LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\
Data File : BG023695.D
Aca On : 13 Aug 2016 19:05 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H4388-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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 G\METHODS\SOMO02.2-EPA-BG080416 .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 3.483 107 110 114 rvB2 19474 27210 0.73% 0.069%
2 6.156 562 565 568 rvB4 5679 6009 0.16% 0.015%
3 6.426 609 611 616 rVB3 4146 5022 0.14% 0.013%
4 6.920 693 695 699 rBv4 3721 5500 0.15% 0.014%
5 7.120 728 729 734 rVB4 4349 5282 0.14% 0.013%
6 7.267 747 754 770 rVB 474049 878969 23.64% 2.233%
7 7.425 773 781 789 rBV 382727 636556 17.12% 1.617%
8 7.637 809 817 827 rBV 453395 818828 22.02% 2.080%
9 7.971 872 874 878 rBvV4 5452 6856 0.18% 0.017%
10 8.112 891 898 906 rBV 358497 602177 16.20% 1.530%
11 8.618 983 984 986 rBV2 5947 5353 0.14% 0.014%

12 8.829 1013 1020 1031 rBV 517489 939679 25.27% 2.388%
13 9.287 1092 1098 1106 rBvV 490239 869426 23.38% 2.209%
14 9.411 1115 1119 1122 rBV6 6165 11167 0.30% 0.028%
15 9.851 1191 1194 1196 rVB4 4471 5209 0.14% 0.013%

16 10.022 1214 1223 1232 rBV 453505 830499 22.34% 2.110%
17 10.568 1309 1316 1327 rBV 582023 1158401 31.16% 2.943%
18 10.732 1341 1344 1345 rBV3 5801 5366 0.14% 0.014%
19 10.791 1351 1354 1357 rVB4 5582 6885 0.19% 0.017%
20 10.950 1373 1381 1388 rBV 545558 988681 26.59% 2.512%

21 11.085 1397 1404 1415 rBV 594220 1125575 30.27% 2.860%

22 11.279 1436 1437 1444 rVB5 3596 5192 0.14% 0.013%
23 11.772 1516 1521 1522 rBV5 5012 7249 0.19% 0.018%
24 11.807 1524 1527 1530 rVB6 5679 6117 0.16% 0.016%
25 12.424 1627 1632 1634 rBV5 4825 8618 0.23% 0.022%
26 12.530 1646 1650 1656 rBV7 15327 25258 0.68% 0.064%
27 12.988 1726 1728 1732 rVB5 4320 5152 0.14% 0.013%
28 13.376 1787 1794 1796 rBV6 10489 16575 0.45% 0.042%
29 13.529 1816 1820 1823 rVB6 4982 5800 0.16% 0.015%
30 13.652 1838 1841 1848 rVB4 15079 23926 0.64% 0.061%
31 13.869 1874 1878 1880 rVB3 3713 5173 0.14% 0.013%
32 14.093 1910 1916 1918 rBvV4 3404 6323 0.17% 0.016%

33 14.181 1924 1931 1935 rBV 1364560 2029136 54.58% 5.156%
34 14.228 1935 1939 1945 rVV 604618 840417 22.60% 2.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\
Data File : BG023695.D
Aca On : 13 Aug 2016 19:05 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H4388-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG080416.M

Title = SVOA CALIBRATION

35 14.281 1946 1948 1950 rVB3 8011 5721 0.15% 0.015%
36 14.480 1974 1982 1989 rBV 1445540 2313432 62.22% 5.878%
37 14.651 2007 2011 2018 rVB4 29088 39658 1.07% 0.101%
38 14.786 2026 2034 2042 rVB2 951976 1574638 42.35% 4_.001%
39 14.903 2052 2054 2058 rBvV4 5501 6049 0.16% 0.015%
40 15.003 2065 2071 2084 rBV2 423018 992761 26.70% 2.522%
41 15.267 2113 2116 2121 rVB6 13102 19837 0.53% 0.050%
42 15.344 2126 2129 2131 rVB4 11057 8893 0.24% 0.023%
43 15.602 2169 2173 2178 rBVY 75957 100538 2.70% 0.255%
44 15.661 2181 2183 2189 rVB6 7386 8543 0.23% 0.022%

45 15.779 2197 2203 2212 rBV 1923471 3101043 83.41% 7.879%

46 15.908 2219 2225 2234 rBV 620231 1011005 27.19% 2.569%

47 16.019 2237 2244 2247 rVV4 36699 80156 2.16% 0.204%
48 16.108 2257 2259 2264 rVB4 11901 15139 0.41% 0.038%
49 16.160 2265 2268 2271 rVVv4 14177 15490 0.42% 0.039%
50 16.225 2276 2279 2283 rVB4 12227 19373 0.52% 0.049%
51 16.360 2300 2302 2308 rVB7 6679 8074 0.22% 0.021%
52 16.419 2310 2312 2317 rVV5 6948 6601 0.18% 0.017%
53 16.472 2317 2321 2330 rBV 103728 176371 4.74% 0.448%
54 16.624 2345 2347 2349 rBV3 9846 7625 0.21% 0.019%
55 16.742 2365 2367 2374 rVB5 13449 20564 0.55% 0.052%
56 16.818 2376 2380 2382 rBV5 13979 18576 0.50% 0.047%
57 16.983 2404 2408 2413 rVBS8 8985 13459 0.36% 0.034%
58 17.047 2417 2419 2421 rBV2 7345 6497 0.17% 0.017%
59 17.271 2453 2457 2460 rBV2 50296 57179 1.54% 0.145%
60 17.423 2480 2483 2489 rVBS8 10121 19727 0.53% 0.050%

61 17.553 2497 2505 2514 rBV 1290636 2024672 54.46% 5.144%
62 17.652 2515 2522 2529 rVV2 2149978 3309910 89.03% 8.410%

63 17.911 2563 2566 2568 rBV3 15918 21984 0.59% 0.056%
64 18.017 2582 2584 2590 rVB6 13714 14706 0.40% 0.037%
65 18.299 2630 2632 2637 rBV5 10201 13408 0.36% 0.034%
66 18.422 2648 2653 2660 rBV 283393 432504 11.63% 1.099%
67 18.493 2663 2665 2669 rVB2 18962 25730 0.69% 0.065%
68 19.579 2847 2850 2853 rVB 25857 27047 0.73% 0.069%
69 19.691 2865 2869 2875 rBV5 49629 85838 2.31% 0.218%
70 19.832 2890 2893 2898 rVB2 28402 36662 0.99% 0.093%

71 19.943 2906 2912 2922 rVB 2528216 3717894 100.00% 9.446%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\

Data File : BG023695.D

Aca On : 13 Aug 2016 19:05

Operator : UM/SJ

3?22'6 i H4383-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG080416.M
SVOA CALIBRATION

Method :
Title :
72 21.471 3168 3172 3180 rBv4 118136 273254 7 .35% 0.694%
73 21.870 3234 3240 3249 rVB 1307497 2204579 59.30% 5.601%
74 25.042 3770 3780 3793 rVB2 1187460 3477657 93.54% 8.836%
75 25.277 3811 3820 3830 rvB2 702782 2121849 57.07% 5.391%

Sum of corrected areas: 39358229
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\

Data File : BG023695.D

Aca On : 13 Aug 2016 19:05

Operator : UM/SJ

ﬁ?ggle i H4383-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG080416_M
SVOA CALIBRATION

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

Abundance TIC: BG023695.D
2500000

2000000

1500000

1000000

500000

|

o 3.48 616543 6.9212 1L 8-6 [0.41 988 Jim 1-28 mEL 12253

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG023695.D
2500000 19.94

17.65

2000000 15.78

1500000 4.48 21.87
14.18 1745

1000000 14.79

14.23 5.9

1
500000 15.00
18.42
6.47 21.47
12.9913138:55.87. (1. 2814.661 9015235 i STETONE 174 11&nzgﬁg@~___wN}%%E@Eﬁ,ﬂwﬂﬂﬁ,\,w_ﬁhwg
I I

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG023695.D
2500000

2000000

1500000
25.04

1000000
25.28

500000

SIS, VAo L WP -
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\

Data File : BG023695.D

Aca On : 13 Aug 2016 19:05

Operator : UM/SJ

ﬁ?ggle i H4383-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG080416_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.42 4.27 ng/ul 432504 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2653 (18.422 min): BG023695.D (-2648) (-) m/z 73.00 100.00%
73
43
5000
129
97 213
157 185
256 18.20 18.40 18.60 18.80
301 341 375 404 459 m/z 60.05 79_.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60
5000 129 LS UL BN SULLILN R
83 18.20 18.40 18.60 18.80
‘ ‘ 157 165 ZF 256 m/z 43.05 70.21%
i b m\mw Wt ‘ ‘ ‘ ! ) “
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4éo
Abundance
43 73
" 1820 18.40 18,60 18.80
5000 m/z 41.05 58.69%
129
256
o7 157 185 213
miz-> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
43 73 18.20 18.40 18.60 18.80
m/z 55.05 57.12%
5000 256
129
97 213
157 185
|}|H|M| |ji|L|hL|“| I\IL I{I‘Iml I{I\I T T
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\

Data File : BG023695.D

Aca On : 13 Aug 2016 19:05

Operator : UM/SJ

ﬁ?ggle i H4383-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG080416_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 2 Acetic acid, chloro-, octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.48 ng/ul 273254 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 94
2 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 91
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 3172 (21.471 min): BG023695.D (-3168) (-) m/z 57.05 100.00%
57 83
5000
111
147 21,20 21,40 21,60 21.80
80 237 283309 340 370395421
TN Y l ot 2801, 257, 293300 310 370395421 461 496 | TT03 05 - 90. 420
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181284: Acetic acid, chloro-, octadecy! ester
57 83
5000 LRI BRI BRI SURIUE B
111 2120 21140 2160 21.80

m/z 55.05 76 .38%

T T |||||||||||||||||||||||||||||||||||.

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

Abundance
43 69
97 I BAREE R
21.20 21.40 21.60 21.80
5000 m/z 69.05 75.69%
= 154
15 182 227 78
I B TR m o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152719: Tetradecyl trifluoroacetate R A L
56 | g3 21.20 21.40 21.60 21.80
m/z 43.05 67.09%
5000 111
29 ‘
168
SITE S U080 oo LA O R i st
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 20 21. 40 21. 60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081316\

Data File : BG023695.D

Acq On : 13 Aug 2016 19:05

Operator : UM/SJ

ﬁ?ggle i H4388-20 PR002-SS001-1218-01
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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]
n-Hexadecanoic acid 18.42 4.3 ng/ul 432504 4 17.55 2024670 20.0
Acetic acid, chlo... 21.47 2.5 ng/ul 273254 5 21.87 2204580 20.0
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