LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\
Data File : BG025126.D
Aca On - 12 Dec 2016 22:42 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H5990-15 P006-SS005-0106-04
ALS Vial : 10 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\SOMO02.2-EPA-BG113016.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 3.420 96 99 103 rVvB5 7061 9764 0.38% 0.031%
2 3.590 124 128 138 rVB7 13463 26444 1.02% 0.083%
3 3.813 162 166 170 rVvv5s 8275 12381 0.48% 0.039%
4 4.119 215 218 228 rBV7Y 10356 25782 0.99% 0.081%
5 4.248 237 240 243 rVB4 8589 9802 0.38% 0.031%
6 4_.354 254 258 263 rBV5 7642 14984 0.58% 0.047%
7 4.630 301 305 307 rBV5 9409 11711 0.45% 0.037%
8 5.206 399 403 406 rBv4 6646 9018 0.35% 0.028%
9 5.312 412 421 424 rBV6 9665 23753 0.91% 0.074%
10 5.370 429 431 434 rBV3 8124 8533 0.33% 0.027%
11 5.746 492 495 502 rVB5 7317 13301 0.51% 0.042%
12 5.899 517 521 527 rBV6 6194 11864 0.46% 0.037%
13 6.075 546 551 552 rVB5 6825 9607 0.37% 0.030%
14 6.193 566 571 573 rBv4 8150 13913 0.53% 0.043%
15 6.351 591 598 604 rBV9 5956 16850 0.65% 0.053%
16 6.816 673 677 681 rBv4 5930 10765 0.41% 0.034%

17 7.386 765 774 789 rBvV2 324133 733499 28.17% 2.292%
18 7.556 796 803 811 rBV 206476 366929 14.09% 1.146%
19 7.638 815 817 823 rVB5 6058 7837 0.30% 0.024%
20 7.768 830 839 853 rBvV 289985 544693 20.92% 1.702%

21 8.102 893 896 901 rBv4 5203 10749 0.41% 0.034%
22 8.238 909 919 928 rBV 408612 737063 28.31% 2.303%
23 8.408 944 948 954 rBV5 5246 9469 0.36% 0.030%
24 8.578 974 977 981 rVB3 9084 13067 0.50% 0.041%
25 8.614 981 983 985 rBvV2 8173 7673 0.29% 0.024%
26 8.937 1030 1038 1050 rBv2 388794 759239 29.16% 2.372%
27 9.195 1079 1082 1087 rVB5 7624 11032 0.42% 0.034%
28 9.418 1110 1120 1129 rBV 312798 599493 23.03% 1.873%
29 9.489 1130 1132 1135 rVB4 9204 8044 0.31% 0.025%
30 9.736 1170 1174 1175 rBV2 9193 9430 0.36% 0.029%
31 9.818 1186 1188 1190 rBV3 7831 8042 0.31% 0.025%
32 9.918 1200 1205 1209 rBv4 7403 13666 0.52% 0.043%
33 10.141 1236 1243 1254 rVB2 291274 569981 21.89% 1.781%
34 10.235 1254 1259 1264 rBV6 6303 15125 0.58% 0.047%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\
Data File : BG025126.D
Aca On - 12 Dec 2016 22:42 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H5990-15 P006-SS005-0106-04
ALS Vial : 10 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:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG113016.M
Title = SVOA CALIBRATION
35 10.388 1283 1285 1292 rBV5 6088 11450 0.44% 0.036%

36 10.682 1323 1335 1355 rBV2 429137 848194 32.58% 2.650%
37 11.064 1390 1400 1415 rBV 614415 1180160 45.33% 3.687%
38 11.205 1415 1424 1440 rBV2 321430 678048 26.04% 2.118%

39 12.168 1587 1588 1597 rBV7 5754 14366 0.55% 0.045%
40 12.321 1607 1614 1616 rVB5 5232 9712 0.37% 0.030%
41 12.403 1625 1628 1630 rBV4 8580 9161 0.35% 0.029%
42 12.638 1663 1668 1672 rBV6 9135 17129 0.66% 0.054%
43 12.768 1688 1690 1693 rVB2 7088 8653 0.33% 0.027%
44 12.803 1693 1696 1699 rBV2 5484 8826 0.34% 0.028%
45 13.061 1736 1740 1744 rBV4 7104 8333 0.32% 0.026%
46 13.108 1744 1748 1752 rVB4 7571 10607 0.41% 0.033%
47 13.455 1800 1807 1811 rVB7 9788 23360 0.90% 0.073%
48 13.643 1838 1839 1845 rVB4 6231 8389 0.32% 0.026%
49 13.719 1845 1852 1857 rBV7 8541 22404 0.86% 0.070%
50 14.095 1914 1916 1921 rBV2 5035 7745 0.30% 0.024%

51 14.248 1935 1942 1947 rBV 753375 1182515 45.42% 3.694%
52 14.295 1947 1950 1957 rVB 111946 165018 6.34% 0.516%

53 14.477 1971 1981 1983 rBVS 8552 16284 0.63% 0.051%
54 14.560 1988 1995 2010 rVB 771601 1321272 50.75% 4.128%
55 14.701 2015 2019 2024 rBVG6 14000 22593 0.87% 0.071%

56 14.859 2036 2046 2054 rBV 1022810 1637868 62.91% 5.117%
57 15.059 2073 2080 2096 rBV2 295437 641346 24.63% 2.004%

58 15.229 2104 2109 2114 rVBS8 13132 20367 0.78% 0.064%
59 15.382 2133 2135 2141 rVB5 8671 11534 0.44% 0.036%
60 15.464 2147 2149 2154 rVB5 6881 10594 0.41% 0.033%
61 15.535 2154 2161 2163 rBVS8 6871 13621 0.52% 0.043%
62 15.576 2163 2168 2173 rBvV4 26752 42570 1.64% 0.133%
63 15.647 2176 2180 2187 rVB2 34024 49104 1.89% 0.153%

64 15.846 2203 2214 2225 rVB 1105908 1786375 68.62% 5.581%
65 15.964 2228 2234 2242 rBV 371034 608932 23.39% 1.902%

66 16.146 2264 2265 2269 rBv4 9363 10491 0.40% 0.033%
67 16.193 2270 2273 2278 rVB6 8983 15544 0.60% 0.049%
68 16.281 2284 2288 2291 rBV5 7277 9180 0.35% 0.029%
69 16.510 2322 2327 2338 rBV2 45192 92110 3.54% 0.288%
70 16.628 2344 2347 2350 rBv4 10719 11947 0.46% 0.037%
71 16.704 2357 2360 2367 rVB9 9944 21355 0.82% 0.067%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\
Data File : BG025126.D
Aca On - 12 Dec 2016 22:42 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : H5990-15 P006-SS005-0106-04
ALS Vial : 10 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:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG113016.M

Title = SVOA CALIBRATION

72 16.763 2367 2370 2371 rBV2 8066 8600 0.33% 0.027%
73 16.963 2400 2404 2410 rVB9 12562 19306 0.74% 0.060%
74 17.186 2439 2442 2446 rBV5 9970 12054 0.46% 0.038%
75 17.297 2458 2461 2467 rBV2 32015 52523 2.02% 0.164%

76 17.603 2506 2513 2524 rBV2 1335404 2235572 85.87% 6.984%
77 17.703 2524 2530 2544 rVB2 1204541 1984911 76.24% 6.201%

78 17.920 2564 2567 2571 rVB6 10174 11916 0.46% 0.037%
79 17.961 2571 2574 2577 rBV5 8586 10842 0.42% 0.034%
80 17.997 2577 2580 2582 rBV4 14486 16891 0.65% 0.053%
81 18.108 2597 2599 2605 rBV6 13589 13675 0.53% 0.043%
82 18.191 2609 2613 2616 rVB6 12828 18119 0.70% 0.057%
83 18.214 2616 2617 2624 rVB7 9665 16530 0.63% 0.052%
84 18.273 2624 2627 2629 rBvV4 10659 13549 0.52% 0.042%
85 18.443 2650 2656 2665 rBV2 217707 348913 13.40% 1.090%
86 18.520 2666 2669 2675 rVB5 35139 58348 2.24% 0.182%
87 18.655 2687 2692 2708 rBV5 26724 91513 3.52% 0.286%
88 18.960 2741 2744 2749 rBV7 19933 33820 1.30% 0.106%
89 19.013 2749 2753 2758 rVB4 31050 52547 2.02% 0.164%
90 19.366 2808 2813 2818 rBV9 20625 41739 1.60% 0.130%

91 19.642 2852 2860 2866 rVB 236400 402657 15.47% 1.258%
92 19.701 2866 2870 2877 rBV5 100657 155858 5.99% 0.487%
93 19.977 2910 2917 2927 rBV2 1459229 2540391 97.58% 7.937%
94 21.722 3211 3214 3221 rBV3 63507 90381 3.47% 0.282%
95 21.892 3235 3243 3250 rBV 1352474 2603431 100.00% 8.134%

96 23.384 3493 3497 3506 rVB10 104066 198682 7.63% 0.621%
97 24.225 3633 3640 3649 rBV5 155906 446818 17.16% 1.396%
98 25.077 3776 3785 3794 rBV 645788 1776872 68.25% 5.551%
99 25.318 3816 3826 3839 rVB2 711927 2155574 82.80% 6.735%
100 32.491 5037 5047 5070 rVB2 250456 1384939 53.20% 4.327%

Sum of corrected areas: 32007631
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\

Data File : BG025126.D

Aca On - 12 Dec 2016 22:42

Operator : UM/SJ

ﬁ?ggle i H5990-15 P006-5S005-0106-04
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG025126.D

11.06

10.68
10.14

8.24
7.39 7.77

7.56)

8.94

9.42 1.20

e 3.4253.814.42354.63 55‘317 5. 5%HOgR35  6.82 8.108. @Eﬂ 493%2 ]2)439 12]1239!2[61

0
Time-->

3.00 350 4.00 4.50 5.00 550 6.00 6.50 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG025126.D

1998 21189

17.60
17.70

15.85
14.86

14.294.56

5.96

21.7

14.30

0l14.48.7)

] 8235@95119 37

AN

o BEBOAI3 1554214,

800000

600000

400000

200000

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: BG025126.D

1400000

1200000

1000000

0
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\BG121216\

Data File : BG025126.D

Aca On - 12 Dec 2016 22:42

Operator : UM/SJ

ﬁ?ggle i H5990-15 P006-5S005-0106-04
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG113016.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 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.44 3.12 ng/ul 348913 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2655 (18.437 min): BG025126.D (-2650) (-) m/z 43.10 100.00%

43

5000

18.20 18.40 18.60 18.80
m/z 73.10 98.92%

256.1  328.93752 429.1 477.2 5304

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43.0

5000 256.0
18.20 18.40 18.60 18.80

m/z 55.05 97 .43%

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

18.20 18.40 18.60 18.80

5000 m/z 60.05 97.23%
242.0

199.0

83.0 129.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid I AERREL LS S
.0 18.20 18.40 18.60 18.80

m/z 57.10 86.29%

W

5000 129.0

29 199.0242.0

m/z--> 0 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\BG121216\

Data File : BG025126.D

Aca On - 12 Dec 2016 22:42

Operator : UM/SJ

ﬁ?ggle i H5990-15 P006-5S005-0106-04
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG113016.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
32.49 12.85 ng/ul 1384940 Perylene-d12 25.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diacetvl-3-(4-methoxv-phenvl... 378 C20H2607 006630-90-6 25
2 9-Thiabicvclol3.3.11Tnonane. 2.6-... 274 C14H18N4S 1000141-52-1 20
3 2-(4-Chloro-phenyl)-8-methvl-ind... 241 C15H12CIN 1000337-21-4 15
4 1H-1.2.4-Triazole-3-carboxamide.... 255 C11H9N70 1000338-08-5 11
5 Dibenzo[b,f]Joxepin-3-amine, 10,1... 241 C15H15NO2 1000338-19-5 10
Abundance Scan 5047 (32.491 min): BG025126.D (-5037) (-) m/z 241.20 100.00%
55.1 241.2
105.1
5000 1731
32.20 3240 32.60
m/z 55.10 83.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #201424: 2,4-Diacetyl-3-(4-methoxy-phenyl)-pentanedioic ac...
241.0
5000 LI B L R B
161.0 287.0 32.20 3240 32.60
m/z 105.05 72 .10%
43.0 115.0 201¢ | ‘ 360.0
e iy Iu I\wlw ‘;\‘H\I\“I A |“N|‘“= ui\hlwhml M “‘lh' I‘ |H‘| IwI\I ILI | - ‘: e S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
241.0 ' 'ézbél 'ézﬁél '5266
m/z 41.10 71 .88%
5000 4. 0
147.0
192.0
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #94891: 2-(4-Chloro-phenyl)-8-methyl-indolizine T
241.0 32.20 3240 32.60
m/z 273.15 71.11%
5000
102.0
39.0
B ey |
m/z--> 50 100 150 200 250 300 350 400 450 500 32.20 3240  32.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG121216\

Data File : BG025126.D

Acq On : 12 Dec 2016 22:42

Operator : UM/SJ

ﬁ?ggle i H5990-15 P006-SS005-0106-04
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG113016.M
Quant Title : 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 18.44 3.1 ng/ul 348913 4 17.60 2235570 20.0
unknown-01 32.49 12.9 ng/ul 1384940 6 25.32 2155570 20.0
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