LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 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-BM040116.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 2.987 46 51 60 rvB 24640 41443 2.65% 0.170%
2 6.969 722 728 740 rBB2 204608 448693 28.66% 1.841%
3 7.151 754 759 768 rBB 95052 146349 9.35% 0.600%
4 7.351 788 793 804 rBB 115480 198213 12.66% 0.813%
5 7.822 867 873 881 rBB 145135 224861 14.36% 0.922%
6 8.516 986 991 1000 rBvV 150295 236266 15.09% 0.969%
7 8.975 1063 1069 1081 rBB 112014 182185 11.63% 0.747%
8 9.698 1186 1192 1194 rBV 89293 150761 9.63% 0.618%
9 9.728 1194 1197 1205 rVB 128718 200152 12.78% 0.821%
10 10.228 1277 1282 1296 rBB 149431 241607 15.43% 0.991%

11 10.610 1338 1347 1352 rBV 219428 366095 23.38% 1.502%
12 10.663 1352 1356 1364 rVB 61455 100138 6.40% 0.411%
13 10.745 1364 1370 1380 rBV 58833 103140 6.59% 0.423%
14 10.939 1397 1403 1409 rBB 99122 161038 10.28% 0.661%
15 11.892 1560 1565 1576 rBB 65582 103250 6.59% 0.424%

16 12.492 1661 1667 1675 rVB 165044 255999 16.35% 1.050%
17 12.639 1687 1692 1698 rVB 58246 87160 5.57% 0.358%
18 12.880 1728 1733 1741 rVB 122286 175274 11.19% 0.719%
19 13.286 1796 1802 1809 rBV 344170 505190 32.26% 2.072%
20 13.863 1894 1900 1904 rBV 337899 470741 30.06% 1.931%

21 13.910 1904 1908 1916 rVB 403393 545412 34.83% 2.237%
22 14.033 1924 1929 1934 rVB 124644 161629 10.32% 0.663%
23 14.151 1942 1949 1962 rVB 404483 608389 38.85% 2.496%
24 14.351 1977 1983 1988 rVB 15573 18412 1.18% 0.076%
25 14.457 1992 2001 2009 rBV2 343577 522953 33.40% 2.145%

26 14.663 2028 2036 2052 rVB2 335774 620665 39.64% 2.546%
27 14.857 2063 2069 2075 rBV 154612 222123 14.19%% 0.911%
28 15.304 2140 2145 2150 rVB 34215 41911 2.68% 0.172%
29 15.451 2164 2170 2176 rBV 601342 865862 55.30% 3.552%
30 15.574 2184 2191 2202 rVB2 173704 313459 20.02% 1.286%

31 15.692 2204 2211 2213 rBV2 11362 19752 1.26% 0.081%
32 16.163 2287 2291 2300 rVvVv 39486 65538 4._.19% 0.269%
33 16.504 2344 2349 2357 rBV 128380 184616 11.79% 0.757%
34 16.851 2403 2408 2417 rBV 207016 274510 17.53% 1.126%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 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-BM040116.M

Title = SVOA CALIBRATION

35 16.957 2422 2426 2430 rVV 29078 39570 2.53% 0.162%
36 17.004 2432 2434 2446 rVB4 11234 19983 1.28% 0.082%

37 17.198 2462 2467 2471 rBV 465606 703675 44 .94% 2.886%
38 17.245 2471 2475 2480 rVvV 641997 894829 57.15% 3.671%
39 17.298 2480 2484 2488 rVV 713670 1095673 69.97% 4.494%
40 17.333 2488 2490 2497 rVB 267281 320016 20.44% 1.313%

41 18.162 2626 2631 2636 rBVY 364110 431403 27.55% 1.770%

42 18.956 2762 2766 2771 rBV6 13370 23676 1.51% 0.097%
43 19.256 2809 2817 2824 rVB 649168 919930 58.75% 3.774%
44 19.362 2832 2835 2840 rVB2 24629 30819 1.97% 0.126%

45 19.598 2868 2875 2877 rBVY 976094 1422316 90.83% 5.834%

46 19.621 2877 2879 2889 rVB 695643 922421 58.91% 3.784%
47 20.133 2963 2966 2970 rVB 18739 22799 1.46% 0.094%
48 21.092 3124 3129 3147 rBV 253429 444020 28.36% 1.821%
49 21.297 3159 3164 3169 rBVY 751827 875196 55.89% 3.590%
50 21.386 3174 3179 3182 rBV 756479 976456 62.36% 4._.005%

51 21.421 3182 3185 3191 rVB 688168 902147 57.61% 3.701%

52 21.974 3276 3279 3287 rBV4 20164 43345 2.77% 0.178%
53 22.444 3356 3359 3366 rVB 23984 31124 1.99% 0.128%
54 22.580 3377 3382 3389 rVB 88538 133791 8.54% 0.549%
55 22.962 3443 3447 3453 rVB2 34418 53201 3.40% 0.218%

56 23.539 3537 3545 3549 rBV2 751071 1565836 100.00% 6.423%
57 23.580 3549 3552 3561 rVvVv 404310 706080 45.09% 2.896%
58 23.680 3562 3569 3581 rVB2 506392 1005525 64.22% 4.125%

59 24.209 3654 3659 3666 rVB 41573 77280 4.94% 0.317%
60 24.303 3670 3675 3686 rVB5 25748 67612 4_.32% 0.277%
61 24.974 3785 3789 3796 rVB2 27532 54019 3.45% 0.222%
62 25.385 3855 3859 3867 rVB3 23746 53125 3.39% 0.218%

63 26.003 3953 3964 3979 rBV2 475457 1461625 93.34% 5.996%
64 26.732 4081 4088 4098 rVB 86992 217106 13.87% 0.891%

Sum of corrected areas: 24378384
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO040616\

BM004905.D

06 Apr 2016 15:13

UM/SsJ

H1940-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM040116 .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM004905.D
800000
600000
400000
6.97 10.61
200000 7.82 8.52 973 10.23
7.1%:35 8.97 3i70 0.94
106!
i | 71
Ot e T e T T e e T T T e T T e T e P e
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: BM004905.D
19.60
800000
17.30 19.62
15.45 17.p4 1%
600000 ’
17.40
13.914.15
400000 18.16
13.29 136 | 14.4@.66
.33
200000 15.57 16.85
12.49 .
12.88 4, 14.86 16.50
11.89 2.64
AlJ\ 14, 15\,& 569 16.16 18.96 9.367 20.13
O N B o e o e B B I s o o A A o o o e LA LA A i L
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: BM004905.D
800000 221389 23.54
600000 b
P3.68 26.00
.48
400000
200000
26.73
23@80 24.97 2539 ﬁ
o T T T T T T T T T T T T T T T T T T T T T T e T T T T T T
Time--> 21.00 21.50 22.00 2250 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\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM040116 .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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 13.99 ng/ul 255999 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Benzocycloheptatriene 142 C11H10 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
Abundance Scan 1667 (12.492 min): BM004905.D (-1661) (-) m/z 142.10 100.00%
142
5000 115
51 63 71 89 12.20 12.40 12.60 12.80
e e bt s 2 e eao bl | m/Z 141.10  91.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142
5000 L I I I I
115 12.20 12.40 12.60 12.80
m/z 115.10 38.16%
27 39 51 6371.,4 8 390 | 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
12.20 12.40 12.60 12.80
5000 m/z 139.10 11.59%
115
27 39 51 6371, 8 o 126
ﬁmmmfrmﬁmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18493: Benzocycloheptatriene R e e R
141 12.20 12.40 12.60 12.80
m/z 143.10 11.49%
5000 e
z P Vmg & e | w9
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM040116 .M

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 Heptafluorobutanoic acid, h...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.09 9.09 ng/ul 444020 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutanoic acid, heptad... 452 C21H35F702
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302
4 Heptafluorobutyric acid, n-penta... 424 C19H31F702

1000282-97-3 94
079392-43-1 91
074339-53-0 91
1000216-79-3 91

5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3129 (21.092 min): BM004905.D (-3124) (-) m/z 57.10 100.00%
sy B
5000
125
139153167 182 20.80 21.00 21.20 21.40
20 m/z 55.05 87.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43
83
5000 LA L L L B LB
20. 80 21. 00 21. 20 21. 40
29 125 m/z 83.10 87.22%
169 238
! 139154 196210 265 283
|“'w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
T T T T
20.80 21.00 21.20 21.40
5000 83 m/z 97.10 80.94%
97
111
125
139154168183 210224 252
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester
7 20 80 21.00 21.20 21.40
83 m/z 43.10 80.63%
5000
125
139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM040116 .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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2258 2.66 ng/ul 133791 perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 007683-64-9 91

2 Squalene 410 C30H50 007683-64-9 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 90
5 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 90
Abundance Scan 3382 (22.580 min): BM004905.D (-3377) (-) m/z 69.10 100.00%
g9
5000
Tolle 2250 7240 2200 2280
175 203 : : :
. l ad g gl 5208 268 3 St 05 55.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 4! DN PR SN
22.20 22.40 22.60 22.80
m/z 41.05 21.82%
9 137
C b a1ty 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
2220 22,40 22.60 22.80
5000 m/z 95.10 15.29%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L B e
69 22.20 22.40 22.60 22.80
m/z 68.10 14 .23%
5000 41
93
136
Ny L 4y | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM040116 .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 N-(2-Fluoro-benzyl)-2,2-dip... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.73 4.32 ng/ul 217106 Perylene-di12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(2-Fluoro-benzyl)-2,2-diphenyl... 319 C21H18FNO 329920-78-7 80
2 Diphenylmethane 168 C13H12 000101-81-5 72
3 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 72
4 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 72
5 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 72
Abundance Scan 4088 (26.732 min): BM004905.D (-4081) (-) m/z 168.10 100.00%
168
5000 A
318 IOV N —
77 26,40 26.60 26.80 27.00
51 115139 196
ke D W02t 265288 | A4S s 167.10 91, 10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127627: N-(2-Fluoro-benzyl)-2,2-diphenyl-acetamide
168
5000 SUABUABULUVARUUARES
26,40 26.60 26.80 27.00
109 m/z 318.20 25.66%
57 83 ‘ 139| M 211 241 319
m/z--> 50 100 150 200 250 300 350 400
Abundance
168
26.40 26.60 26.80 27.00
5000 m/z 169.10 14 .49%
91
28 65 115139
mz-> 50 100 150 200 250 300 350 400
Abundance #34877: 1,1'- Blphenyl, 4- methyl LA L L L B L BB |
168 26.40 26.60 26.80 27.00
m/z 166.10 12.65%
5000
59 63 91 115y |
mz-> 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\BM040616\
Data File : BM0O04905.D

Acq On : 06 Apr 2016 15:13

Operator : UM/SJ

Sample - H1940-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM040116 .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]
Naphthalene, 1-me... 12.49 14.0 ng/ul 255999 2 10.61 366095 20.0
Heptafluorobutano... 21.09 9.1 ng/ul 444020 5 21.39 976456 20.0
Squalene 22.58 2.7 ng/ul 133791 6 23.68 1005530 20.0
N-(2-Fluoro-benzy... 26.73 4.3 ng/ul 217106 6 23.68 1005530 20.0
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