LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101421\
Data File : BP0O7448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc :

ALS Vvial : 16 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-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7448.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.128 3 7 24 rVB 5212875 8047172 100.00% 18.400%
2 3.387 47 51 58 rvB 30499 42292 0.53% 0.097%
3 3.917 135 141 145 rBV 16441 24353 0.30% 0.056%
4 4,052 159 164 168 rBV 37398 56701 0.70% 0.130%
5 4.140 175 179 184 rVB 14420 22772 0.28% 0.052%
6 4.234 190 195 200 rVB4 13435 20289 0.25% 0.046%
7 4.517 240 243 249 rVB7 7113 9749 0.12% 0.022%
8 5.058 329 335 342 rVB 17596 27663 0.34% 0.063%
9 6.340 549 553 562 rBV2 15018 28510 0.35% 0.065%
106 7.117 678 685 695 rVB 461458 736664  9.15% 1.684%
11 7.287 708 714 723 rVB 404160 606413  7.54% 1.387%
12 7.493 742 749 760 rBV 476277 750913 9.33% 1.717%
13 7.605 762 768 774 rVB8 6268 12978 0.16% ©0.030%
14 7.769 792 796 802 rVB5 4341 8770 0.11% 0.020%
15 7.964 822 829 836 rBV 683801 1084839 13.48% 2.480%
16 8.663 941 948 960 rBV 545558 868651 10.79%  1.986%
17 8.781 964 968 974 rVB2 16766 26911 0.33% 0.062%
18 9.116 1017 1025 1033 rBV 434949 724871 9.01% 1.657%
19 9.687 1115 1122 1126 rBvV10 5512 13227 0.16% 0.030%
20 9.846 1140 1149 1156 rBV 291098 498245 6.19% 1.139%
21 10.387 1233 1241 1251 rBV 553398 938861 11.67% 2.147%
22 10.552 1264 1269 1274 rBV6 5952 9730 0.12% 0.022%
23 10.769 1297 1306 1318 rBV 922263 1572436 19.54% 3.595%
24 10.899 1320 1328 1341 rVB 470355 822895 10.23% 1.882%
25 12.428 1583 1588 1594 rVB3 8226 12830 0.16% 0.029%
26 12.640 1620 1624 1630 rBV3 6085 10143 0.13% 0.023%
27 14.004 1846 1856 1862 rBV 992231 1351847 16.80% 3.091%
28 14.287 1896 1904 1918 rBV 1160329 1781853 22.14% 4.074%
29 14.598 1947 1957 1964 rBV 1371911 2073022 25.76% 4.740%
30 14.657 1964 1967 1973 rVBS8 5849 10312 0.13% 0.024%
31 14.775 1981 1987 1995 rBV 349305 510210 6.34% 1.167%
32 14.998 2020 2025 2031 rVB2 9837 20210 0.25% 0.046%
33 15.593 2117 2126 2132 rBV 1433694 2131640 26.49% 4.874%
34 15.640 2132 2134 2138 rVV4 13858 16946 0.21% 0.039%
35 15.698 2138 2144 2153 rVV 172289 247941 3.08% 0.567%
36 15.834 2160 2167 2171 rBV3 18478 27714 0.34% 0.063%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101421\
Data File : BP0O7448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc :

ALS Vvial : 16 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-BP101421.M
Title : SVOA CALIBRATION
37 16.163 2217 2223 2228 rBV9 4110 8438 0.10% 0.019%
38 16.251 2235 2238 2244 rBVS8 3914 9161 0.11% 0.021%
39 16.887 2342 2346 2352 rBVS 11325 21046 0.26% 0.048%
40 16.998 2360 2365 2368 rBV3 7142 12251 0.15% ©0.028%
41 17.128 2385 2387 2390 rVV3 9574 13028 ©0.16% ©0.030%
42 17.169 2390 2394 2398 rVB2 10632 15716 ©0.20% ©0.036%
43 17.351 2418 2425 2429 rBV 1652746 2410834 29.96% 5.512%
44 17.392 2429 2432 2436 rVV 207080 280360 3.48% 0.641%
45 17.451 2436 2442 2453 rVB 1530210 2288402 28.44% 5.232%
46 17.581 2460 2464 2470 rVB8 12712 19879 0.25% 0.045%
47 17.745 2488 2492 2497 rVB2 20656 33376 0.41% 0.076%
48 18.028 2535 2540 2545 rBVS 11955 18688 ©.23% 0.043%
49 18.216 2568 2572 2574 rBV2 22655 28167 ©0.35% 0.064%
50 18.239 2574 2576 2578 rBV2 20552 22270 0.28% 0.051%
51 18.339 2591 2593 2598 rvB2 13051 15542 ©.19% ©0.036%
52 18.404 2599 2604 2608 rvv2 = 32199 58200 0.72% 0.133%
53 18.439 2608 2610 2613 rVB2 16185 17423 0.22% 0.040%
54 18.545 2623 2628 2635 rBV2 14782 27619 ©0.34% 0.063%
55 18.698 2650 2654 2657 rBV 23871 31943 0.40% 0.073%
56 18.734 2657 2660 2665 rVB7 12792 20772 0.26% 0.047%
57 19.098 2719 2722 2727 rVB4 12283 16575 ©.21% ©.038%
58 19.234 2742 2745 2748 rBV5 11537 19988 ©0.25% 0.046%
59 19.357 2761 2766 2771 rVB 370714 473244 5.88% 1.082%
60 19.475 2783 2786 2788 rBv4 19054 22203 ©0.28% 0.051%
61 19.628 2809 2812 2815 rBv4 16252 20088 0.25% 0.046%
62 19.681 2815 2821 2834 rBV 1922748 2826493 35.12% 6.463%
63 19.881 2853 2855 2858 rVB 19137 20775 ©.26% ©0.048%
64 20.186 2905 2907 2912 rVB2 32395 39936 0.50% 0.091%
65 21.433 3113 3119 3124 rBV 2081770 2913774 36.21% 6.662%
66 22.604 3315 3318 3323 rVB 126535 171829 2.14% 0.393%
67 23.180 3412 3416 3422 rVB2 252801 387616 4.82% ©.886%
68 23.733 3503 3510 3521 rVB 1105226 2299342 28.57% 5.257%
69 23.839 3523 3528 3531 rVV 295769 549116 6.82% 1.256%
70 23.892 3531 3537 3546 rVB2 1342614 2760138 34.30% 6.311%

71 24.598 3652 3657 3667 rVB 336070 710240 8.83% 1.624%

Sum of corrected areas: 43735045
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101421\
Data File : BP0O@7448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP0O07448.D\data.ms
5000000128

4000000

3000000

2000000

1000000 7964 10.769
7.11pg7493 J\ 8.663 9116 10.387 1jn.899

9.846
3.387 3.9WA234.517 5.058 6.340 | #6036 .781]\ 9.681

Time--> 350 4.00 450 5,00 5.50 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07448.D\data.ms
5000000

4000000

3000000

19.681

2000000

15.593 47951

4.287
1000000 14.004
4.775
12.428640 l 65L4 998 32166.851 16 .EBI4B (0 SEERERCHR 6331 9

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16. OO 16.50 17.00 17. 50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BPO07448.D\data.ms
5000000

o

4000000

3000000

21.433

2000000

1000000

O L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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\BP101421\
Data File : BP0O@7448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.128 148.36 ng/ul 8047170 1,4-Dichlorobenzene-d4 7.964
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance Scan 7 (3.128 min): BP007448.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000

‘ ‘ 3.203.303.403.50
obbk| 13281929253.13102 383844885100 1y 43.10  35.44%

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

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 UL LR R A IR
3.203.303.403.50
“ ‘ m/z 87.10  26.99%
O\\l‘\l\H‘H\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R ARRRaREaE S
3.203.303.403.50
5000 m/z 55.05 25.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 3.203.303.403.50
m/z 41.05 11.50%
5000 /\
o\H““ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101421\
Data File : BP0O@7448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.839 3.98 ng/ul 549116 Perylene-di12 23.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87

Abundance Scan 3528 (23.839 min): BP007448.D\data.ms (-3523) (- m/z 57.05 100.00%
57.0

N

5000
= —T—
‘ | F 71 000 23.50 24.00
ol AL 2090 2810 3691 4771543% 1/ 7105  71.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123958: Heptadecane
57.0
5000 = o
23.50 24.00
m/z 85.10 56.26%
Wigzra,. 200
O‘\\‘T%[\WTJ‘IHT‘\A\%"\‘\\‘\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
= —=
23.50 24.00
5000 ITI/Z 43.05 55.95%

L LF10 2100 3090567,

L L

-

O e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275552: Heneicosane, 11-pentyl- “ —

43.0 23.50 24.00
m/z 55.10 22.51%
5000
224.0
113.0 295.0

0 _lfﬁﬂ&mpuu‘_www“HH‘H§949“H“H“_‘H“ — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP101421\

Data File : BP@07448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.598 5.15 ng/ul 710240  Perylene-d12 23.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
4 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 94
5 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 94

Abundance Scan 3657 (24.598 min): BP007448.D\data.ms (-3652) (-  m/z 57.10 100.00%

57.1
5000

=
1"‘? [l 2070 3072 4149 24.50 25.00
‘\\\\‘\I\\‘\““‘J“\\“\\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘4’Z5\\2‘\5§4\"9\ m/z 71.10 73.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 — :
24.50 25.00

m/z 85.18  55.92%
I

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

o

o

24.‘50 25.‘00
5000 m/z 43.10 53.41%
239.0
0\***\*”*JiEM$U**“*w***\**§9$79*w***\**ww****w***\* VVMMMWMNM/\V\WMWWWN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- —r— :
57.0 24.50 25.00

m/z 55.00 21.02%

- ML
‘EPO 210.0

0 Lo 30903670
e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101421\
Data File : BP0@7448.D

Acqg On : 15 Oct 2021 17:44
Operator : CG/JU

Sample : M4181-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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... 3.128 148.4 ng/ul 8047170 1 7.964 1084840 20.0
(DEL) Alkane: S... 23.839 4.0 ng/ul 549116 6 23.892 2760140 20.0
(DEL) Alkane: S... 24.598 5.2 ng/ul 710240 6 23.892 2760140 20.0
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