LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 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-BM013017 .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 4.328 290 296 301 rBV6 10556 18446 1.15% 0.099%
2 7.063 755 761 774 rBV3 241782 462858 28.73% 2.487%
3 7.245 784 792 798 rBvY 150778 239068 14.84% 1.285%
4 7.440 818 825 832 rBv2 216110 348684 21.65% 1.874%
5 7.916 899 906 913 rBV 334147 537567 33.37% 2.889%
6 8.604 1015 1023 1031 rVB2 255222 421432 26.16% 2.265%
7 9.081 1093 1104 1111 rVB 247985 418272 25.97% 2.248%
8 9.798 1218 1226 1233 rBV2 219458 366487 22.75% 1.970%
9 10.328 1309 1316 1324 rBV 279998 456571 28.34% 2.454%
10 10.716 1375 1382 1393 rBV2 385471 649108 40.30% 3.488%
11 10.851 1398 1405 1416 rBV 239210 418668 25.99% 2.250%
12 13.563 1859 1866 1872 rBV5 14061 19114 1.19% 0.103%
13 13.816 1905 1909 1913 rBV2 15857 18901 1.17% 0.102%

14 13.957 1927 1933 1937 rBV 521915 735062 45.63% 3.950%
15 13.998 1937 1940 1946 rVB 89831 116760 7.25% 0.627%

16 14.245 1974 1982 1991 rBV 403325 579881 36.00% 3.116%
17 14.551 2028 2034 2040 rBV 551920 784464 48.70% 4.216%
18 14.733 2059 2065 2074 rBV 345011 506526 31.45% 2.722%
19 15.380 2170 2175 2178 rVB2 21525 30648 1.90% 0.165%
20 15.545 2195 2203 2208 rBV 639330 899896 55.87% 4 _.836%

21 15.657 2216 2222 2230 rVB 302569 427400 26.53% 2.297%

22 15.780 2233 2243 2248 rBV5 14100 28891 1.79% 0.155%
23 16.239 2317 2321 2329 rBV3 37271 61372 3.81% 0.330%
24 17.004 2447 2451 2453 rBV3 15382 20492 1.27% 0.110%
25 17.033 2453 2456 2460 rVvVv 34334 42263 2.62% 0.227%
26 17.080 2460 2464 2469 rVB5 13026 20832 1.29% 0.112%

27 17.298 2493 2501 2507 rBV2 655598 947253 58.81% 5.091%
28 17.398 2512 2518 2523 rVB 770680 1093424 67.88% 5.876%
29 17.774 2577 2582 2585 rBV5 13157 17421 1.08% 0.094%
30 18.168 2642 2649 2655 rBV2 189329 255001 15.83% 1.370%

31 19.139 2812 2814 2819 rBvV4 15567 18705 1.16% 0.101%
32 19.303 2837 2842 2843 rBV3 16088 20763 1.29% 0.112%
33 19.439 2861 2865 2872 rBV2 120509 149164 9.26% 0.802%
34 19.686 2901 2907 2914 rVB 1077835 1423217 88.35% 7.649%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .M

Title = SVOA CALIBRATION

35 19.927 2944 2948 2953 rBV4 81159 98278 6.10% 0.528%
36 20.168 2985 2989 2997 rVB10 10241 21192 1.32% 0.114%
37 20.380 3021 3025 3028 rBV3 48446 61415 3.81% 0.330%

38 20.550 3049 3054 3057 rBV2 865287 1050037 65.19% 5.643%
39 20.586 3057 3060 3067 rVB4 186716 269500 16.73% 1.448%

40 20.686 3075 3077 3082 rVB5 17508 20205 1.25% 0.109%
41 21.121 3148 3151 3152 rBV3 22339 19258 1.20% 0.103%
42 21.156 3153 3157 3163 rVvV3 196314 274727 17.06% 1.476%
43 21.262 3172 3175 3177 rBV4 29994 34785 2.16% 0.187%
44 21.362 3188 3192 3195 rBV6 54281 76466 4._75% 0.411%
45 21.462 3204 3209 3215 rVB 939659 1245012 77.29% 6.691%
46 22.015 3301 3303 3306 rBV4 47354 47540 2.95% 0.255%
47 22.527 3388 3390 3394 rVB5 57959 55702 3.46% 0.299%

48 23.668 3578 3584 3591 rVB2 834327 1610800 100.00% 8.657%
49 23.821 3603 3610 3620 rVB2 591493 1167842 72.50% 6.276%

Sum of corrected areas: 18607370
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .M
SVOA CALIBRATION

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

Abundance TIC: BM008959.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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.
18.17 5.38 ng/ul 255001 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70
Abundance Scan 2649 (18.168 min): BM008959.D (-2642) (-) m/z 43.10 100.00%
43 73
5000
129 213
7 256
01115 | 43157171185199 227 - 17.80 18.00 18.20 18.40
L m/z 55.10 95.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256
17.80 18.00 18.20 18.40
21 m/z 73.05 94 _.31%
m/z--> "55"26"36 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
17.I80 18.|00 18.|20 18.I40 '
5000 129 m/z 41.05 93.95%
8 o7 213 256
115 157 1 51
1437185 160" 007
mmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 78 17.80 18.00 18.20 18.40
57 m/z 60.00 89.86%
5000 129
29
199
Lji 143157171185 242
15
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\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.44 2.40 ng/ul 149164 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 78
3 Octadecanoic acid 284 C18H3602 000057-11-4 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2865 (19.439 min): BM008959.D (-2861) (-) m/z 42.95 100.00%
73
5000
19.20 19.40 19.60 19.80
m/z 41.10 88.19%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid
43
73
5000
129 19.20 19.40 19.60 19.80
m/z 73.00 85.85%
‘ ‘ 241
|1|8‘| \‘ ‘HMH ‘”\ H\ \ \157\ ‘ \21?\ ‘ |||‘||||||||||||||||
miz—-> 0 150 200 250 300 350 400
Abundance
73
43 U BRI B BN SR
129 19.20 19.40 19.60 19.80
5000 284 m/z 60.00 85.71%
97 185 241
157 213
mz-> 0 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
43 78 19.20 19.40 19.60 19.80
m/z 55.00 84 .51%
5000 129
185 241 284
W M s, 2
miz—-> 0 50 100 15 2(')0 250 3(')0 3&'30 4(')0 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.55 16.87 ng/ul 1050040 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 94
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 64
3 Crinan-1-one 271 C16H17NO3 098301-98-5 22
4 Silane, dimethyl(3-methylbut-2-e... 286 C16H3402Si 1000347-96-9 22
5 6-Methoxy-8-[6-aminohexylamino]l... 287 C17H25N30 074509-57-2 20
Abundance Scan 3054 (20.550 min): BM008959.D (-3049) (-) m/z 271.20 100.00%
175 211
5000 A
9
mmmmmmmm
0 342 549 m/z 175.10 96.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
175
5000 UABSLABSUAARRUAREEN
mmmmmmmm
m/z 201.10 87 .66%
‘ 229
le\\“ I ‘. \\ M hHMh \‘ \H\‘ ‘\ ‘I' .‘.l....l....l....l....l....|.
m/z--> o 50 100 150 200 250 300 350 400 450 500 550
Abundance
271
20,20 20.40 20.60 20.80
5000 m/z 189.05 53.75%
175
43 328
15 g3 115145 215243
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120102: Crinan-1-one 2 = SRR
211 20 20 20. 40 20. 60 20 80
m/z 41.05 48.82%
5000
41 187214243
el
miz—-> 0 5 100 150 200 250 300 350 400 450 500 550 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 4 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.59 4._.33 ng/ul 269500 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbazol-1(2H)-one, 3,4-dihydro-... 199 C13H13NO 003449-48-7 25
2 n-Heptanoic acid,methyl(tetramet... 228 C12H2402Si 1000217-03-6 15
3 Tetrahydrozoline 200 C13H16N2 000084-22-0 14
4 Tetrahydrozoline 200 C13H16N2 000084-22-0 14
5 2-Acetyl-6-methoxynaphthalene 200 C13H1202 003900-45-6 14

Abundance Scan 3061 (20.592 min): BM008959.D (-3057) (-) m/z 202.10 100.00%

202

284
5000

=

A’
LI B B N I O B

327 401 429 20.20 20.40 20.60 20.80 21.00
e || m/z 199.10  82.66%

]
m/z--> 50 100 150 200 250 300 350 400
Abundance #60539: Carbazol-1(2H)-one, 3,4-dihydro-6-methyl-
199
143
5000
170 20.20 20.40 20.60 20.80 21.00
115 m/z 185.00 75.63%
DU ¥ N
m/z--> 50 100 150 200 250 300 350 400
Abundance
115 199
43 IIIIAIIIIIIIIIIIIIIIIII
a7 20.20 20.40 20.60 20.80 21.00
5000 m/z 213.20 60.40%
63 228
R A o o e o L e o I B L A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #61297: Tetrahydrozoline
185 20.20 20.40 20.60 20.80 21.00
m/z 284.20 52.26%
5000
115
91
# L Lhe |
J“{'.“.‘L‘.“,‘...“.‘1'1,".;.‘.‘ T
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 5 (DEL) Alkane: Cyclic21.16 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.16 4.41 ng/ul 274727 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
3 1-Octadecene 252 C18H36 000112-88-9 93
4 1-Docosanethiol 342 C22H46S 007773-83-3 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91

Abundance Scan 3158 (21.162 min): BM008959.D (-3153) (-) m/z 55.00 100.00%
56
5000
20.80 21.00 21.20 21.40
e m/z 43.10 83.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 UL AR AR B
29 11 20.80 21.00 21.20 21.40
m/z 57.00 79.06%
L H \\“ ‘\L ‘ | ?9 167 196 224 252 280
m/z--> éo 250 300 350 400
Abundance
43
69
97 280 20.80 21.00 21.20 21.40
5000 m/z 41.05 65.32%
125 251
153 181 209
mz-> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene s e A d S
7 20.80 21.00 21.20 21.40
83 m/z 69.10 61.23%
5000
29 111
L) | [239 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008959.D

Acq On : 02 Feb 2017 13:17

Operator : SJ/MA

Sample : 11449-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 18.17 5.4 ng/ul 255001 4 17.30 947253 20.0
Octadecanoic acid 19.44 2.4 ng/ul 149164 5 21.46 1245010 20.0
2-Phenanthrenol, ... 20.55 16.9 ng/ul 1050040 5 21.46 1245010 20.0
unknown-01 20.59 4.3 ng/ul 269500 5 21.46 1245010 20.0
(DEL) Alkane: Cyc... 21.16 4.4 ng/ul 274727 5 21.46 1245010 20.0
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