LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample - 11495-02

Misc :

ALS Vial : 12 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

3.375 130 134 138 rVB2 23904 28382 1.25% 0.112%
7.063 753 761 771 rBV3 420462 804190 35.51% 3.184%
rBv 277054 432996 19.12% 1.714%
7.439 819 825 834 rBV 426041 672167 29.68% 2.661%
7.910 900 905 912 rBV 350351 550344 24 _.30% 2.179%
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8.604 1017 1023 1032 rVB 402575 641983 28.35% 2.542%
9.075 1096 1103 1111 rBV 459288 768216 33.92% 3.041%
rvB 400621 653106 28.84% 2.586%
10.327 1309 1316 1327 rVB 515622 844455 37.29% 3.343%
10.716 1374 1382 1390 rBV 422392 707171 31.23% 2.800%
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11 10.851 1396 1405 1414 rBV 441035 738853 32.63% 2.925%
12 13.957 1926 1933 1937 rBV 923470 1258236 55.56% 4.981%
13 14.004 1937 1941 1947 rVvB2 121507 169190 7.47% 0.670%
14 14.245 1975 1982 1989 rBV 900324 1235979 54.58% 4._.893%
15 14.551 2028 2034 2042 rVB 622649 892288 39.40% 3.532%

16 14.733 2059 2065 2079 rBV 560646 840362 37.11% 3.327%
17 14.945 2095 2101 2112 rBV3 104899 157686 6.96% 0.624%
18 15.380 2171 2175 2181 rVB2 35703 46026 2.03% 0.182%
19 15.545 2197 2203 2209 rBV 1129622 1567135 69.20% 6.204%
20 15.657 2216 2222 2230 rBV 533582 722241 31.89% 2.859%

21 15.780 2235 2243 2247 rBV5 22588 37767 1.67% 0.150%
22 16.239 2317 2321 2330 rBv4 46258 79992 3.53% 0.317%
23 16.674 2391 2395 2399 rBV6 26043 36494 1.61% 0.144%
24 17.033 2451 2456 2461 rBV2 40518 53482 2.36% 0.212%
25 17.080 2461 2464 2472 rVB4 13368 23696 1.05% 0.094%

26 17.298 2495 2501 2507 rVB 827736 1151479 50.85% 4 _559%
27 17.398 2511 2518 2524 rBV 1296311 1819252 80.33% 7.202%
28 18.168 2642 2649 2660 rBV 209713 313518 13.84% 1.241%
29 19.315 2842 2844 2848 rVB5 20425 28197 1.25% 0.112%
30 19.439 2861 2865 2872 rBV2 186388 260300 11.49% 1.030%

31 19.686 2901 2907 2913 rBV 1669394 2206756 97.44% 8.736%
32 20.962 3121 3124 3127 rBV3 60942 61659 2.72% 0.244%
33 20.997 3127 3130 3134 rVB3 74254 83787 3.70% 0.332%
34 21.150 3152 3156 3164 rBV3 137464 206375 9.11% 0.817%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample - 11495-02

Misc :

ALS Vial : 12 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-BM013017 .M
SVOA CALIBRATION

35 21.468 3204 3210 3216 rBV 1134698 1473721 65.08% 5.834%
36 21.880 3277 3280 3284 rVB5 37982 47034 2.08% 0.186%

37 23.668 3577 3584 3593 rVB2 1182735 2264630 100.00% 8.965%
38 23.821 3603 3610 3620 rVB 707009 1380577 60.96% 5.466%

Sum of corrected areas: 25259722
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample : 11495-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM013017_.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM008963.D

1500000

1000000

10.33

500000 706 744 sgo 207 9.80 101985

7.24 '
3.38 A A

I T o SRS R VIS MM A TS S S L R L

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM008963.D

19.69

1500000
17.40

15.54

1000000 13.964 94
17.30

14'%2 73 5.66
500000

18.17 19.44

14.00 14.94
J 1534 15.78 16:24 16.6717¢ 19
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM008963.D

1500000
23.67

21.47

1000000 b3.82

500000

21.15 21.88 ) ~

e

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 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\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample : 11495-02

Misc :

ALS Vial : 12 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 Dodecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.04  3.53 ng/ul 157686  Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Dodecanoic acid 200 C12H2402 000143-07-7 95

2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 60
Abundance Scan 2100 (14.939 min): BM008963.D (-2095) (-) m/z 73.00 100.00%
78
5000
& 97 115 129 157 14.60 14.80 15.00 15.20
171 200 : : : :
L 143 m/z 41.00 74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 129
P . 14.60 14.80 15.00 15.20
29 101 115 m/z 43.10 70.71%
‘ H ‘ ‘ 143 171 200
. .1.5, .‘. . .w. .“H Al ,M . :h‘,“. e L o \ .1,8.3. .. l e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
14.60 14.80 15.00 15.20
5000 43 m/z 60.00 69.97%
29 85 129 143
97 115 186
18 157 159
L L L e T o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50052: Undecanoic acid -
4 607 14.60 14.80 15.00 15.20
m/z 55.00 65.26%
5000 29
87 129 143
101 115 ‘ ‘
ECT AN T O A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample : 11495-02

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.17 5.45 ng/ul 313518 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2649 (18.168 min): BM008963.D (-2642) (-) m/z 43.10 100.00%

73
7

5000

43 27171185 17.80 18.00 18.20 18.40

m/z 55.05 91.33%

199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129

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

17.80 18.00 18.20 18.40
m/z 73.05 85.93%

213
143 157171 185 199

Abundance
43 60 73
T T T
17.80 18.00 18.20 18.40
5000 m/z 41.05 81.37%
29
129
87 115 171 214
101 143157 | 185,99
IR B o o e o o R ERAREEERE e ERs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 17.80 18.00 18.20 18.40
43 m/z 57.10 73.69%
5000 129
185 228
‘ ‘ T7 01115 | 143 171 ‘ 199
e A A PR | Wos |
m/z--> 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\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample : 11495-02

Misc :

ALS Vial : 12 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.44 3.53 ng/ul 260300 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 Octadecanoic acid 284 C18H3602 000057-11-4 80
3 Octadecanoic acid 284 C18H3602 000057-11-4 72
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2865 (19.439 min): BM008963.D (-2861) (-) m/z 43.10 100.00%
73
5000
97 129 185 241
1 284 19.20 19.40 19.60 19.80
49 213 265 m/z 73.05  92.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4 73
5000 129 RSN SRR AL BN BN
19.20 19.40 19.60 19.80
H m/z 55.10 85.95%
284
m/z--> 20 4OII66 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
19.20 19.40 19.60 19.80
5000 129 m/z 60.00 76.37%
97 185 oa1 284
27 | 58 113 157 213 256
mmﬁwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43 19.20 19.40 19.60 19.80

m/z 41.10 66.79%

5000

2

12 | mim

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample : 11495-02

Misc :

ALS Vial : 12 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 (DEL) Alkane: Cyclic21.15 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.15 2.80 ng/ul 206375 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 93
2 1-Eicosene 280 C20H40 003452-07-1 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
4 1-Eicosene 280 C20H40 003452-07-1 83
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 3156 (21.150 min): BM008963.D (-3152) (-) m/z 55.10 100.00%
5000
H 281 20.80 21.00 21.20 21.40
140165 193 - - -
105 L pas et m/z 43.10 97.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane
55
83
5000 LN SUNU SR B
29 20.80 21.00 21.20 21.40
1l m/z 57.10 86.87%
i “L 139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
43
83
20.80 21.00 21.20 21.40
5000 m/z 41.00 64 .88%
111
39 280
167 209 252
mz-> 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)-
g7 83 20.80 21.00 21.20 21.40

m/z 69.10 62.78%

5000
29 111

| “ ] 11139168196223252280
e T S Y

m/z--> 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM0O08963.D

Acq On : 02 Feb 2017 15:40

Operator : SJ/MA

Sample - 11495-02

Misc :

ALS Vial : 12 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]
Dodecanoic acid 14.94 3.5 ng/ul 157686 3 14.55 892288 20.0
n-Hexadecanoic acid 18.17 5.5 ng/ul 313518 4 17.30 1151480 20.0
Octadecanoic acid 19.44 3.5 ng/ul 260300 5 21.47 1473720 20.0
(DEL) Alkane: Cyc... 21.15 2.8 ng/ul 206375 5 21.47 1473720 20.0
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