LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 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-BM050516 .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 6.928 716 721 735 rBVY 232807 386280 17.79% 1.531%
2 7.092 743 749 761 rBV 202605 307252 14.15% 1.218%
3 7.292 777 783 798 rvVB 246806 391799 18.04% 1.553%
4 7.757 855 862 873 rBY 331697 533422 24.57% 2.114%
5 8.463 976 982 993 rBVY 324300 515702 23.75% 2.044%
6 8.916 1053 1059 1073 rBV 248874 407561 18.77% 1.615%
7 9.633 1175 1181 1193 rVB 212256 353367 16.27% 1.400%
8 10.169 1266 1272 1288 rBV 332906 562112 25.89% 2.228%
9 10.545 1329 1336 1349 rBV 528033 893679 41.16% 3.542%
10 10.686 1354 1360 1379 rBV 229293 410879 18.92% 1.628%

11 13.810 1885 1891 1895 rBV 723227 1017746 46.87% 4_.033%
12 13.857 1895 1899 1906 rVB 261173 364527 16.79% 1.445%
13 14.092 1932 1939 1955 rBV 785110 1160299 53.43% 4.598%
14 14.292 1968 1973 1978 rBV 31816 39812 1.83% 0.158%
15 14.404 1985 1992 2000 rVB2 854918 1357919 62.54% 5.381%

16 14.610 2022 2027 2044 rBV 173859 318116 14.65% 1.261%
17 15.245 2130 2135 2140 rVB 54946 68023 3.13% 0.270%
18 15.398 2154 2161 2170 rVB 1039707 1549534 71.36% 6.141%
19 15.521 2177 2182 2195 rVB 259835 371457 17.11% 1.472%

20 15.639 2195 2202 2209 rBV3 21285 48786 2.25% 0.193%
21 16.110 2277 2282 2290 rBV2 72169 137994 6.35% 0.547%
22 16.904 2412 2417 2420 rBV 53307 67282 3.10% 0.267%
23 16.951 2420 2425 2429 rVB3 15869 27086 1.25% 0.107%

24 17.151 2452 2459 2465 rBV2 1179451 1735394 79.92% 6.877%
25 17.251 2469 2476 2485 rVB2 1131164 1724101 79.40% 6.833%

26 17.527 2519 2523 2533 rVV2 29411 47909 2.21% 0.190%
27 17.639 2537 2542 2548 rBV 32521 38436 1.77% 0.152%
28 18.039 2605 2610 2616 rBV 47725 68044 3.13% 0.270%
29 19.180 2800 2804 2807 rBV 15970 21939 1.01% 0.087%

30 19.550 2860 2867 2877 rBV 1532423 2171431 100.00% 8.605%

31 21.044 3114 3121 3132 rBV 168646 236369 10.89% 0.937%
32 21.344 3166 3172 3182 rBV 1568442 2094927 96.48% 8.302%
33 21.486 3192 3196 3200 rVB 20905 25526 1.18% 0.101%
34 21.921 3265 3270 3280 rBV2 284136 465469 21.44% 1.845%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 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\SOMO02.2-EPA-BM050516 .M

Title = SVOA CALIBRATION

35 22.386 3344 3349 3353 rBvV 50744 71788 3.31% 0.284%
36 22.433 3355 3357 3365 rVB4 18454 24520 1.13% 0.097%

37 22.621 3384 3389 3400 rBV 81503 112351 5.17% 0.445%
38 22.897 3430 3436 3441 rBV 533149 783839 36.10% 3.106%
39 22.944 3441 3444 3458 rVB2 113291 199928 9.21% 0.792%
40 23.468 3526 3533 3540 rBV2 860178 1654268 76.18% 6.556%

41 23.533 3541 3544 3549 rVV5 25166 38776 1.79% 0.154%
42 23.615 3550 3558 3570 rVvB2 828521 1614615 74.36% 6.399%
43 23.785 3582 3587 3594 rVB3 38329 67211 3.10% 0.266%
44 24.115 3637 3643 3652 rBVY 119139 227931 10.50% 0.903%
45 24.209 3653 3659 3668 rVv3 38865 88198 4._.06% 0.350%
46 24.862 3765 3770 3780 rBV 41101 103795 4.78% 0.411%
47 25.321 3845 3848 3855 rVB4 21099 39713 1.83% 0.157%
48 25.744 3913 3920 3927 rBV3 33064 78686 3.62% 0.312%

49 26.674 4070 4078 4088 rBV7 68229 207596 9.56% 0.823%

Sum of corrected areas: 25233394
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM005389.D

1400000
1200000
1000000
800000
600000 10.55

400000 7.76 8.46 10.17
6.9}3.05-29 J\ 8.92 9.63 0.69

ML 11T Tl

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: BM005389.D

19,55
1400000

1200000 1215,
15.40
1000000

14.09
800000 1381
600000

400000
1/8.86 15.52

200000 14.61
] 4 16.11
14. b \ 15.24 15 64 N ¥Y||| 11834 1804 19.18

N S L e e e L A e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM005389.D
21134

1400000

1200000

1000000

23461

800000

600000

400000

200000 21.04

2486 25.32 25.74

I R L B eSS s e eSS

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\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_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 1 Ethanol, 2-(hexadecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.04 2.26 ng/ul 236369 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 80
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 76
5 1-Octadecanol 270 C18H380 000112-92-5 70
Abundance Scan 3120 (21.039 min): BM005389.D (-3114) (-) m/z 57.05 100.00%
57
5000 Il
20.80 21.00 21.20 21.40
- l.ll.s?.zPY.z??,....,....,....,.... | | m/Z 43.10 69.55%
mz-> 0 200 300 400 500 600 700 800
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57
5000 LRI SN U S B
20,80 21.00 21.20 21.40
111 m/z 55.05 56.52%
I .‘H‘l‘ !‘ ‘LI‘\H\I‘H\\Ihﬂ':!l\'sfl:llg\flh?5\5 — T
mz-> 0 100 200 300 400 500 600 700 800
Abundance
57
20.80 21.00 21.20 21.40
5000 m/z 71.10 53.36%
111
15 1541% 258
mz-> 0 100 200 300 400 500 600 700 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57 20.80 21.00 21.20 21.40
m/z 83.10 50.31%
5000
11
11l ‘LM155197 253295337 415457499543586 670 755 835
LI UURLELELY R SURLELELS AL UURLELELS UL UL SR

m/z--> 0 100 200 300 400 500 600 700 800 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.92 4._44 ng/ul 465469 Chrysene-d12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3270 (21.921 min): BM005389.D (-3265) (-) m/z 57.10 100.00%

7

5000

g8

21.60 21.80 22.00 22.20
m/z 71.10 67 .99%

141 169 197 225 253

295 341

m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 /\|||||||||||||||||||
21.60 21.80 22.00 22.20
m/z 43.10 57.47%
29‘ 13,
il M T sy e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21.60 21.80 22.00 22.20
5000 85 m/z 85.10 49 .75%
29
113 141 169 197 225 253 281 309 337 365 394
T T T T T T T T T T T T e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57 21.60 21.80 22.00 22.20
m/z 55.10 22.67%
5000 85
118 14
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
....,.... e A e T e e T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.90 9.71 ng/ul 783839 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3436 (22.897 min): BM005389.D (-3430) (-) m/z 57.05 100.00%
57
5000 8 \
l | dll3 141 169 107 225 253 295 323 22.60 22.80 23.00 23.20
e R IO 197 225258 295323 0 "m/z 71.05  68.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85
22.60 22.80 23.00 23.20
29 m/z 43.10 56.53%
T L || 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 22.60 22.80 23.00 23.20
5000 m/z 85.10 51.97%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57 22.60 22.80 23.00 23.20
m/z 55.05 22.74%
5000 85
29| | || M3 141 169 197 205 253 281 309 337 365 408 )\ JUL
Trrr i rr+rrrrrrrryrrrrryrrrryrrrrrr T —v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_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 (DEL) Alkane: Cyclic-22.94 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.94 2.48 ng/ul 199928 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 91
2 1-Nonadecanol 284 C19H400 001454-84-8 81
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 81
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 76
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 74
Abundance Scan 3443 (22.938 min): BM005389.D (-3441) (-) m/z 83.10 100.00%
55
111
5000
139 252
163 192 222 282 22.60 22.80 23.00 23.20
s AL L2 T Tn/z 55.10  98.40%
m/z--> 50 100 150 200 250 300
Abundance #89784: E-7-Octadecene
3
69
97
5000
22.60 22.80 23.00 23.20
125 252 m/z 97.10 95.28%
N ﬁ.‘\‘ um.ﬁh ‘...ﬁsﬁ 182 ?07%2% e —
m/z--> 50 100 150 200 250 300
Abundance
43 83
22.60 22.80 23.00 23.20
5000 m/z 57.10 94 .53%
111
26 66 139 168 196 291238 266
m/z--> 50 100 150 200 250 300 '
Abundance #137330: 1-Heneicosy! formate A
57 83 22.60 22.80 23.00 23.20
m/z 69.10 92.80%
5000 111
m/z--> 50 100 150 200 250 300 ' 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.11 2.82 ng/ul 227931 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 3642 (24.109 min): BM005389.D (-3637) (-) m/z 57.05 100.00%

5000

23.80 24.00 24.20 24.40
m/z 71.10 66.53%

141 183 551 265

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-
57

5000
23.80 24.00 24.20 24.40

m/z 43.10 56.43%

239
MJ 141 183 261 323
BEERE: ,,, T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

2380 24/00 24.20 24.40
5000 m/z 85.10 50.36%

99
26 141 183 225 281 337 394

m/z--> 0 5I0 l(I)O léO 200 250 300 350 4(I)0 4é0 5(I)0 55I0 GCI)O
Abundance #172957: Tetratetracontane VANV S TLVA N SN
57 23.80 24.00 24.20 24.40
m/z 55.05 22 .28%

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 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_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 6 _gamma.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.67 2.57 ng/ul 207596 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 50
4 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 42
5 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 22

Abundance Scan 4077 (26.668 min): BM005389.D (-4070) (-) m/z 43.10 100.00%
a3
gy 105 145
5000
303 329
255 3g1 414 AR U B
355 26.40 26.60 26.80 27.00
m/z 55.05 67.57%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 LRI I UL AL SR
145 414 26.40 26.60 26.80 27.00
o B s WBan gy m/z 145.10  66.78%
— \‘I 1 I\\Im; ‘w: ‘?“l‘Hz:V:G: I\‘\I : ‘l |35?| |L I‘\‘i I‘I .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
26.40 26.60 26.80 27.00
5000 m/z 105.10 66 .48%
81 107 414
1 173 213 255 303329
234" 277 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol e
43 26.40 26.60 26.80 27.00
m/z 107.10 64 .94%
5000 81 105
18 { 145 s 414
73 255 329
i m t 23477 276 °)° | 354 381
mz-> 0 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005389.D

Acq On : 11 May 2016 16:25

Operator : UM/SJ

Sample - H2834-13

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM050516_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]
Ethanol, 2-(hexad... 21.04 2.3 ng/ul 236369 5 21.34 2094930 20.0
(DEL) Alkane: Str... 21.92 4.4 ng/ul 465469 5 21.34 2094930 20.0
(DEL) Alkane: Str... 22.90 9.7 ng/ul 783839 6 23.61 1614620 20.0
(DEL) Alkane: Cyc... 22.94 2.5 ng/ul 199928 6 23.61 1614620 20.0
(DEL) Alkane: Str... 24.11 2.8 ng/ul 227931 6 23.61 1614620 20.0
-gamma.-Sitosterol 26.67 2.6 ng/ul 207596 6 23.61 1614620 20.0
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