LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM042516 .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.957 41 46 62 rvB 147108 277393 18.07% 1.705%
2 6.957 720 726 737 rBV 187591 296420 19.31% 1.821%
3 7.122 748 754 763 rBB 153834 234054 15.24% 1.438%
4 7.322 782 788 797 rBB 194436 299810 19.53% 1.842%
5 7.787 862 867 875 rBB 140526 221829 14.45% 1.363%
6 8.492 981 987 998 rBB 256556 404180 26.32% 2.484%
7 8.945 1058 1064 1072 rBV 186440 300045 19.54% 1.844%
8 9.663 1180 1186 1194 rBB 161369 258125 16.81% 1.586%
9 10.198 1271 1277 1289 rBB 253710 418293 27.24% 2.570%
10 10.575 1335 1341 1346 rBvV 215444 374161 24.37% 2.299%

11 10.628 1346 1350 1358 rVB 178539 287413 18.72% 1.766%
12 10.716 1358 1365 1386 rBV 370767 645715 42.06% 3.968%
13 12.239 1618 1624 1631 rBB 71220 108596 7.07% 0.667%

14 12.463 1654 1662 1668 rBB 37780 55209 3.60% 0.339%
15 13.257 1792 1797 1802 rBB 15692 22717 1.48% 0.140%
16 13.745 1875 1880 1885 rBB2 9645 15489 1.01% 0.095%

17 13.839 1890 1896 1900 rVvVv 484304 683212 44 _.50% 4.198%
18 13.880 1900 1903 1911 rVB 136400 180622 11.76% 1.110%
19 14.121 1937 1944 1956 rBV 543141 832181 54.20% 5.114%

20 14.321 1974 1978 1982 rVB 17337 22870 1.49% 0.141%
21 14.427 1986 1996 2003 rBV2 351013 548002 35.69% 3.367%
22 14.492 2003 2007 2013 rVB 68464 94976 6.19% 0.584%
23 14.633 2026 2031 2042 rBV 205436 314263 20.47% 1.931%
24 14.827 2059 2064 2069 rBvV 67656 97052 6.32% 0.596%
25 14.927 2076 2081 2087 rVB3 7656 16151 1.05% 0.099%
26 15.274 2136 2140 2146 rVB 34505 41123 2.68% 0.253%
27 15.421 2159 2165 2171 rBV 695646 1033611 67.32% 6.351%
28 15.480 2171 2175 2181 rVB2 68336 97256 6.33% 0.598%
29 15.545 2181 2186 2194 rBV 209568 282335 18.39% 1.735%
30 15.662 2199 2206 2213 rBV4 12585 34502 2.25% 0.212%
31 15.774 2221 2225 2229 rVB2 12123 16426 1.07% 0.101%
32 15.915 2247 2249 2256 rVB 8934 16036 1.04% 0.099%
33 16.133 2281 2286 2298 rBV 34496 60288 3.93% 0.370%
34 16.927 2414 2421 2425 rBV2 19730 27102 1.77% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM042516.M
Title = SVOA CALIBRATION
35 16.992 2425 2432 2441 rVB2 14352 29300 1.91% 0.180%

36 17.174 2457 2463 2467 rBV2 467456 690147 44 .95% 4.241%
37 17.215 2467 2470 2475 rVV 240445 329725 21.47% 2.026%
38 17.274 2475 2480 2489 rVB2 772170 1157039 75.36% 7.110%
39 17.580 2524 2532 2540 rBV 24778 35560 2.32% 0.219%
40 18.068 2607 2615 2618 rBV2 68376 108095 7.04% 0.664%

41 18.098 2618 2620 2625 rVB 21502 25488 1.66% 0.157%
42 18.251 2640 2646 2650 rBV2 22328 38303 2.49% 0.235%
43 19.233 2803 2813 2821 rBVY 132032 185757 12.10% 1.141%
44 19.345 2826 2832 2838 rBV2 14877 24328 1.58% 0.149%
45 19.574 2864 2871 2884 rVB 1019570 1535400 100.00% 9.435%
46 20.098 2954 2960 2966 rVB2 18657 34701 2.26% 0.213%
47 20.197 2972 2977 2981 rBVY 13353 16563 1.08% 0.102%

48 21.062 3119 3124 3135 rBV2 147280 211342 13.76% 1.299%
49 21.362 3168 3175 3180 rBVY 673065 890304 57.99% 5.471%

50 21.397 3180 3181 3188 rVB 21107 18475 1.20% 0.114%
51 22.409 3349 3353 3359 rBV2 14475 22402 1.46% 0.138%
52 22.544 3371 3376 3382 rVB 175808 236441 15.40% 1.453%
53 22.921 3437 3440 3444 rBV 15818 24510 1.60% 0.151%

54 23.497 3531 3538 3550 rVvB2 601521 1194774 77.82% 7.342%
55 23.644 3555 3563 3576 rVvB2 357327 695676 45.31% 4._.275%

56 24.156 3645 3650 3657 rVB 25251 47593 3.10% 0.292%

57 24.250 3661 3666 3676 rVB5 12300 30128 1.96% 0.185%

58 24.915 3774 3779 3787 rVB 20677 41898 2.73% 0.257%

59 25.803 3924 3930 3936 rVB3 15075 32620 2.12% 0.200%
Sum of corrected areas: 16274026
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM005129.D
1000000

800000
600000

400000 10.72

8.49 10.20
7.32

200000] 5 g5 e.aglzh 7 8.95 0.66

|
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM005129.D
1000000 19.57

800000 17.27
15.42

600000 14.12
13.84 17.17

400000 14.43

5.54
200000 14.63

153.88 19.23

12 Anass 1648 1807
214%\.46 13.96 13.1,& 1 ﬂ4-9313i% 2664513 1758 193025 034| 20000

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 TIC: BM005129.D
1000000

800000

21.36
23.50
600000
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : 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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.95 ng/ul 55209 Naphthalene-d8 10.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1-methvl- 142 C11H10 000090-12-0 91
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
Abundance Scan 1662 (12.463 min): BM005129.D (-1654) (-) m/z 142.10 100.00%
14p.1
5000 115.1
11 510 630 70 890 250 1240 1260 1230
Obr e e b e e e | m/z 141.10  87.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18498: Naphthalene, 1-methyl-
142.0
5000 U ISR BN SUNBN BV
12.20 12.40 12.60 12.80
10 115.0 m/z 115.10 38.52%
270 390 510 89.0 102.0 ‘ 1260 L
m/z--> 20 30 Jo 55 60 75 80 §o 100 110 120 130 140 150
Abundance
142.0
12.20 12.40 12.60 12.80
5000 m/z 143.10 11.14%
115.0
o 300 510 O 890 4559 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18495: Naphthalene, 1-methyl- T .A, e
142.0 12.20 12.40 12.60 12.80
m/z 139.10 11.05%
5000
115.0
o270 390 510 7 750 890 1010 | 160 |
m/z--> 20 30 40 50 60 75 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.13 ng/ul 108095 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2615 (18.068 min): BM005129.D (-2607) (-) m/z 73.00 100.00%
431 30
5000 1291
97.1 213.2

171.19921 256.3 17.80 18.00 18.20 18.40

Ol m/z 43.10 80.84Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000

17.80 18.00 18.20 18.40
m/z 60.00 80.81%

97.0 129 0 256.0
0 Il \ Il e 252000 10402130 |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
A
R ERRERE S e a s
43.0 17.80 18.00 18.20 18.40
m/z 57.10 70.01%
5000 1290
185.0 228.0
97.0
157.0
O e T T T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 68.92%
5000 129.0
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : 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 4 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.06 4.75 ng/ul 211342 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 3124 (21.062 min): BM005129.D (-3119) (-) m/z 57.10 100.00%
51 971
5000
125.1
20.80 21.00 21.20 21.40
153.2 207.1
o s . %8l m/z 83.10 96.65%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0
5000 L UL BN SULILE B
111.0 20.80 21.00 21.20 21.40
20.0 m/z 55.05 92.01%
oL 4t 1l | | 13901680 210.07238.0065.0205.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0
20.80 21.00 21.20 21.40
5000 m/z 97.10 83.91%
111.0
0 139.0167.0196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester e R
57.0 83.0 20.80 21.00 21.20 21.40
m/z 43.10 82 .35%
5000 111.0
29.0
139.0 250.0
ol L) A7y 1680104022801 2970 3600
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005129.D

Aca On : 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : 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 5 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.54 6.80 ng/ul 236441 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 86
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 78
Abundance Scan 3375 (22.539 min): BM005129.D (-3371) (-) m/z 69.05 100.00%
69.0
5000
07.1137.1 22.20 22.40 22.60 22.80
I R 0 e Y R LT D B S B oy~ DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 NSRS R SRR
22.20 22.40 22.60 22.80
m/z 41.05 22 .68%
0 L %0(-0”13‘”7 '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
22.20 22.40 22.60 22.80
5000 m/z 95.10 14.62%
137.0
oL 290 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L L DL B B
69.0 22.20 22.40 22.60 22.80
m/z 68.10 12.12%
5000
29.0
123.0
S £ I I SN | R
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042816\
Data File : BM005129.D

Acq On 29 Apr 2016 00:29

Operator : UM/SJ

Sample : H2639-14

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM042516_M
Quant Title : SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Naphthalene, 1-me... 12.46 3.0 ng/ul 55209 2 10.57 374161 20.0
n-Hexadecanoic acid 18.07 3.1 ng/ul 108095 4 17.17 690147 20.0
Dichloroacetic ac... 21.06 4.8 ng/ul 211342 5 21.36 890304 20.0
Squalene 22.54 6.8 ng/ul 236441 6 23.64 695676 20.0
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