25344
rvB8 11117
rvB4 11473
rvB 71691
rvB2 4573
rvB6 4337
rBv 15841
rvB 10928
rBv4 13669
rvw7 8826
rve8 3606
rBV 149583
rBV 620001
rBv 605658
rvB4 12652
rBv 547618
rBv 440777
rBv 741748
rvB6 3887
rvBe3 9791
rBv 563314
rBv 821228
rve1e 6963
rvB7 3888
rBv 813594
rBv 763992
rve8 6482
rBv8 2181
rvB2 14812
rBvie 4006
rvB7 5401
rBveé 2927

corr.
area

8317
252052
53998
37797

20328
18636
112235
5212
6466

27844
17321
23494
14070

6014

250287
975900
953255

24780
865707

717003
1193985
6998
15778
937365

1401780
15490
6072

1300078

1322506

9655
5176
29365
6978
8596

5557
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02
Operator : MA/JU

Sample : 04450-04

Misc :

ALS Vvial : 57 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-BP092023.MA.M
Title : SVOA CALIBRATION
37 13.428 1752 1758 1765 rBV 47681 80197 1.55% 0.178%
38 13.540 1775 1777 1782 rVB5 3895 6019 0.12% 0.013%
39 13.763 1808 1815 1819 rBvVS8 5154 9922 0.19% 0.022%
40 13.998 1848 1855 1863 rBV 1737355 2347698 45.44%  5.221%
41 14.287 1897 1904 1917 rBV 1824618 2692173 52.11% 5.987%
42 14.587 1947 1955 1965 rBV 1171135 1689004 32.69% 3.756%
43 14.822 1989 1995 2006 rBV 66193 150217 2.91% 0.334%
44 14.969 2017 2020 2024 rBV5 6042 8436 0.16% 0.019%
45 15.028 2028 2030 2035 rvVB5 4987 6206 ©0.12% 0.014%
46 15.328 2077 2081 2084 rVB5 4859 6953 0.13% 0.015%
47 15.375 2084 2089 2091 rVV6 5516 7731 0.15% 0.017%
48 15.392 2091 2092 2098 rVB4 5420 6956 ©0.13% 0.015%
49 15.581 2117 2124 2133 rBV 2543669 3573143 69.16% 7.946%
50 15.645 2133 2135 2141 rVV7 10147 21728 0.42% 0.048%
51 15.716 2141 2147 2161 rVV 609543 825435 15.98% 1.836%
52 15.822 2161 2165 2169 rVB4 12373 18780 0.36% 0.042%
53 16.704 2312 2315 2321 rVB8 9005 11808 0.23% 0.026%
54 17.034 2365 2371 2376 rBV1e 4872 9696 ©.19% 0.022%

55 17.357 2419 2426 2436 rBV 1471922 2031149 39.32% 4.517%

56 17.457 2437 2443 2461 rVV 3108810 4181137 80.93% 9.298%
57 17.616 2467 2470 2474 rVB4 4958 6286 0.12% 0.014%
58 17.980 2529 2532 2538 rVB6 9126 13079 ©0.25% 0.029%
59 18.198 2565 2569 2578 rBV = 221717 351210 6.80% 0.781%
60 18.286 2582 2584 2589 rVB 14810 20875 0.40%  0.046%
61 19.269 2748 2751 2755 rVB2 39042 44478 0.86% ©0.099%
62 19.339 2760 2763 2768 rVB 42530 53282 1.03% 0.118%
63 19.439 2776 2780 2784 rBV 70062 92807 1.80% ©.206%
64 19.698 2819 2824 2832 rBV 3948298 5142648 99.54% 11.436%
65 21.127 3063 3067 3078 rBvV2 176238 394669 7.64% ©.878%
66 21.463 3119 3124 3130 rBV 1764041 2254756 43.64% 5.014%
67 23.104 3400 3403 3411 rVB 191274 298435 5.78% ©.664%
68 23.763 3511 3515 3517 rBvV2 215371 342745 6.63% 0.762%
69 23.810 3517 3523 3534 rVB2 2564751 5166311 100.00% 11.488%
70 23.974 3545 3551 3561 rVB 1166180 2409005 46.63% 5.357%

Sum of corrected areas: 44969694
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 26 Sep 2023 17:02
: MA/JU
. 04450-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
BPO17365.D

: 57 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA CALIBRATION

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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

NES 13.29%.59 ﬁbmmw@-&gmms 5115, 887 6.334 6@3 540 K 2302

TIC: BP017365.D\data.ms

9.122 10.3631078910

728946 7922 8.634 0.834

Time-->

350 4.00 4. 50 500 550 6. 00 6.50 7.00 7. 50 8.00 850 9.00 950 10.00 1050 11.00 11.50

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017365.D\data.ms
19.698

17.457

15.581

13.994-287
17.357

14.587

15.716

18.198

Time-->

oB1B063.328 12.8418. 13348820763 14@@@522 16.7087.034 ||17.6167.9808.286 1998dS59) t/

12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP017365.D\data.ms

23.810

21.463

3.974

23104 23
21.127 /L A

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_P\Data\BP092523\
Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02
Operator : MA/JU

Sample : 04450-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Tetrachloroethylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.558 2.59 ng/ul 112235 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 53
5 2,4-Dichloro-6-fluoropyrimidine 166 C4HC12FN2 003833-57-6 35
Abundance Scan 250 (4.558 min): BP017365.D\data.ms (-246) (-) m/z 165.90 100.00%
165.9

5000

©
w
©

‘ 4.20 4.40 4.60 4.80
I L

‘ 294.8355. 2488.5546. g
bl Lk 230920083550 42024885506 1/, 163.80 78,35

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39852: Tetrachloroethylene
166.0
5000 T T T T T T[T T[T rTo T
94.0 4.20 4.40 4.60 4.80

m/z 130.90  72.38%

3?FLMJ ‘

‘\\‘\‘\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene

166.0

>

4.20 4.40 4.60 4.80

5000 m/z 128.90 71.61%
94.0

35.F
\M\ L‘ ‘ |

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

Abundance #39850: Tetrachloroethylene T T
166.0 4.20 4.40 4.60 4.80

m/z 93.90 50.93%

—

5000
94.0

=0 ‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02
Operator : MA/JU

Sample : 04450-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.198 3.46 ng/ul 351210 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# 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 93

Abundance Scan 2569 (18.198 min): BP017365.D\data.ms (-2565) (- m/z 73.00 100.00%

73.0
5000
213.2 = ——
ez s
ol LTI Lyl 8113410 4289 5000 4/, co.e0  77.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 — ——
129.0 18.00 18.50
m/z 43.10 75.38%

‘\\\‘“H !mlm{“!“\W]M;Qﬂ.b\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

T
18.00 18.50

5000 129.0 m/Z 41.05 67.22%
“ 213.0
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid TS ——
43.0 18.00 18.50

m/z 57.00 62.68%

5000 256.0
129.0

UL, 3se0

e e e e ; : ™

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\BP092523\
Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02
Operator : MA/JU

Sample : 04450-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 1
R.T. EstConc Area Relative to ISTD R.T.
21.127 3.50 ng/ul 394669 Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 97
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
4 Cyclotetradecane 196 C14H28 000295-17-0 93
5 1-Octadecanol 270 C18H380 000112-92-5 93

Abundance Scan 3067 (21.127 min): BP017365.D\data.ms (-3063) (- m/z 83.05 100.00%

83.0
5000

207.0 g —
140.1 ‘ 264.9 327.0 21.00 21.50
”m Ll 2T AN MA9475.9 54T 7 69.00  99.25%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 T
21.00 21.50

m/z 55.10  99.15%

J‘ L. L. 182.0  280.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 43.05 89.73%

\‘ 1‘, n %1820 2520

-

gl A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173730: 9-Eicosene, (E)- ‘ ‘ ‘
57.0 21.00 21.50

m/z 97.05 89.13%

5000

5.0
1\ i J\ , 182.0 280 0

m/z--> 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_P\Data\BP092523\
Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02
Operator : MA/JU

Sample : 04450-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M

: SVOA CALIBRATION

¢ 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.104 2.48 ng/ul 298435  Perylene-di2 23.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 3403 (23.104 min): BP017365.D\data.ms (-3400) (- m/z 57.05 100.00%

57.0
5000

—
‘ Hl 23.00 23.50

192.0 282.0
0 w_wwww 34003990 4751 5481 .. 71,05  80.55%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

5000 == ——
23.00 23.50

m/z 43.10 64.17%

“ || £270 197.0 268.0
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0

—
23.00 23.50

5000 m/z 85.10 63.37%
J | ‘ A27.0 1970 282.0
H“_"w“H‘H"_“w“u“u‘,u“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane T T
57.0 23.00 23.50

m/z 55.00  26.40%

- wﬂwmmwmwwAMMWWmawa
L1270 1070 2880

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17365.D

Acqg On : 26 Sep 2023 17:02
Operator : MA/JU

Sample : 04450-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|
Tetrachloroethy... 4.558 2.6 ng/ul 112235 1 7.922 865707 20.0
n-Hexadecanoic ... 18.198 3.5 ng/ul 351210 4 17.357 2031150 20.0
(DEL) Alkane: S... 21.127 3.5 ng/ul 394669 5 21.463 2254760 20.0
(DEL) Alkane: S... 23.104 2.5 ng/ul 298435 6 23.974 2409010 20.0
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