LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG0100716 .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 3.643 133 137 145 rBvV6 31536 70759 1.49% 0.128%
2 3.725 150 151 156 rVB5 11980 14023 0.29% 0.025%
3 3.919 183 184 188 rBv2 10366 12769 0.27% 0.023%
4 4.712 315 319 322 rBV6 9331 12776 0.27% 0.023%
5 5.129 388 390 394 rVB5 10168 12395 0.26% 0.022%
6 5.217 402 405 407 rBv4 11162 13665 0.29% 0.025%
7 5.353 423 428 435 rVB8 26590 50673 1.06% 0.091%
8 5.899 519 521 524 rVB3 11075 11531 0.24% 0.021%
9 5.928 524 526 530 rBV4 8547 13349 0.28% 0.024%
10 6.316 587 592 595 rBV7Y 10710 21470 0.45% 0.039%
11 6.727 657 662 663 rVB5 11087 13584 0.29% 0.024%
12 6.910 690 693 698 rBV5 11123 12691 0.27% 0.023%
13 7.209 743 744 749 rVB5 10799 14388 0.30% 0.026%

14 7.415 771 779 790 rBV 643888 1230071 25.84% 2.218%
15 7.603 801 811 820 rVB 459870 791882 16.64% 1.428%

16 7.697 820 827 831 rBV9 9700 18590 0.39% 0.034%
17 7.808 838 846 855 rvv 577757 1056877 22.20% 1.906%
18 8.290 921 928 943 rVvB2 529002 965023 20.27% 1.740%

19 8.408 947 948 952 rBV3 10670 11644 0.24% 0.021%
20 8.455 952 956 964 rVB8 6355 16107 0.34% 0.029%
21 8.737 1002 1004 1011 rVB7 11167 22190 0.47% 0.040%
22 8.801 1011 1015 1021 rBV6 12302 27470 0.58% 0.050%

23 8.972 1037 1044 1055 rBvV 748461 1338828 28.13% 2.414%
24 9.465 1119 1128 1134 rBV 671913 1226311 25.76% 2.211%

25 9.606 1149 1152 1158 rVBS8 12582 20153 0.42% 0.036%
26 9.730 1170 1173 1179 rVBS8 6858 15111 0.32% 0.027%
27 9.818 1179 1188 1195 rVBS8 14719 40974 0.86% 0.074%
28 9.894 1195 1201 1203 rBV5 9032 17751 0.37% 0.032%
29 9.971 1209 1214 1217 rBV7 8443 12704 0.27% 0.023%
30 9.994 1217 1218 1225 rVB6 10455 14977 0.31% 0.027%
31 10.188 1240 1251 1261 rBV 585710 1124427 23.62% 2.027%
32 10.364 1278 1281 1288 rVB7 9887 16464 0.35% 0.030%
33 10.723 1331 1342 1354 rBV 856089 1606892 33.76% 2.897%
34 11.046 1390 1397 1400 rBVS 9754 16039 0.34% 0.029%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Method :
Title :

35 11.116 1400 1409 1418 rBV 767876 1476925 31.03% 2.663%

36 11.246 1421 1431 1442 rBV 821380 1552662 32.62% 2.800%

37 11.475 1466 1470 1475 rVBS8 11027 17482 0.37% 0.032%
38 11.610 1490 1493 1499 rVB7 9778 14223 0.30% 0.026%
39 11.757 1515 1518 1520 rBV4 10823 11823 0.25% 0.021%
40 12.197 1588 1593 1597 rVB7 7206 14208 0.30% 0.026%
41 12.303 1609 1611 1617 rVB5 11880 15821 0.33% 0.029%
42 12.368 1617 1622 1625 rBV5 10160 14672 0.31% 0.026%
43 12.432 1631 1633 1636 rBV3 10362 12059 0.25% 0.022%
44 12.673 1666 1674 1682 rBV7 22020 49250 1.03% 0.089%
45 13.273 1772 1776 1780 rVB7 12425 21003 0.44% 0.038%
46 13.326 1780 1785 1787 rBV5 8819 14898 0.31% 0.027%
47 13.502 1810 1815 1819 rVB6 15773 24372 0.51% 0.044%
48 13.619 1832 1835 1837 rBV4 9282 12612 0.26% 0.023%
49 13.713 1843 1851 1853 rBV6 14631 27574 0.58% 0.050%
50 13.766 1853 1860 1867 rVV8 30612 66393 1.39% 0.120%
51 13.937 1884 1889 1892 rVB5 9498 14790 0.31% 0.027%
52 14.025 1899 1904 1909 rVB9 9934 12655 0.27% 0.023%

53 14.295 1939 1950 1955 rBV 1742607 2749324 57.76% 4_957%
54 14.342 1955 1958 1968 rVB 1115818 1601393 33.64% 2.887%

55 14.407 1968 1969 1973 rBV3 9328 12343 0.26% 0.022%
56 14.601 1994 2002 2011 rBV 1775988 2952331 62.02% 5.323%
57 14.700 2017 2019 2023 rVB4 9940 11862 0.25% 0.021%
58 14.759 2023 2029 2033 rBv4 32289 54366 1.14% 0.098%

59 14.906 2046 2054 2062 rVV 1413586 2297215 48.26% 4.142%
60 15.065 2072 2081 2094 rBV 945551 1537025 32.29% 2.771%

61 15.206 2101 2105 2109 rVB7 9947 16724 0.35% 0.030%
62 15.253 2109 2113 2120 rBV10 19625 44308 0.93% 0.080%
63 15.317 2120 2124 2126 rVB5 12588 12690 0.27% 0.023%
64 15.376 2130 2134 2141 rVB7 16747 26129 0.55% 0.047%
65 15.441 2142 2145 2151 rVB6 16142 22244 0.47% 0.040%
66 15.599 2171 2172 2178 rBV6 11687 20487 0.43% 0.037%
67 15.664 2178 2183 2186 rBV6 13902 26676 0.56% 0.048%
68 15.705 2186 2190 2197 rVB2 77424 104572 2.20% 0.189%
69 15.764 2197 2200 2205 rBV5 15430 16344 0.34% 0.029%

70 15.887 2213 2221 2229 rBV 2416779 3939768 82.76% 7.104%
71 15.993 2229 2239 2251 rVV 876202 1382480 29.04% 2.493%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG0100716.-M
Title = SVOA CALIBRATION

72 16.122 2251 2261 2271 rVB 53350 159092 3.34% 0.287%
73 16.199 2271 2274 2281 rBV9 18014 32069 0.67% 0.058%
74 16.257 2281 2284 2288 rVB5 18833 27890 0.59% 0.050%
75 16.322 2292 2295 2300 rVB7 19075 29835 0.63% 0.054%
76 16.563 2332 2336 2347 rBV2 112312 210026 4.41% 0.379%
77 16.769 2366 2371 2374 rVB7 12690 22469 0.47% 0.041%
78 16.798 2374 2376 2378 rBV3 11572 12250 0.26% 0.022%
79 16.833 2379 2382 2388 rVBS8 15822 30423 0.64% 0.055%
80 16.904 2391 2394 2396 rBv4 18475 23689 0.50% 0.043%
81 17.074 2419 2423 2426 rVB6 17716 24776 0.52% 0.045%
82 17.103 2426 2428 2430 rBV3 10540 11535 0.24% 0.021%
83 17.356 2466 2471 2477 rBV2 79009 100967 2.12% 0.182%
84 17.409 2477 2480 2489 rVB10 27105 56889 1.20% 0.103%

85 17.644 2511 2520 2530 rBV 1803364 2818495 59.21% 5.082%

86 17.744 2530 2537 2547 rBV 2731959 4238467 89.04% 7.642%

87 17.891 2560 2562 2567 rVB6 13679 19559 0.41% 0.035%
88 17.979 2571 2577 2580 rBV6 23782 49210 1.03% 0.089%
89 18.096 2592 2597 2601 rBVS8 27757 34248 0.72% 0.062%
90 18.490 2654 2664 2675 rBV 521585 791626 16.63% 1.427%
91 18.760 2709 2710 2715 rBV5 10103 15187 0.32% 0.027%
92 18.819 2717 2720 2724 rBV6 15919 25412 0.53% 0.046%

93 19.642 2850 2860 2866 rBVS 61240 169194 3.55% 0.305%
94 19.747 2873 2878 2887 rBV2 248164 345357 7.26% 0.623%
95 19.906 2900 2905 2912 rVB7 40116 70774 1.49% 0.128%

96 20.012 2917 2923 2934 rVB 3169613 4760204 100.00% 8.583%
97 21.528 3176 3181 3189 rBV2 276360 424062 8.91% 0.765%
98 21.945 3244 3252 3260 rVB 1762155 3159738 66.38% 5.697%
99 25.147 3786 3797 3814 rVB2 1537991 4566094 95.92% 8.233%
100 25.388 3827 3838 3852 rVB2 1003080 3163739 66.46% 5.705%

Sum of corrected areas: 55459537
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG024301.D

3000000

2500000

2000000

1500000

1000000
10.72 111425

!

500000

l»::u.:: a0 1'5':::::3 10.36 || 1105111478176 127BI2.6

o 334392 471 58885 593 6.32 6.%917.2
‘
Time-> 3.00 350 4.00 450 500 550 600 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG024301.D
2001
3000000
17.74
2500000 15.89
2000000 21.94
14.284.60 17.44
1500000 14.91
14.34
1000000 5.06 15.99
18.49
21.53
500000 19.75
oL IETRSBING0214. 4117 Grbarad; Mbmmnc 3Pl \7mea0 | 1 19409
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: BG024301.D
3000000
2500000
2000000
25.15
1500000
25.39
1000000
500000
N o,
ottt e e e e e e e e e

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\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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.
18.49 5.62 ng/ul 791626 Phenanthrene-d10 17.64
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 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2664 (18.490 min): BG024301.D (-2654) (-) m/z 60.05 100.00%
5000
129.1 213.2
171.1 \ 256.3 UL SRS BN SRR SUNE
18.20 18.40 18.60 18.80
0 i \ b Ll 1 ,|. 2969 %68 288 Tn/z 73.10 99.84%
m/z--> 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
5000 129.0
18.20 18.40 18.60 18.80
H 1710m302560 m/z 43.10 90.00%
o H‘ﬂh” \u\u \ \ ‘ ‘ ‘..‘..l“....|....|....|....|....|....
m/z--> 200 250 300 350 400 450 500
Abundance
43.0
18.20 18.40 18.60 18.80
5000 m/z 57.05 86.06%
3.0 129.0
i 171.02130 2550
O A e e B e R
m/z--> §0 160 1éo 260 250 360 3éo 460 4%0 560
Abundance #95854: Pentadecanoic acid
43.0 18.20 18.40 18.60 18.80

m/z 55.05 81.43%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.75 2.45 ng/ul 345357 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 92
Abundance Scan 2878 (19.747 min): BG024301.D (-2873) (-) m/z 43.10 100.00%
431
5000
35.1 129.0 185.2 241.2
2842 10,40 19560 10,80 2000 |
0 OPRNIAAE 400 89 sz 73.10  98.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
3.0
5000 R DA DU UG UM B
19.40 19.60 19.80 20.00
185.0 541.0284.0 m/z 57.10 88.25%
OI T ‘I\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
19.40 19.60 19.80 20.00
5000 129.0 m/z 60.10 83.34%
>0 185.0 p4p 02840
S R B B B B WA R B BRI R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131260: Octadecanoic acid
43.0 19.40 19.60 19.80 20.00
m/z 55.10 74 .22%
5000
185.0 241.0
Ol 4y
m/z--> c') 5'0 100 150 200 250 300 350 400 450 500 550 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101216\
Data File : BG024301.D

Aca On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample : H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Fumaric acid, 2-methylallyl.._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.53 2.68 ng/ul 424062 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-methvlallvl unde... 324 C19H3204 1000330-55-1 91
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 86
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 72
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 64
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 62
Abundance ) Scan 3181 (21.528 min): BG024301.D (-3176) (-) m/z 57.10 100.00%
ST 971
5000
39.0 222.0 2830 21.20 21.40 21.60 21.80
Ol 1822 3246 | 3999 4772 m/z 55.10 99.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164335: Fumaric acid, 2-methylallyl undecyl ester
55.0 97.0
5000
21.20 21.40 21.60 21.80
171.0 5. m/z 43.05 86.21%
0..&1,‘” Mu\\uh‘\M‘ ?110 . .,??f?,.... S
m/z--> 50 250 300 350 400 450 500
Abundance
83.0
43.0 21.20 21.40 21.60 21.80
5000 m/z 97.10 81.20%
125.0
195.0 2520
S L B UL UL WL L LS B W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104187: 9-Octadecene, (E)-
58.0 21.20 21.40 21.60 21.80
m/z 69.10 79.81%
7.0
5000
0 J J 139.0 182.0 252.0
mz-> 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\BG101216\
Data File : BG024301.D

Acq On : 12 Oct 2016 14:58

Operator : UM/SJ

Sample - H5145-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG0100716 .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 18.49 5.6 ng/ul 791626 4 17.64 2818500 20.0
Octadecanoic acid 19.75 2.5 ng/ul 345357 4 17.64 2818500 20.0
Fumaric acid, 2-m... 21.53 2.7 ng/ul 424062 5 21.94 3159740 20.0
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