LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 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-BM051816 .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 2.663 10 13 22 rvB3 10927 20768 1.67% 0.240%
2 6.993 743 749 759 rVB 45799 73103 5.87% 0.846%
3 7.169 771 779 786 rvB2 33016 60351 4._85% 0.698%
4 7.363 805 812 818 rBvV 42613 67445 5.42% 0.780%
5 7.798 879 886 889 rBvV2 30347 48632 3.91% 0.563%
6 7.834 889 892 900 rvB 69960 107882 8.67% 1.248%
7 8.528 1005 1010 1017 rBvV 63323 97542 7 .84% 1.129%
8 8.986 1082 1088 1094 rBV 40948 67161 5.40% 0.777%
9 9.710 1204 1211 1216 rBV2 29953 47379 3.81% 0.548%
10 10.181 1284 1291 1296 rBV 10703 16023 1.29% 0.185%
11 10.239 1296 1301 1307 rVB 62500 98372 7.90% 1.138%
12 10.628 1358 1367 1375 rBV 114954 194593 15.64% 2.252%
13 10.757 1383 1389 1396 rBV 48572 80489 6.47% 0.931%
14 13.874 1913 1919 1923 rBV 140714 189912 15.26% 2.198%
15 13.921 1923 1927 1933 rVB2 26911 36743 2.95% 0.425%

16 14.157 1961 1967 1973 rVB 146861 211754 17.02% 2.450%
17 14.463 2013 2019 2028 rVvB2 215116 325944 26.19% 3.772%

18 14.645 2044 2050 2059 rBV 60303 88071 7.08% 1.019%
19 15.457 2182 2188 2195 rVB 226653 318863 25.62% 3.690%
20 15.563 2202 2206 2211 rBV 43229 55248 4._.44% 0.639%

21 17.204 2479 2485 2492 rVB 354899 499519 40.14% 5.780%
22 17.298 2496 2501 2513 rVB2 273563 391345 31.45% 4_.529%

23 18.098 2632 2637 2642 rBV 13661 19245 1.55% 0.223%
24 19.586 2885 2890 2900 rBV 432254 606272 48.72% 7.016%
25 20.539 3049 3052 3056 rVB6 12136 14587 1.17% 0.169%
26 21.097 3143 3147 3152 rBV2 27681 39971 3.21% 0.463%

27 21.297 3177 3181 3186 rVB 103716 110823 8.91% 1.282%
28 21.374 3188 3194 3199 rBV 830364 1036407 83.28% 11.993%
29 21.980 3293 3297 3308 rBV 75797 109921 8.83% 1.272%
30 22.974 3461 3466 3471 rBV 368162 542256 43.57% 6.275%

31 23.509 3551 3557 3563 rBV2 475135 884034 71.04% 10.230%
32 23.656 3575 3582 3592 rVB 637923 1244484 100.00% 14.401%
33 24.233 3675 3680 3686 rvB2 110640 195193 15.68% 2.259%
34 24.309 3687 3693 3702 rVB 205383 411226 33.04% 4_759%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 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-BM051816 .M
SVOA CALIBRATION

35 25.909 3959 3965 3974 rVB 129925 330231 26.54% 3.821%

Sum of corrected areas: 8641789
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
SVOA CALIBRATION

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

Abundance TIC: BM005493.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.98 2.12 ng/ul 109921 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane, 1l1-decyl- 479 C34H70 055429-84-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Tetratriacontane 479 C34H70 014167-59-0 90

Abundance Scan 3297 (21.980 min): BM005493.D (-3293) (-) m/z 57.10 100.00%

5000

21.60 21.80 22.00 22.20
m/z 71.10 72 .74%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167081: Tetracosane, 11-decyl-
57

5000
21.60 21.80 22.00 22.20

m/z 43.05 60.01%

\Hd 141 183 225 295 337 378 420

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

:

Abundance
57
R B R
21.60 21.80 22.00 22.20
5000 m/z 85.10 50.56%
99
26 141 183 225 296
T T [ T T e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57 21.60 21.80 22.00 22.20
m/z 55.05 23.99%
5000

%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22 .97 8.71 ng/ul 542256 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3465 (22.968 min): BM005493.D (-3461) (-) m/z 57.10 100.00%
57
5000 85 j\
L2000 10 107 225 2 205 s 22100 250 23,00 2300
e WL IO 197 225258 295 342 0 Tmjz  71.05  68.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 R SR U
2260 22.80 23.00 23,20
m/z 43.10 62.19%
113
LALLM e aor P a6 g0 sps sy
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 22.60 22.80 23.00 23.20
5000 m/z 85.05 49 .74%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane A Ea e e
57 22.60 22.80 23.00 23.20
m/z 55.05 22 .06%
5000 85
29| | || M3 141 169 197 205 253 281 309 337 365 408 J k
m/z--> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24 .23 3.14 ng/ul 195193 Perylene-d12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratriacontane 479 C34H70 014167-59-0 90

Abundance Scan 3680 (24.233 min): BM005493.D (-3675) (-) m/z 57.10 100.00%

57
5000

99 UL UL TTTT UL TTT
141 120211 240281 24,00 24.20 24.40 24.60
,....,...1.‘.'..,..7.55,...?‘,‘?...,...?,5.5...,....,....,....,....,... m/z 71.10 72.51%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57

5000 L e ML e e
24. OO 24. 20 24 40 24. 60

m/z 43.10 59 .54%

h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
.”.,.”,”.w.”.“.” e A L e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

24.00 24.20 24 40 24.60

5000 m/z 85.10 53.39%
99
26 141 183 225 296
o e R RRA RER e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160628: Triacontane e et
57 24.00 24.20 24.40 24.60

m/z 55.10 24 .59%

5000
99
26 (1| | 1* 183 225 27 309 361 422

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24. OO 24. 20 24 40 24. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.31  6.61 ng/ul 411226  Perylene-d12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 30

146 C7H11CIO
112 C8H16

324 C16H33Cl02S
438 C30H620

002719-27-9 27
002207-04-7 25
038775-38-1 22
000593-50-0 22

2 Cyclohexanecarbonyl chloride

3 Cyclohexane, 1,4-dimethyl-, trans-
4 1-Hexadecanesulfonyl chloride

5 1-Triacontanol

Abundance Scan 3693 (24.309 min): BM005493.D (-3687) (-) m/z 83.05 100.00%

57
5000
111
157

297 24 00 24 20 24. 40 24 60
,....,.1...,.-.1.1.,~I.~..1.97‘.2.2?.,2.6.8..1,....3,5?...,.?2.9.,...., m/z 57.10 75.94%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
97

5000 LB B o e B B
24 00 24 20 24. 40 24 60

m/z 97.05 75.82%

29

153
181 209236 267292 320 348 376 406 434 462 490

83 ﬂ!\
55

24.00 24.20 24.40 24.60

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

5000 m/z 69.10 56.04%

111

27
146

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6648: Cyclohexane, 1,4-dimethyl-, trans-
55 7

24.00 24.20 24.40 24.60
m/z 55.05 51.97%

5000
27i
M I \I J 1

m/z--> 0 50 100 150 200 250 300 350 400 450 24 00 24 20 24. 40 24 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.91 5.31 ng/ul 330231 Perylene-d12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3965 (25.909 min): BM005493.D (-3959) (-) m/z 57.10 100.00%
57
5000 85 %?
1113 141 169 211 953 281 327 355 25.60 25.80 26.00 26.20
R0, A 253281 3355 77110 71.13%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85
25.60 25.80 26.00 26.20
29 m/z 43.10 54 _.92%
7| ‘ | H113 141 169 197 225 253 281 309 337 365 394
mz-> 0 50 100 150 200 250 300 350 400
Abundance
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 50.15%
29 113 141 169 197 225 253 281 300 387 365 408
miz-> 0 50 100 150 200 250 300 350 400
Abundance #162745: Heneicosane, 11-decyl- o T T
57 25.60 25.80 26.00 26.20
m/z 55.10 21.73%
5000 85
29 s 295
b J Iy J141 169 197 225 266 H 323 435
miz-> 0 §o 100 1%0 260 250 300 350 400 ' 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005493.D

Acq On : 19 May 2016 05:24

Operator : UM/SJ

Sample : H2954-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
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]
(DEL) Alkane: Str... 21.98 2.1 ng/ul 109921 5 21.37 1036410 20.0
(DEL) Alkane: Str... 22.97 8.7 ng/ul 542256 6 23.66 1244480 20.0
(DEL) Alkane: Str... 24.23 3.1 ng/ul 195193 6 23.66 1244480 20.0
(DEL) Alkane: Str... 24.31 6.6 ng/ul 411226 6 23.66 1244480 20.0
(DEL) Alkane: Str... 25.91 5.3 ng/ul 330231 6 23.66 1244480 20.0
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