LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample : H4496-06

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:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG081816.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 3.467 103 107 112 rVB 23890 35996 1.24% 0.105%
2 4.601 296 300 304 rVvB5 5630 6482 0.22% 0.019%
3 5.153 392 394 396 rBV3 3875 4068 0.14% 0.012%
4 5.306 417 420 422 rBvV2 3525 4592 0.16% 0.013%
5 5.382 431 433 437 rBV2 3402 5100 0.18% 0.015%
6 6.140 559 562 565 rBV3 6955 9664 0.33% 0.028%
7 6.322 590 593 596 rBv4 3539 5019 0.17% 0.015%
8 6.780 670 671 675 rvB2 3877 3956 0.14% 0.011%
9 7.150 733 734 738 rBV3 3518 4444 0.15% 0.013%
10 7.250 744 751 764 rBV 493310 961924 33.06% 2.796%

11 7.409 771 778 787 rVB 386746 652832 22.44% 1.897%
12 7.620 808 814 827 rVB 488422 856606 29.44% 2.490%
13 8.096 888 895 905 rBvV 409029 721326 24.79% 2.096%
14 8.807 1010 1016 1031 rBV 568271 1083932 37.25% 3.150%
15 9.271 1087 1095 1103 rBV2 474398 848749 29.17% 2.467%

16 9.653 1155 1160 1163 rBV5 8856 11349 0.39% 0.033%
17 10.005 1213 1220 1229 rBV 398446 747099 25.68% 2.171%
18 10.375 1281 1283 1287 rVB3 3679 4393 0.15% 0.013%
19 10.551 1305 1313 1329 rBV 550999 1087826 37.38% 3.162%
20 10.804 1354 1356 1362 rBV3 3020 4627 0.16% 0.013%

21 10.927 1370 1377 1391 rVB 579744 1042602 35.83% 3.030%
22 11.068 1393 1401 1417 rBV 538381 1057950 36.36% 3.075%

23 11.626 1495 1496 1501 rBV2 3880 3983 0.14% 0.012%
24 12.167 1586 1588 1591 rBV3 2746 3868 0.13% 0.011%
25 12.525 1643 1649 1655 rBV3 10409 22186 0.76% 0.064%
26 13.201 1762 1764 1768 rVB 4635 4344 0.15% 0.013%
27 13.354 1785 1790 1796 rVB5 10152 17754 0.61% 0.052%
28 13.559 1822 1825 1829 rBV4 4504 7847 0.27% 0.023%
29 13.641 1835 1839 1844 rVB5 8664 13167 0.45% 0.038%
30 14.082 1913 1914 1919 rBvV4 3446 4636 0.16% 0.013%

31 14.164 1919 1928 1932 rBV 1069930 1641337 56.41% 4_770%
32 14.211 1932 1936 1942 rVB 813517 1126799 38.72% 3.275%
33 14.346 1952 1959 1961 rBvV4 5971 11067 0.38% 0.032%
34 14.464 1972 1979 1989 rBV 1114009 1851984 63.65% 5.383%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample : H4496-06

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:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816.M

Title = SVOA CALIBRATION

35 14.634 2002 2008 2014 rBVZ2 45840 66305 2.28% 0.193%
36 14.711 2017 2021 2022 rBV3 5672 5114 0.18% 0.015%
37 14.769 2024 2031 2039 rVB2 886365 1437145 49.39%% 4._.177%
38 14.916 2054 2056 2059 rVB3 5508 6377 0.22% 0.019%
39 14.951 2059 2062 2063 rBV2 4458 4803 0.17% 0.014%
40 14.992 2063 2069 2084 rBV2 288930 725054 24 .92% 2.107%
41 15.186 2100 2102 2106 rVB4 11454 15008 0.52% 0.044%
42 15.251 2109 2113 2118 rBV5 18853 25381 0.87% 0.074%
43 15.321 2123 2125 2129 rVB3 13153 12697 0.44% 0.037%
44 15.539 2159 2162 2165 rBV4 8249 10287 0.35% 0.030%

45 15.592 2166 2171 2176 rVV 97579 124393 4.27% 0.362%

46 15.645 2176 2180 2185 rVB7 10865 14784 0.51% 0.043%
47 15.768 2194 2201 2209 rVB 1524613 2351825 80.82% 6.835%
48 15.897 2217 2223 2233 rBVY 446731 711252 24 .44% 2.067%

49 16.003 2234 2241 2245 rVB5 44269 83395 2.87% 0.242%
50 16.097 2253 2257 2262 rVBS8 13428 20444 0.70% 0.059%
51 16.150 2262 2266 2271 rBV5 16399 26819 0.92% 0.078%
52 16.220 2274 2278 2282 rVB4 16082 23323 0.80% 0.068%
53 16.255 2282 2284 2287 rBV4 6605 4579 0.16% 0.013%
54 16.402 2307 2309 2313 rVB5 9426 7755 0.27% 0.023%
55 16.455 2313 2318 2326 rBV 106757 183983 6.32% 0.535%
56 16.802 2373 2377 2380 rBv4 11941 20472 0.70% 0.059%
57 16.913 2394 2396 2400 rVB4 13049 11730 0.40% 0.034%
58 16.960 2402 2404 2409 rBv4 10960 14513 0.50% 0.042%
59 17.066 2420 2422 2426 rVB4 9083 8544 0.29% 0.025%
60 17.254 2450 2454 2458 rVV 50463 58874 2.02% 0.171%
61 17.301 2460 2462 2472 rVB 17811 32786 1.13% 0.095%

62 17.530 2495 2501 2511 rBV2 1162312 1752111 60.21% 5.092%
63 17.630 2512 2518 2527 rBV2 1591377 2526604 86.83% 7.343%
64 17.894 2559 2563 2564 rBV3 9608 12514 0.43% 0.036%
65 18.405 2645 2650 2659 rBvV 301859 435628 14.97% 1.266%

66 18.811 2717 2719 2725 rVB6 10175 13845 0.48% 0.040%
67 19.063 2760 2762 2765 rBv4 8763 9486 0.33% 0.028%
68 19.551 2843 2845 2851 rVB4 24352 35224 1.21% 0.102%
69 19.627 2856 2858 2861 rBv4 18461 19707 0.68% 0.057%

70 19.668 2862 2865 2875 rVB2 82232 121395 4.17% 0.353%
71 19.815 2886 2890 2893 rBV2 25185 41178 1.42% 0.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample : H4496-06

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:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816.M
SVOA CALIBRATION

72 19.921 2902 2908 2917 rBV 1985772 2909794 100.00% 8.457%
73 21.448 3164 3168 3174 rBV4 105780 203954 7.01% 0.593%
74 21.848 3229 3236 3244 rBV 1160017 2001763 68.79% 5.818%
75 24.997 3762 3772 3782 rVB2 972131 2575080 88.50% 7.484%

76 25.232 3804 3812 3823 rVB2 614339 1871598 64.32% 5.440%

Sum of corrected areas: 34407031
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample - H4496-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816 .M
SVOA CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample - H4496-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.10 ng/ul 183983 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octacosane 394 C28H58 000630-02-4 78
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 78
Abundance Scan 2319 (16.461 min): BG023809.D (-2313) (-) m/z 57.05 100.00%
7
5000 85
113 16.20 16.40 16.60 16.80
e Al T 149169 205 240 201 401 gz 43,10  74.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 ISR U SR B U

16.20 16.40 16.60 16.80

0,
s 1ss m/z 71.10 58.73%
....‘,“.“‘lw“‘.““,.".%3?,“...‘.,.2.2?. S —
miz--> 50 100 150 200 250 300 350 400
Abundance
57
A N A =N
16.20 16.40 16.60 16.80
5000 85 m/z 85.15  41.34%
140
37 113 182 505906
ST e O
miz--> 50 100 150 200 250 300 350 400
Abundance #59880: Tetradecane R e
57 16.20 16.40 16.60 16.80
m/z 41.00 26.62%
5000 85
29
B (O T
miz--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample - H4496-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816 .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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.41 4.97 ng/ul 435628 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2651 (18.411 min): BG023809.D (-2645) (-) m/z 73.00 100.00%

7B
43

5000

256 18.00 18.20 18.40 18.60 18.80

m/z 43.10 79.27%

294322 364

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
43 78
5000 256
129 18.00 18.20 18.40 18.60 18.80
97 213 m/z 60.05 78.98%
e
“l .‘“.““,“.““‘.“: .‘,\. | .‘.“,.‘.‘..,‘....,....,.. B I I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
60
R BN e
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.05 69.01%
85

157 185 213 256

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid

73 18.00 18.20 18.40 18.60 18.80

23 m/z 55.05 65.46%
5000 129
171
97 214

m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample - H4496-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816 .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 3 (DEL) Alkane: Cyclic21.45 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.45 2.04 ng/ul 203954 Chrysene-d12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 3168 (21.448 min): BG023809.D (-3164) (-) m/z 83.05 100.00%
57 83
5000
140167 207 _ o a5y 2120 21.40 21,60 21.80
. #lu 243 327 431 461489 77 69.05 87 880
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LA UL IUMLILN UMRAN R
29 11 21.20 21.40 21.60 21.80

m/z 57.05 86.25%

| “ “dhj L39167196224252280

T
m/z--> 0 50 O 250 300 350 400 450 500

Abundance
57
83 S AL A
21.20 21.40 21.60 21.80
5000 111 m/z 97.05 84.38%
29
139 182210 955 356
L N B B L B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester A G am s L S
57 21.20 21.40 21.60 21.80
83 m/z 55.05 82.80%
5000 111
29 169
210
N VRO O SO SUNUON R el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21 20 21. 40 21 60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082016\
Data File : BG023809.D

Acq On : 20 Aug 2016 9:40

Operator : UM/SJ

Sample : H4496-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG081816 .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]
(DEL) Alkane: Str... 16.46 2.1 ng/ul 183983 4 17.53 1752110 20.0
n-Hexadecanoic acid 18.41 5.0 ng/ul 435628 4 17.53 1752110 20.0
(DEL) Alkane: Cyc... 21.45 2.0 ng/ul 203954 5 21.85 2001760 20.0
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