LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111416\
Data File : BMO07865.D

Acq On : 14 Nov 2016 21:10

Operator : UM/SJ

Sample - H5610-15

Misc :

ALS Vial : 20 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-BM102016.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

2.681 11 16 27 rVB 88820 206038 3.65% 0.366%
2.946 56 61 77 rvB2 117100 247218 4._.38% 0.439%
rBv 55361 74669 1.32% 0.133%
6.910 729 735 749 rBV 928430 1700804 30.11% 3.019%
7.075 757 763 775 rBV 737187 1148614 20.34% 2.039%
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7.269 790 796 808 rBV 978422 1595160 28.24% 2.832%
7.734 866 875 884 rBV 669316 1090124 19.30% 1.935%
rBV 1146480 1900063 33.64% 3.373%
8.892 1065 1072 1082 rBV 859797 1494272 26.46% 2.653%
9.610 1187 1194 1207 rBV 720482 1255314 22.23% 2.228%
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11 10.139 1276 1284 1305 rBV 1018104 1927643 34.13% 3.422%
12 10.510 1340 1347 1356 rBV 846764 1431450 25.34% 2.541%
13 10.657 1365 1372 1390 rBV 968693 1905445 33.74% 3.383%
14 13.780 1897 1903 1908 rBV 1863337 2746552 48.63% 4_.876%
15 13.827 1908 1911 1919 rVB 1135135 1587425 28.11% 2.818%

16 14.063 1942 1951 1959 rBV 2101450 3202006 56.69% 5.684%
17 14.368 1995 2003 2013 rBV 1272662 1844992 32.67% 3.275%
18 14.592 2035 2041 2055 rBV 564196 1204084 21.32% 2.138%
19 15.216 2142 2147 2152 rVB2 47888 61635 1.09% 0.109%
20 15.363 2166 2172 2181 rBV 2771602 4057471 71.84% 7.203%

21 15.504 2189 2196 2209 rBV 657173 1077899 19.08% 1.914%

22 15.604 2209 2213 2221 rVB3 40067 76473 1.35% 0.136%
23 16.080 2289 2294 2303 rBV 60692 106585 1.89% 0.189%
24 16.874 2424 2429 2432 rBV 51299 67080 1.19% 0.119%

25 17.115 2464 2470 2477 rBV 1520575 2169408 38.41% 3.851%

26 17.215 2481 2487 2498 rVB2 3010621 4394382 77.81% 7.801%
27 18.009 2617 2622 2629 rBV 178476 275928 4_89% 0.490%

28 18.304 2668 2672 2681 rBV3 46069 79308 1.40% 0.141%
29 19.151 2812 2816 2819 rBV 49978 73467 1.30% 0.130%
30 19.292 2836 2840 2849 rBV7 45264 94518 1.67% 0.168%

31 19.515 2872 2878 2891 rBV 3833259 5378884 95.24% 9.549%
32 21.015 3128 3133 3144 rBV2 288192 525366 9.30% 0.933%
33 21.303 3177 3182 3189 rBV 2098071 2855101 50.55% 5.069%
34 23.409 3534 3540 3552 rVB2 2916461 5647916 100.00% 10.026%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111416\
Data File : BMO07865.D

Acq On : 14 Nov 2016 21:10

Operator : UM/SJ

Sample - H5610-15

Misc :

ALS Vial =: 20 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-BM102016.M
SVOA CALIBRATION

35 23.556 3559 3565 3577 rVB 1463070 2826872 50.05% 5.018%

Sum of corrected areas: 56330166
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA_M\DATA\BM111416\
: BMO07865.D

: 14 Nov 2016 21:10

: UM/SJ

: H5610-15

- 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M

Quant Title :

TIC Library :
TIC Integration Parameters:

SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM007865.D

6.91 7.27

10.14 66
7.07 105

773 961

P.682.95
3.28

0
Time-->

300 350 400 450 500 550 600 650 7.00 750 8.00 850

9.00 9.50 1000 10.50 11.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM007865.D
19,52

17.22
15.36

14.06
13.78
17.1
83 14.37

15.50

18.01
15. ZA

5.60 16.08 16.87 18.30

14.59

1911629

Time-->

A
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12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0%

21.02

TIC: BM007865.D

23.41

21.30
P3.56

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\BM111416\
Data File : BMO07865.D

Acq On : 14 Nov 2016 21:10

Operator : UM/SJ

Sample : H5610-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M

Quant Title : 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: Cyclic2.68 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2,68  3.78 ng/ul 206038  1,4-Dichlorobenzene-da 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Cyclopentane, methyl- 84 CoH12 000096-37-7 83
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 56
Abundance Scan 16 (2.681 min): BM007865.D (-11) (-) m/z 56.10 100.00%
56
5000 M 69
2.70 2.80 2.90 3.00 3.10
e e 207 Tm/Zz 69.10  48.41%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
2.70 2.80 2.90 3.00 3.10
28 84 m/z 41.10 41 _.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 2.70 2.80 2.90 3.00 3.10
5000 m/z 55.10 26.29%
) 69
! 84
1 15
s IIIIIébllIﬁblIIgollIébllliéélIiéélliidlli66lliédlIéédlII
Abundance #1471: Cyclobutane, ethyl-
56 2.70 2.80 2.90 3.00 3.10
a1 m/z 39.10 20.73%
5000
27
69
1 1\5 \‘ H\ ull 84
m/z--> I 2|0 4|0 6|0 8|0 1CI)O 12|O 14|10 160 18|O 2(I)O 2.70 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111416\
Data File : BMO07865.D

Acq On : 14 Nov 2016 21:10

Operator : UM/SJ

Sample : H5610-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.01 2.54 ng/ul 275928 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2622 (18.009 min): BM007865.D (-2617) (-) m/z 73.10 100.00%
78
43 g
5000 129
I I I I I

17.60 17.80 18.00 18.20 18.40
m/z 60.10 87.31%

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

43 60

5000 129 A e e e
J‘u' 83 17.60 17.80 18.00 18.20 18.40

m/z 43.05 73.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

213
143157171185199

43 73

57 R e
17.60 17.80 18.00 18.20 18.40
5000{ 29 256 m/z 57.10 69.63%
129

i

97 115 213
143137171185199 227,

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

5

Abundance #107547: n-Hexadecanoic acid R e e e
43 17.60 17.80 18.00 18.20 18.40
5 m/z 55.10 64 .52%
50001 29
256
L ”M‘ 143157171185799%13257
P L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111416\
Data File : BMO07865.D

Acq On : 14 Nov 2016 21:10

Operator : UM/SJ

Sample : H5610-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Quant Title : 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: Cyclic21.02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.02 3.68 ng/ul 525366 Chrysene-d12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94

Abundance Scan 3134 (21.021 min): BM007865.D (-3128) (-) m/z 83.05 100.00%

5000

(6]
a1l
o0
W

20.80 21.00 21.20 21.40
m/z 55.10 93.74%

1
308 341 369 401

IIIIII‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-

-

5000 LA L B L L L L LB
20. 80 21. OO 21. 20 21. 40
29 111 m/z 57.05 92.87%
110 \\“ ‘\ \ 139 167 196 223 252 260
] L B e e
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
55 83
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
20.80 21.00 21.20 21.40
5000 111 m/z 97.10 87.20%
29
139 167 106 233 266 294
i B L L L A B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
55 83 20.80 21.00 21.20 21.40
m/z 69.05 80.50%
5000 11
29 139
I bl 167 196 224 252 280 308

m/z--> 0 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\BM111416\
Data File : BMO07865.D

Acq On : 14 Nov 2016 21:10

Operator : UM/SJ

Sample - H5610-15

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Quant Title : 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: Cyc... 2.68 3.8 ng/ul 206038 1 7.73 1090120 20.0
n-Hexadecanoic acid 18.01 2.5 ng/ul 275928 4 17.12 2169410 20.0
(DEL) Alkane: Cyc... 21.02 3.7 ng/ul 525366 5 21.30 2855100 20.0
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