LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 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:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416 .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 4_368 258 260 262 rBV3 7433 7988 0.18% 0.017%
2 4.479 272 279 282 rBV7 12886 28138 0.63% 0.062%
3 4_503 282 283 288 rBV3 6631 9537 0.21% 0.021%
4 4.573 294 295 298 rBvV2 8860 6618 0.15% 0.014%
5 4.708 317 318 323 rBV5 7121 7555 0.17% 0.017%
6 5.178 394 398 399 rBv4 7630 9550 0.21% 0.021%
7 5.390 433 434 438 rVB4 6524 7527 0.17% 0.016%
8 5.490 448 451 452 rBV2 5710 6084 0.14% 0.013%
9 5.701 484 487 490 rBvV4 7451 10577 0.24% 0.023%
10 6.476 617 619 622 rBv4 4261 6233 0.14% 0.014%

11 7.269 748 754 765 rBV 463570 838634 18.79% 1.837%
12 7.434 776 782 790 rVB 390457 647655 14.51% 1.418%
13 7.645 812 818 828 rVB 431723 778596 17.45% 1.705%

14 7.786 840 842 848 rBV6 6447 8204 0.18% 0.018%
15 7.969 871 873 875 rBvV3 8573 9033 0.20% 0.020%
16 8.115 892 898 906 rvv 463513 826649 18.52% 1.810%
17 8.174 906 908 910 rVvB3 8810 7049 0.16% 0.015%
18 8.327 929 934 938 rBV7 8915 16121 0.36% 0.035%
19 8.826 1013 1019 1036 rvB2 585781 1045844 23.43% 2.291%
20 9.220 1082 1086 1090 rBV7 5420 7558 0.17% 0.017%
21 9.290 1092 1098 1108 rBV 468631 852151 19.09% 1.866%
22 9.431 1121 1122 1128 rBV4 6569 9704 0.22% 0.021%
23 9.666 1160 1162 1169 rVB4 16877 26695 0.60% 0.058%
24 9.754 1173 1177 1179 rBV3 5396 7821 0.18% 0.017%
25 9.913 1201 1204 1206 rBV3 5477 6807 0.15% 0.015%

26 10.019 1216 1222 1230 rBV 397683 741708 16.62% 1.624%
27 10.571 1305 1316 1327 rBV 562123 1120268 25.10% 2.454%
28 10.947 1372 1380 1392 rBV 757416 1395485 31.27% 3.056%
29 11.088 1396 1404 1415 rBV 576476 1107963 24.83% 2.427%

30 11.875 1536 1538 1542 rVB5 7337 8056 0.18% 0.018%
31 12.081 1570 1573 1577 rVB4 5380 6736 0.15% 0.015%
32 12.509 1644 1646 1648 rBV3 7004 7113 0.16% 0.016%
33 12.539 1648 1651 1659 rVB4 13060 21515 0.48% 0.047%
34 12.686 1674 1676 1681 rVB5 5617 7878 0.18% 0.017%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 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:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M

Title = SVOA CALIBRATION

35 12.733 1681 1684 1687 rBV3 6942 10377 0.23% 0.023%
36 12.862 1703 1706 1707 rVB2 8289 6751 0.15% 0.015%
37 12.997 1724 1729 1732 rBV7 6784 12247 0.27% 0.027%
38 13.120 1746 1750 1756 rVB6 9338 16335 0.37% 0.036%
39 13.379 1786 1794 1797 rBVS8 14897 29829 0.67% 0.065%
40 13.649 1838 1840 1844 rBVS5 13485 16959 0.38% 0.037%
41 13.725 1850 1853 1855 rBV4 5273 6713 0.15% 0.015%
42 13.796 1863 1865 1869 rBV4 6334 7605 0.17% 0.017%
43 14.096 1911 1916 1920 rBV5 17603 26008 0.58% 0.057%

44 14.178 1923 1930 1934 rBV 1296847 1966526 44.06% 4_.307%
45 14.225 1934 1938 1945 rVB 676524 970266 21.74% 2.125%

46 14.477 1973 1981 1988 rBV 1373361 2236160 50.11% 4._.897%

47 14.601 2000 2002 2006 rVB5 7319 9697 0.22% 0.021%
48 14.648 2006 2010 2015 rVB6 15592 23633 0.53% 0.052%
49 14.724 2020 2023 2026 rBV5 12273 16173 0.36% 0.035%
50 14.783 2026 2033 2040 rVV2 1332949 2263235 50.71% 4_.957%
51 14.836 2040 2042 2047 rVB6 7489 11460 0.26% 0.025%
52 14.994 2063 2069 2082 rBV 475292 1023634 22.94% 2.242%
53 15.523 2158 2159 2161 rBV 8005 7374 0.17% 0.016%
54 15.558 2161 2165 2168 rVVv4 17007 27135 0.61% 0.059%
55 15.605 2168 2173 2178 rVVv4 26760 45116 1.01% 0.099%
56 15.652 2178 2181 2182 rVV3 6075 5820 0.13% 0.013%
57 15.693 2186 2188 2190 rVB3 8300 7720 0.17% 0.017%

58 15.776 2195 2202 2209 rBV 2038365 3039360 68.10% 6.657%
59 15.893 2215 2222 2230 rBV 709143 1120123 25.10% 2.453%

60 16.016 2237 2243 2248 rVB10 32788 56040 1.26% 0.123%
61 16.099 2255 2257 2261 rBV5 10292 14935 0.33% 0.033%
62 16.469 2316 2320 2331 rBV5 42678 78902 1.77% 0.173%
63 16.586 2339 2340 2343 rBV3 5387 6044 0.14% 0.013%
64 16.739 2362 2366 2370 rBV5 15116 31734 0.71% 0.070%
65 16.810 2376 2378 2380 rBV3 8863 10080 0.23% 0.022%
66 16.921 2393 2397 2399 rBv4 22762 33775 0.76% 0.074%
67 17.244 2450 2452 2453 rBV2 6759 6151 0.14% 0.013%
68 17.268 2453 2456 2461 rVVv7 24654 36597 0.82% 0.080%
69 17.326 2461 2466 2471 rVV7 18293 33529 0.75% 0.073%

70 17.544 2496 2503 2508 rBV 1954717 3040294 68.12% 6.659%
71 17.644 2514 2520 2531 rVB 2344647 3526437 79.02% 7.723%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 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:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M

Title = SVOA CALIBRATION

72 17.814 2545 2549 2550 rBv4 19095 21758 0.49% 0.048%
73 18.290 2626 2630 2634 rBV7 25952 47731 1.07% 0.105%
74 18.413 2647 2651 2659 rBV2 279583 445860 9.99% 0.976%
75 18.695 2698 2699 2702 rBV3 14603 12825 0.29% 0.028%

76 19.600 2849 2853 2857 rVB 139458 206244 4.62% 0.452%
77 19.682 2863 2867 2874 rBV2 180998 264365 5.92% 0.579%
78 19.935 2904 2910 2922 rVB 2876986 4462898 100.00% 9.774%
79 21.715 3211 3213 3220 rVB2 113855 135466 3.04% 0.297%
80 21.856 3231 3237 3244 rBV2 1881448 3177652 71.20% 6.959%

81 22.660 3371 3374 3380 rVB2 79471 127554 2.86% 0.279%
82 24.229 3635 3641 3650 rVB3 370684 836494 18.74% 1.832%

83 25.004 3764 3773 3783 rVB2 1251753 3466455 77.67% 7.592%
84 25.239 3803 3813 3823 rVB2 1005913 3068532 68.76% 6.720%

Sum of corrected areas: 45659658
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023511.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.93 ng/ul 445860 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2650 (18.407 min): BG023511.D (-2647) (-) m/z 73.05 100.00%

5000

18.00 18.20 18.40 18.60 18.80

%0985 327355385 451 504534

0 m/z 60.05 95.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
0
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m/z 43.10 82.19%

157 185213 256
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m/z--> 50 150 200 250 3(I)O 35|O 4(|)O 45|O 5CI)O !
Abundance
43 73
18.00 18.20 18.40 18.60 18.80
5000 256 m/z 57.05 70.08%
| ﬂwﬂ‘v\«/
213
101 157185
G R L S S L S I S I S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid el R T
43 73 18 00 18. 20 18 40 18 60 18. 80

m/z 55.05 64 .83%

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1
R.T. EstConc Area Relative to ISTD R.T.
24 .23 5.45 ng/ul 836494 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 13-Methylhentriacontane 451 C32H66 1000131-19-4 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 3641 (24.229 min): BG023511.D (-3635) (-) m/z 57.05 100.00%
5000 \
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
113 24.00 24.20 24.40 24.60
155 207
o 251281309 344 396 450 505532 m/z 71.05 68_39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57
85
5000
24.00 24.20 24.40 24.60
- m/z 43.15 61.88%
oL ‘N‘MMF%%F?¥}§9J97225253 338
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
o5 " 24.00 24.20 24.40 24.60
5000 m/z 85.05 47 .87%
113
4130 141169197 225253281 309 338
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227199: 13-Methylhentriacontane
57 24.00 24.20 24.40 24.60
m/z 55.05 23 .54%
5000 85 196
280
o 1 | 11141198 | 524252 | 305337 379407435
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080516\
Data File : BG023511.D

Acq On > 6 Aug 2016 6:28

Operator : UM/SJ

Sample > H4249-04

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 18.41 2.9 ng/ul 445860 4 17.54 3040290 20.0
(DEL) Alkane: Str... 24.23 5.5 ng/ul 836494 6 25.24 3068530 20.0
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