LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM062216 .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.363 636 642 649 rVB 43234 71162 2.31% 0.225%
2 6.828 714 721 732 rBV 449028 780659 25.38% 2.473%
3 7.004 745 751 763 rBV 344657 569507 18.52% 1.804%
4 7.198 771 784 797 rVB 447592 798663 25.97% 2.530%
5 7.663 853 863 871 rBV 490887 815546 26.52% 2.584%
6 7.887 895 901 908 rBV6 27558 53628 1.74% 0.170%
7 8.363 973 982 997 rBV 539942 917138 29.82% 2.905%
8 8.816 1051 1059 1072 rBV 388598 689001 22.40% 2.183%
9 9.533 1174 1181 1190 rBV 292867 514583 16.73% 1.630%
10 10.063 1263 1271 1288 rBvV 510246 877200 28.52% 2.779%

11 10.445 1328 1336 1348 rBvV 618287 1085271 35.29% 3.438%
12 10.580 1352 1359 1370 rBV 423150 777766 25.29% 2.464%
13 13.721 1887 1893 1898 rBV 752533 1120976 36.45% 3.551%
14 13.769 1898 1901 1910 rVB 250790 376327 12.24% 1.192%
15 13.998 1931 1940 1948 rBV 898112 1392900 45.29% 4.413%

16 14.310 1982 1993 2001 rBvV2 803140 1284474 41.77% 4_.069%

17 14.421 2007 2012 2017 rVB2 44304 58065 1.89% 0.184%
18 14.504 2020 2026 2034 rBV 281977 455659 14.82% 1.444%
19 14.568 2034 2037 2045 rVB4 20940 37501 1.22% 0.119%
20 15.180 2137 2141 2145 rBV2 22511 32049 1.04% 0.102%

21 15.304 2156 2162 2170 rBV 1178803 1736507 56.47% 5.501%
22 15.421 2176 2182 2191 rBV 243073 367805 11.96% 1.165%
23 16.039 2283 2287 2291 rBV2 24488 40435 1.31% 0.128%
24 16.833 2418 2422 2427 rBV3 21989 36014 1.17% 0.114%
25 17.057 2454 2460 2469 rBV 1015421 1419687 46.16% 4._.497%

26 17.157 2470 2477 2485 rBV 1199015 1784908 58.04% 5.654%
27 17.962 2607 2614 2623 rBV2 61854 104082 3.38% 0.330%
28 18.533 2706 2711 2718 rBV3 34659 52319 1.70% 0.166%
29 19.250 2829 2833 2837 rBV7 22791 33300 1.08% 0.105%
30 19.456 2862 2868 2874 rBV 1507717 2152424 69.99% 6.819%

31 20.974 3123 3126 3133 rVB4 72378 93482 3.04% 0.296%
32 21.180 3157 3161 3167 rBV 78225 108317 3.52% 0.343%
33 21.250 3168 3173 3180 rVV 1489402 1854033 60.29% 5.873%
34 21.856 3272 3276 3278 rBV3 104121 164792 5.36% 0.522%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM062216.M
SVOA CALIBRATION

Method
Title

35 22.015 3299 3303 3307 rBV 170518 232139 7.55% 0.735%

36 22.815 3433 3439 3453 rVB 1966089 3075360 100.00% 9.743%
37 23.327 3519 3526 3532 rBV2 1214208 2318317 75.38% 7.344%
38 23.468 3543 3550 3559 rVB 966298 1847443 60.07% 5.853%
39 24.015 3637 3643 3649 rBvV 401598 773640 25.16% 2.451%
40 26.479 4057 4062 4075 rVB8 217660 663183 21.56% 2.101%

Sum of corrected areas: 31566262
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .M
SVOA CALIBRATION

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

Abundance TIC: BM005929.D
2000000
1500000
1000000
10.45
7.6 8.36 10.06
500000 6.83 7.20 8.82 0.58
7.00] 9.53
6.36 7.89 A A
O I B o o o o o o B B A I o LA o e e o o o o
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM005929.D
2000000
19.46
1500000
15.30 17.16
17.96
1000000
500000
5.42
o 1ajkn 16.04 16.83]|| 1796 1853 192
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: BM005929.D
22|81
2000000
21.25
1500000 23.33
3.47
1000000
500000
O T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Time--> 20.50 21.00 21.50 22.00 22.50 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\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.02 2.50 ng/ul 232139 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdro-2-bromo-4.4-dimethvl... 312 C18H17Br 071161-44-9 47
2 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 47
3 Benzenamine. 2-bromo-4-nitro- 216 C6H5BIrN202 013296-94-1 46
4 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 43
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 43
Abundance Scan 3304 (22.021 min): BM005929.D (-3299) (-) m/z 218.10 100.00%
218
274
5000
96 120147 18% 21.80 22.00 22.20 22.40
A0 87 W LR ) 825357 415 489 1 77 574.15 61.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154467: 3,4-Dihydro-2-bromo-4,4-dimethyl-1-phenylnaphthalene
218
5000 R UM SURLUR SO
21.80 22.00 22.20 22.40
314 m/z 202.05 27.27%
s 7100 sgmesesl |
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 '
Abundance
218
2180 22.00 22.20 22,40
5000 m/z 219.10 24 .04%
ol 3963 108 141165189
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #74465: Benzenamine, 2-bromo-4-nitro-
218 21.80 22.00 22.20 22.40
90 m/z 203.05 15.47%
63 186
5000
38 143
0 'JW'L4'I}%g'ku&"P'g”l'"'I""I"'W""I""
m/z--> 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM062216_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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.82 33.29 ng/ul 3075360 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3440 (22.821 min): BM005929.D (-3433) (-) m/z 57.05 100.00%
57
5000 ]5
113 " 22.60 22.80 23.00 23.20
141
oL AL 1169107 225 253200 309 351 _ 401430 475 75" 7105 68.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LI UL BN UL I
22.60 22.80 23.00 23.20
m/z 43.10 61.70%
‘ 113 154
ol bl Tl assoutzee et
m/z--> 5 100 150 200 250 300 350 400 450
Abundance
43
71 | 22.60 22.80 23.00 23.20
5000 m/z 85.05 48_.67%
99 196
o 127 155 225 252 280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane R e e e e
57 22.60 22.80 23.00 23.20
m/z 55.05 22 .90%
5000 85
29 113
oL || 241 169 197 225 253 281 309 337 365 304
m/z--> éo 100 1éo 260 250 300 350 400 450 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.01 8.38 ng/ul 773640 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3642 (24.009 min): BM005929.D (-3637) (-) m/z 57.10 100.00%
57
5000 /l
99 Bmmmmmmmmm
141
oA bbb Ly 183 225 281 328 a7 475 | “n/z 71.10  63.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 60O
Abundance #241528: Tetratetracontane
57
23.60 23.80 24.00 24.20 24.40
m/z 43.05 59.05%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
mz> 0 55 100 1éo 200 250 300 350 400 450 500 550 600
Abundance
57
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 50.91%
99
ol 26 141 183 225 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209568: Docosane, 7-hexyl- B L O i
57 23.60 23.80 24.00 24.20 24.40
m/z 55.05 24 .88Y%
- \//LJ\/\"W
182
o 41 7% 925 267 399 350 302
I""I AN LR L LR R "" TTTTTTTT T T T T T T T T T T T BB AL VA N
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 2360 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM005929.D

Aca On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.48 7.18 ng/ul 663183 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 95
2 _beta.-Sitosterol 414 C29H500 000083-46-5 90
3 .aamma.-Sitosterol 414 C29H500 000083-47-6 86
4 _beta.-Sitosterol 414 C29H500 000083-46-5 81
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 40

Abundance Scan 4062 (26.479 min): BM005929.D (-4057) (-) m/z 43.10 100.00%

43
5000 107 145

26.20 26.40 26.60 26.80
m/z 107 .05 52 .38%

Oty
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol

26.I20 26.I4O 26.I60 26.I80
m/z 57.00 52.32%

5000

0
m/z-->
Abundance
43
R B e BN B
26.20 26.40 26.60 26.80
0
5000 81105 m/z 105.05 51.69%
18 145 o1s 414
173 255 303329354381
(NI RAEL LIRS RL VAT T AR S ..M R T AN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217435: .gamma.-Sitosterol A EEEEE T
43 26.20 26.40 26.60 26.80
m/z 145.05 50.30%
5000
i o7 414
145
213 329
ob et L ML, L0 220, 2 om0t
m/z--> 0 50 100 150 200 250 300 350 400 450 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062216\
Data File : BM005929.D

Acq On : 23 Jun 2016 14:20

Operator : UM/SJ

Sample - H3612-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM062216 .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]
unknown-01 22.02 2.5 ng/ul 232139 5 21.25 1854030 20.0
(DEL) Alkane: Str... 22.82 33.3 ng/ul 3075360 6 23.47 1847440 20.0
(DEL) Alkane: Str... 24.01 8.4 ng/ul 773640 6 23.47 1847440 20.0
-gamma.-Sitosterol 26.48 7.2 ng/ul 663183 6 23.47 1847440 20.0
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