LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample . K2254-18

Misc :

ALS Vial : 9 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.116 19 22 35 rvB 26444 54254 2.14% 0.230%
2 3.622 104 108 115 rBV3 8793 15757 0.62% 0.067%
3 3.804 137 139 143 rVB3 3939 4046 0.16% 0.017%
4 4.710 290 293 301 rvB4 4473 7386 0.29% 0.031%
5

6.751 634 640 656 rBvV 130606 305978 12.09% 1.298%

6.916 660 668 688 rvv 122051 252944 9.99% 1.073%
7.098 693 699 723 rVB 179453 339680 13.42% 1.441%
rBv 446749 747765 29.54% 3.171%
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7.692 797 800 805 rvB4 1888 2992 0.12% 0.013%
1 8.110 868 871 876 rBvV3 1764 3363 0.13% 0.014%
11 8.281 895 900 917 rBV 181970 387189 15.30% 1.642%
12 8.422 919 924 929 rVB5 4412 7704 0.30% 0.033%
13 8.734 970 977 989 rBV 152325 303811 12.00% 1.288%
14 9.045 1026 1030 1035 rvB2 10354 14026 0.55% 0.059%

15 9.445 1092 1098 1113 rBV 104353 205074 8.10% 0.870%

16 9.986 1184 1190 1208 rBV 157849 398203 15.73% 1.689%
17 10.333 1242 1249 1263 rBV 702530 1205925 47.64% 5.114%
18 10.522 1274 1281 1300 rBV 112556 348655 13.77% 1.479%
19 11.975 1526 1528 1532 rVB 2614 3411 0.13% 0.014%
20 13.016 1702 1705 1708 rBV2 2412 3207 0.13% 0.014%

21 13.639 1804 1811 1816 rBV 496095 753673 29.77% 3.196%
22 13.692 1816 1820 1831 rVB 121047 205703 8.13% 0.872%
23 13.910 1851 1857 1869 rBV 621671 907556 35.85% 3.849%
24 14.221 1903 1910 1922 rBV2 1204755 1838306 72.62% 7.796%

25 14.521 1957 1961 1972 rBV3 20359 75394 2.98% 0.320%
26 14.657 1982 1984 1990 rVB4 4743 5519 0.22% 0.023%
27 14.727 1993 1996 2002 rVB4 2418 4423 0.17% 0.019%
28 15.063 2049 2053 2058 rBv4 4017 4844 0.19% 0.021%
29 15.221 2074 2080 2091 rBV 846256 1278083 50.49% 5.420%
30 15.392 2104 2109 2116 rBV2 39127 72824 2.88% 0.309%
31 15.474 2118 2123 2127 rVB3 7497 13608 0.54% 0.058%
32 15.927 2197 2200 2204 rBV2 2627 3601 0.14% 0.015%
33 16.015 2212 2215 2217 rBV3 2468 2817 0.11% 0.012%
34 16.180 2241 2243 2248 rVB2 2382 2899 0.11% 0.012%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample . K2254-18

Misc :

ALS Vial : 9 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 16.721 2332 2335 2338 rBV2 3261 2889 0.11% 0.012%
36 16.768 2340 2343 2348 rVV2 5153 6921 0.27% 0.029%

37 16.980 2373 2379 2385 rBV 1557833 2189556 86.49% 9.286%
38 17.080 2390 2396 2411 rVB2 932066 1373668 54.26% 5.826%

39 17.362 2441 2444 2446 rBV2 2447 3170 0.13% 0.013%
40 17.462 2459 2461 2466 rBV4 3887 5538 0.22% 0.023%
41 17.533 2469 2473 2477 rBV4 1649 2565 0.10% 0.011%
42 17.651 2489 2493 2496 rVB4 5807 7006 0.28% 0.030%
43 17.792 2514 2517 2519 rBV2 2456 3257 0.13% 0.014%
44 17.868 2525 2530 2538 rBV2 87987 152648 6.03% 0.647%
45 17.968 2541 2547 2556 rVV2 15589 42770 1.69% 0.181%
46 18.056 2558 2562 2567 rVV7 8697 16475 0.65% 0.070%
47 18.104 2569 2570 2572 rVVv2 4566 3438 0.14% 0.015%
48 18.156 2576 2579 2584 rBV6 5987 7455 0.29% 0.032%
49 18.315 2603 2606 2610 rVB3 11971 13399 0.53% 0.057%
50 18.445 2624 2628 2633 rVB7 2938 5818 0.23% 0.025%
51 18.592 2650 2653 2656 rVvV 18081 19331 0.76% 0.082%
52 18.680 2665 2668 2669 rBV2 3804 3721 0.15% 0.016%
53 18.792 2684 2687 2691 rVB4 8557 11709 0.46% 0.050%
54 18.880 2699 2702 2707 rVB6 6592 10069 0.40% 0.043%
55 18.933 2709 2711 2714 rVB4 3638 3468 0.14% 0.015%
56 19.021 2723 2726 2728 rBV 14607 17685 0.70% 0.075%
57 19.056 2728 2732 2736 rVV 83451 117180 4.63% 0.497%
58 19.098 2736 2739 2743 rVB3 16830 20089 0.79% 0.085%
59 19.162 2746 2750 2763 rBV7 34660 83224 3.29% 0.353%
60 19.280 2767 2770 2772 rBvV4 7739 10277 0.41% 0.044%
61 19.392 2783 2789 2799 rBV 1215618 1765930 69.76% 7.489%
62 19.498 2805 2807 2812 rVB6 12818 16678 0.66% 0.071%
63 19.574 2817 2820 2823 rVB5 11940 13578 0.54% 0.058%
64 19.833 2859 2864 2870 rBV 96921 121976 4.82% 0.517%
65 20.321 2944 2947 2950 rVB2 21446 23424 0.93% 0.099%
66 20.362 2952 2954 2959 rVB3 28589 30710 1.21% 0.130%
67 20.421 2961 2964 2969 rBv4 21728 31083 1.23% 0.132%

68 20.892 3039 3044 3053 rBV2 283474 459500 18.15% 1.949%
69 21.192 3089 3095 3100 rBV 1900803 2531446 100.00% 10.736%
70 21.321 3114 3117 3120 rBV 65216 81539 3.22% 0.346%
71 21.750 3186 3190 3193 rBV2 104699 128780 5.09% 0.546%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample . K2254-18

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

72 22.197 3263 3266 3271 rVB 161062 197183 7.79% 0.836%
73 22.686 3346 3349 3354 rVB 198293 266715 10.54% 1.131%
74 23.250 3439 3445 3460 rVB2 759244 1691191 66.81% 7.172%
75 23.391 3463 3469 3477 rVB2 1108154 1992332 78.70% 8.450%

76 23.856 3544 3548 3556 rVB 184174 312907 12.36% 1.327%

Sum of corrected areas: 23578918
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample : K2254-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BM019794.D

10.33

7.56

10 8.28
6.769 8.73 945 999 llios2

312 36280 471 760 81842 | 905 )\

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BM019794.D

16.98
14.22 13.39

17.08
15.22

13.91
13.64

18.69
11.97 13.02 L1415266315.0 3597 1908218 18777

Time-->

12.00 1250 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

Abundance
2000000

1500000

1000000

500000

0

TIC: BM019794.D
21119

23.39

23.2h

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample : K2254-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Cyclic20.89 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.63 ng/ul 459500 Chrysene-d12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3044 (20.892 min): BM019794.D (-3039) (-) m/z 57.05 100.00%
57| 83
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—vj—v—v—v—v—
139 207 20.60 20.80 21.00 21.20
N Y A5 161182 711228251 295 327 385 415 | 757 83.05  98.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000
20.60 20.80 21.00 21.20
29 111 m/z 69.05 97.78%
196
oL Iﬂ L \ L | L T
m/z--> 50 150 200 250 300 350 400
Abundance
43
69 AU BN SUNIE BN
97 20.60 20.80 21.00 21.20
5000 m/z 55.00 84 .43%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester B e ameape e
43 20.60 20.80 21.00 21.20
m/z 43.05 84 _.39%
69
5000 97
oL ‘ 2 169 105 224 202
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample : K2254-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.69 2.68 ng/ul 266715 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 3350 (22.691 min): BM019794.D (-3346) (-) m/z 57.10 100.00%
g7
85
5000
L[] 2 000159 10700 685 5 oo || 2240 2260 220 2500
OF A b e e S R e m/z 71.10 92 .29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
22.40 22.60 22.80 23.00
m/z 85.10 65.50%
R M “1?7‘155 183 225253 295 337
m/z--> 50 100 150 200 250 360 350 400 450
Abundance
57
22.40 22,60 22.80 23.00
5000 P m/z 43.10 55._75%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane B AR EA
57 22.40 22.60 22.80 23.00
m/z 55.05 23.28%
- ] ,\M/J/\/M/
29
ol ‘ | J /113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1,0 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample : K2254-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.86 3.14 ng/ul 312907 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Docosane, 1ll-decyl- 451 C32H66 055401-55-3 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3549 (23.862 min): BM019794.D (-3544) (-) m/z 57.10 100.00%
57
85
5000
155 183 23.60 23.80 24.00 24.20
ol s ", .'|.l. L2083 207298 sl 416 489 1 nsz 71.10  98.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane
57
5000 85 AR RN SRR RN
23.60 23.80 24.00 24.20
m/z 85.10 66 .56%
oL Ly hd J‘ 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57
2360 23.80 24.00 24.20
5000 85 m/z 43.10 54 _95%
0 13141160 197 239 967 204 323 352
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #164415: Docosane, 11-decyl- R B B B S eh e
57 23.60 23.80 24.00 24.20
m/z 55.10 25.91%
. J 112 141 160 197 25 253 280, 30° 336 364 392
m/z--> 56 100 150 200 250 300 350 400 450 ' 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019794.D

Acq On : 08 Apr 2019 14:42

Operator : JU/SJ

Sample . K2254-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 20.89 3.6 ng/ul 459500 5 21.19 2531450 20.0
(DEL) Alkane: Str... 22.69 2.7 ng/ul 266715 6 23.39 1992330 20.0
(DEL) Alkane: Str... 23.86 3.1 ng/ul 312907 6 23.39 1992330 20.0
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