LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012617\
Data File : BM008896.D

Acq On 27 Jan 2017 04:34

Operator : SJ/MA

Sample : 11426-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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_M\METHODS\SOMO2.2-EPA-BM012317 .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 3.387 133 136 144 rvVB4 21941 33125 1.72% 0.141%
2 7.075 756 763 774 rBv4 435966 765385 39.65% 3.251%
3 7.251 786 793 801 rBV 269230 415000 21.50% 1.763%
4 7.451 821 827 836 rvVB 407788 654928 33.93% 2.782%
5 7.928 901 908 914 rBV 397005 636227 32.96% 2.702%
6 8.616 1019 1025 1035 rVB 457573 734223 38.04% 3.119%
7 9.087 1098 1105 1114 rVB 419119 697072 36.11% 2.961%
8 9.457 1163 1168 1174 rBV2 20852 31673 1.64% 0.135%
9 9.810 1218 1228 1238 rBVY 376390 618818 32.06% 2.628%
10 10.339 1309 1318 1327 rBV2 499291 813544 42_.15% 3.455%

11 10.728 1377 1384 1393 rVB 462518 780214 40.42% 3.314%
12 10.863 1401 1407 1415 rBV 454143 743793 38.54% 3.159%
13 13.969 1928 1935 1939 rBV 788858 1086202 56.28% 4.613%
14 14.016 1939 1943 1948 rVB 237757 332978 17.25% 1.414%
15 14.257 1977 1984 1993 rVB 764888 1101002 57.04% 4.676%

16 14.439 2008 2015 2021 rBV3 20728 27800 1.44% 0.118%
17 14.563 2029 2036 2042 rBV 674677 955529 49.51% 4._.058%
18 14.745 2060 2067 2077 rVB 477530 663260 34.36% 2.817%
19 15.339 2164 2168 2173 rBv4 18142 25394 1.32% 0.108%
20 15.392 2173 2177 2181 rBV 38482 49884 2.58% 0.212%

21 15.551 2198 2204 2211 rBV 929893 1372805 71.12% 5.831%
22 15.663 2215 2223 2232 rBV 384627 546452 28.31% 2.321%

23 15.798 2236 2246 2249 rBV4 26847 42542 2.20% 0.181%
24 16.251 2319 2323 2332 rVB2 52820 101997 5.28% 0.433%
25 17.045 2452 2458 2462 rBV 46541 62934 3.26% 0.267%
26 17.092 2462 2466 2472 rVB3 18049 28170 1.46% 0.120%

27 17.310 2496 2503 2508 rBV 870352 1188394 61.57% 5.048%
28 17.410 2513 2520 2527 rVV 1101688 1580905 81.91% 6.715%
29 17.780 2579 2583 2590 rBV3 43042 53438 2.77% 0.227%
30 18.180 2645 2651 2659 rBV2 172116 250002 12.95% 1.062%

31 18.474 2696 2701 2704 rBV5 18665 24161 1.25% 0.103%
32 19.333 2839 2847 2850 rBV5 39598 71046 3.68% 0.302%
33 19.451 2861 2867 2873 rBV9 64899 95303 4.94% 0.405%
34 19.598 2890 2892 2897 rVB4 15013 20484 1.06% 0.087%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012617\
Data File : BM008896.D

Acq On 27 Jan 2017 04:34

Operator : SJ/MA

Sample : 11426-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

35 19.692 2902 2908 2915 rBV 1313991 1836899 95.17% 7.802%

36 21.162 3154 3158 3165 rBV3 162440 193188 10.01% 0.821%
37 21.474 3206 3211 3216 rBV 1217870 1517791 78.64% 6.447%
38 22.539 3390 3392 3398 rVB5 70429 92264 4.78% 0.392%
39 23.680 3579 3586 3596 rBV2 937415 1930146 100.00% 8.198%
40 23.833 3606 3612 3623 rVB2 685439 1369028 70.93% 5.815%

Sum of corrected areas: 23544000
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012617\
Data File : BM0O08896.D

Acq On 27 Jan 2017 04:34

Operator : SJ/MA

Sample : 11426-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM012317 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM008896.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012617\
Data File : BM0O08896.D

Acq On 27 Jan 2017 04:34

Operator : SJ/MA

Sample : 11426-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 1
R.T. EstConc Area Relative to ISTD R.T.
18.18 4.21 ng/ul 250002 Phenanthrene-d10 17.31
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2651 (18.180 min): BM008896.D (-2645) (-) m/z 43.10 100.00%
57'n
5000 213
129
7 157171185 256 TrTT TTTT TTTT TTTT ™
01115 | 1,9 199 | 297 281 17.80 18.00 18.20 18.40

m/z 73.00 97 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 ©0

5000 129 T P
J' a3 17.80 18.00 18.20 18.40

m/z 41.05 97 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

213
143 157171185 199

43 73

57 17.80 18.00 18.20 18.40
5000{ 29 m/z 60.10 82.89%

129

97 256
15 143157171185199213597

mwmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107548: n-Hexadecanoic acid EEE  AAa R
43 3 17.80 18.00 18.20 18.40
5 m/z 57.05 79 .58%
5000{ 29
157171 23
L Al e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012617\
Data File : BM0O08896.D

Acq On 27 Jan 2017 04:34

Operator : SJ/MA

Sample : 11426-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 E-15-Heptadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.55 ng/ul 193188 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 95
3 1-Octadecene 252 C18H36 000112-88-9 95
4 Cyclotetracosane 336 C24H48 000297-03-0 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 95
Abundance Scan 3158 (21.162 min): BM008896.D (-3154) (-) m/z 57.10 100.00%
5000
111
147 207 20.80 21.00 21.20 21.40
178 249 282
b 36 _ALA0 A w/z 54.95  81.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecenal
43
5000 RUANAVLNABALUUNRAL R B
11 20,80 21.00 21.20 21.40
m/z 43.00 77 .98%
L ‘H\ ‘ \‘1%9 168 196 224 252
m/z--> 50 200 250 300 350 400 450
Abundance
41 69
o7 20.80 21.00 21.20 2140
5000 m/z 40.95 69 .45%
? 154 182 224 252
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57 20.80 21.00 21.20 21.40
83 m/z 69.00 66 .07%
5000
29 111
‘\ 139 168 196 224 252
m/z--> 50 160 1éo 200 2%0 300 350 400 450 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012617\
Data File : BM008896.D

Acq On 27 Jan 2017 04:34

Operator : SJ/MA

Sample : 11426-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 18.18 4.2 ng/ul 250002 4 17.31 1188390 20.0
E-15-Heptadecenal 21.16 2.5 ng/ul 193188 5 21.47 1517790 20.0
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