LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample - H3844-09

Misc :

ALS Vial : 21 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-BG063016 .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 3.443 98 103 114 rVB 221031 367159 6.01% 0.629%
2 3.678 139 143 144 rBV4 7362 9314 0.15% 0.016%
3 4.301 245 249 256 rVB3 24497 40316 0.66% 0.069%
4 4.741 319 324 326 rBv4 7567 8864 0.14% 0.015%
5 4.812 328 336 341 rBV2 40021 73046 1.19% 0.125%
6 5.006 365 369 372 rBv4 6800 9936 0.16% 0.017%
7 5.111 382 387 393 rvB4 59336 100724 1.65% 0.172%
8 5.523 453 457 461 rVB5 9773 13672 0.22% 0.023%
9 5.587 466 468 471 rvVB2 8211 8951 0.15% 0.015%
10 5.640 473 477 479 rvv3 20839 25792 0.42% 0.044%
11 5.670 480 482 489 rVB7 22975 36877 0.60% 0.063%
12 5.728 489 492 494 rBV4 8459 9582 0.16% 0.016%
13 5.775 495 500 509 rvB 41865 90526 1.48% 0.155%
14 5.934 521 527 536 rVBS8 19773 39758 0.65% 0.068%
15 6.069 548 550 553 rBV3 7775 8525 0.14% 0.015%
16 6.145 559 563 566 rBV3 18115 30437 0.50% 0.052%
17 6.621 638 644 648 rBV6 8283 17580 0.29% 0.030%

18 7.303 754 760 768 rBV 146817 250100 4_.09% 0.428%
19 7.473 781 789 797 rVB 395263 654416 10.71% 1.120%

20 7.556 799 803 806 rBVS5 4955 8451 0.14% 0.014%
21 7.685 818 825 833 rVB 421419 736889 12.05% 1.262%
22 7.755 833 837 839 rBvV3 11539 12574 0.21% 0.022%
23 7.979 871 875 876 rBvV3 5139 8100 0.13% 0.014%
24 8.161 895 906 914 rBV 525366 923033 15.10% 1.580%
25 8.543 969 971 976 rBv4 7410 8298 0.14% 0.014%
26 8.731 1001 1003 1007 rVB5 10688 15653 0.26% 0.027%
27 8.813 1013 1017 1019 rBv4 11465 20003 0.33% 0.034%
28 8.860 1019 1025 1032 rVvVv2 398402 700808 11.46% 1.200%
29 8.913 1032 1034 1038 rVB 14934 16029 0.26% 0.027%
30 9.113 1064 1068 1070 rBV2 6965 8465 0.14% 0.014%
31 9.271 1091 1095 1097 rBV5 10696 15461 0.25% 0.026%

32 9.330 1097 1105 1110 rVvVv 545910 1002410 16.40% 1.716%
33 9.377 1110 1113 1119 rVB2 92813 133878 2.19% 0.229%
34 9.506 1134 1135 1142 rBV7 9131 15052 0.25% 0.026%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample - H3844-09

Misc :

ALS Vial : 21 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-BG063016.M
Title = SVOA CALIBRATION
35 9.594 1146 1150 1152 rBV5 6988 11169 0.18% 0.019%
36 9.630 1154 1156 1159 rVB4 9131 8697 0.14% 0.015%
37 9.700 1164 1168 1169 rBv4 9133 11338 0.19% 0.019%
38 9.794 1178 1184 1188 rBVS8 12019 25749 0.42% 0.044%
39 10.053 1218 1228 1237 rBV 494462 933908 15.28% 1.599%
40 10.152 1241 1245 1247 rBV4 6625 9495 0.16% 0.016%
41 10.200 1250 1253 1254 rBV2 9301 9370 0.15% 0.016%
42 10.299 1267 1270 1276 rVB7 16150 25310 0.41% 0.043%
43 10.376 1279 1283 1287 rBV7 22264 38073 0.62% 0.065%
44 10.487 1298 1302 1306 rBV6 15783 20867 0.34% 0.036%
45 10.599 1312 1321 1329 rBV 736685 1343576 21.98% 2.300%
46 10.746 1343 1346 1348 rBV4 8544 8005 0.13% 0.014%
47 10.799 1354 1355 1359 rBV2 6686 8950 0.15% 0.015%

48 10.934 1373 1378 1381 rBV2 74942 125182 2.05% 0.214%
49 10.987 1381 1387 1396 rVB 771118 1391210 22.76% 2.382%
50 11.122 1403 1410 1417 rVB7 45575 102725 1.68% 0.176%

51 11.792 1512 1524 1533 rBV3 655105 1613245 26.39% 2.762%

52 12.303 1608 1611 1613 rBV3 5957 8008 0.13% 0.014%
53 12.432 1628 1633 1634 rBV3 9640 12739 0.21% 0.022%
54 12.561 1651 1655 1658 rBV3 15845 23762 0.39% 0.041%
55 13.084 1735 1744 1751 rBV2 872661 1679617 27.48% 2.876%
56 13.219 1764 1767 1773 rVBS8 18763 32207 0.53% 0.055%
57 13.678 1840 1845 1849 rBV7 11685 17354 0.28% 0.030%
58 13.742 1852 1856 1861 rVB7 8745 15780 0.26% 0.027%

59 14.195 1925 1933 1941 rBV 1811606 2659009 43.50% 4 _553%
60 14.494 1977 1984 1991 rBV 1660146 2624580 42.93% 4.494%

61 14.788 2027 2034 2043 rVB2 2775013 5575857 91.21% 9.546%

62 14.853 2043 2045 2048 rVB4 10278 8878 0.15% 0.015%
63 14.994 2063 2069 2080 rBV3 159668 313003 5.12% 0.536%
64 15.117 2085 2090 2092 rBV6 13476 20315 0.33% 0.035%
65 15.188 2099 2102 2109 rVBS8 26226 43340 0.71% 0.074%
66 15.523 2155 2159 2160 rBv4 9727 9024 0.15% 0.015%

67 15.793 2195 2205 2214 rVB 2676463 4190922 68.56% 7.175%
68 15.905 2217 2224 2232 rBV 1001959 1599681 26.17% 2.739%

69 16.028 2242 2245 2250 rVB3 39944 59354 0.97% 0.102%
70 16.457 2315 2318 2320 rBV3 16448 16615 0.27% 0.028%
71 16.539 2330 2332 2336 rBV2 5998 8397 0.14% 0.014%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample - H3844-09

Misc :

ALS Vial : 21 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-BG063016.M

Title = SVOA CALIBRATION

72 16.580 2336 2339 2340 rBV3 9497 8962 0.15% 0.015%
73 16.668 2353 2354 2357 rVB3 11400 8593 0.14% 0.015%
74 16.927 2392 2398 2399 rBV5 7850 13040 0.21% 0.022%
75 17.221 2445 2448 2453 rBV7 4972 8070 0.13% 0.014%
76 17.338 2463 2468 2472 rBV5 17662 32512 0.53% 0.056%
77 17.420 2479 2482 2484 rVB4 9397 9758 0.16% 0.017%

78 17.550 2498 2504 2514 rBV 1951853 3130471 51.21% 5.360%
79 17.655 2514 2522 2529 rBV 3231260 5187587 84.86% 8.882%

80 17.920 2563 2567 2571 rBV7 10240 15542 0.25% 0.027%
81 18.137 2602 2604 2607 rBvV4 9623 8702 0.14% 0.015%
82 18.208 2610 2616 2621 rVv4 77969 109898 1.80% 0.188%
83 18.419 2646 2652 2654 rBV5 23813 36849 0.60% 0.063%
84 18.496 2663 2665 2668 rBv4 11024 10309 0.17% 0.018%
85 18.643 2685 2690 2696 rBV9 21538 52349 0.86% 0.090%
86 18.772 2710 2712 2715 rBV4 6270 8606 0.14% 0.015%
87 18.925 2735 2738 2739 rBV2 10324 9506 0.16% 0.016%
88 19.013 2751 2753 2755 rVB3 16163 11297 0.18% 0.019%
89 19.183 2781 2782 2785 rBV3 9347 8486 0.14% 0.015%
90 19.565 2843 2847 2852 rVB2 46606 70355 1.15% 0.120%
91 19.683 2864 2867 2871 rBV5 17946 25466 0.42% 0.044%
92 19.823 2887 2891 2899 rVB2 47480 77357 1.27% 0.132%

93 19.935 2903 2910 2918 rBV 4176942 6113158 100.00% 10.466%
94 21.774 3218 3223 3228 rVB 233267 362112 5.92% 0.620%
95 21.851 3229 3236 3247 rVB2 2172178 3713958 60.75% 6.359%
96 24.988 3760 3770 3786 rVB2 1939754 5725495 93.66% 9.803%
97 25.223 3799 3810 3824 rBV2 1214000 3623237 59.27% 6.203%

Sum of corrected areas: 58407665
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample : H3844-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG063016.M
SVOA CALIBRATION

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

Abundance TIC: BG022841.D
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Abundance TIC: BG022841.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample : H3844-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG063016.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 3-Methyl-3-chloro-1-butene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.44 7.96 ng/ul 367159 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-3-chloro-1-butene 104 C5HOCI 002190-48-9 78
2 2-Butvne. 1l-methoxv- 84 C5H80 002768-41-4 46
3 1-Butene. 2-chloro-3-methvl- 104 C5HOCI 017773-64-7 40
4 2-Butene. 2-chloro-3-methvl- 104 C5HOCI 017773-65-8 40
5 1-Butene, 2-(chloromethyl)- 104 C5HOCI 023010-02-8 40

Abundance Scan 103 (3.443 min): BG022841.D (-98) (-) m/z 69.05 100.00%

69
41
5000

J 104 320 340 360 380
obhpoll |17 147 104221 264 208 334364 418 462 505 | 175747 10 53.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4840: 3-Methyl-3-chloro-1-butene
69
41
5000 LA L L LB L B B

3.20 3.40 3.60 3.80
m/z 53.10 38.57%

“ ‘104
0.‘.l‘;.l..,....,....,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
R N BREES mEs
3.20 3.40 3.60 3.80
5000 m/z 39.10 24.07%
39
Ot T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4848: 1-Butene, 2-chloro-3-methyl-
69 3.20 3.40 3.60 3.80

m/z 67.05 13.78%

0'l"I'u"Lll(-ETl"'l""l'"'I""I""I""I""I""I" WL

m/z--> 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample : H3844-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG063016.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 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.11 2.18 ng/ul 100724 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-T2-T(2-hvdroxvnapht... 366 C24H18N202 1000295-56-5 36
2 Butane. 2.3-dichloro-2-methvl- 140 C5H10CI2 000507-45-9 17
3 3-Methvl-4-(4-nitrobenzvlidene)-... 307 C17H13N303 068901-70-2 12
4 (4-Chloro-3-nitrophenvlDmethanol... 411 C15H11CIF5NO3Si 1000368-74-7 10
5 Propane, 1,l1-dichloro- 112 C3H6CI2 000078-99-9 9

Abundance Scan 387 (5.111 min): BG022841.D (-382) (-) m/z 77.00 100.00%
70
41
5000
J Il 1?5 150 221 259 294 376 411 469 515 548 | 480 500 520 SLO ”
(oSN R R IS ORI NS N VM s N A 4 m/z 41.05 70.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194441: Benzamide, N-[2-[(2-hydroxynaphthalen-1-ylmethyle...
7
105
5000
4.80 5.00 5.20 5.40
5 m/z 69.10 47 .12%
o b | 134166 ?4 233261 316 366
m/z--> 55 160 150 200 250 300 350 400 450 500 550
Abundance
77
4.80 5.00 5.20 5.40
5000l 4L m/z 39.20 25.93%
105
0 “'l'“'l“%y%""""'“ LD PR SN BRI DI N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150322: 3-Methyl-4-(4-nitrobenzylidene)-1-phenyl-2-pyrazo...
70 185 4.80 5.00 5.20 5.40
m/z 79.00 18.61%
5000
307
128
0 5\ i J i | 155 232260
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample : H3844-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG063016.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 Nonanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.79 23.19 ng/ul 1613250 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Nonanoic acid 158 C9H1802 000112-05-0 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 64
Abundance Scan 1524 (11.792 min): BG022841.D (-1512) (-) m/z 60.05 100.00%
5000 /L
R RmmE R o
11.40 11.60 11.80 12.00 12.20
ol 158 191221 262293 327 358386 460 494 543 m/z 73.05 96 . 82%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30180: Nonanoic acid
60
5000 A UL SO R I
29 nmnmnmnmnm
H a7 115 m/z 57.10 56.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
11/40 11.60 11.80 12.00 12.20
5000 m/z 41.10 49 .50%
29 115
87 158
S s S L B I WL B B B S B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39472: n-Decanoic acid T TR T
60 11.40 11.60 11.80 12.00 12.20
m/z 55.05 44 .32%
5000{ 29 129
87 172
U aanns) ATM'“H""""""""l“"l“"l'“'l"“l' R SUNRU SRR BRI BN
miz--> 0 50 100 150 200 250 300 350 400 450 500 nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070316\
Data File : BG022841.D

Aca On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample : H3844-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG063016.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 n-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.08 6.02 ng/ul 1679620 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1743 (13.078 min): BG022841.D (-1735) (-) m/z 60.10 100.00%
5000
129
& 11280 13.00 13.20 13.40
oL il yol b 1/2 207 251280306 341 382 447479 | “n7z 73.10  95.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39474: n-Decanoic acid
73
129
5000 UL ISR BN SRR B
43 12.80 13.00 13.20 13.40
m/z 41.10 51.25%
‘ ‘ 101 172
0 ”jwd‘Wwﬂ'lM'“"w"'l”"l'”'l"”l"'w""w
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
11280 13.00 13.20 13.40
50001 29 129 m/z 55.05 49.76%
87
172
e L o o U UL WL UL UL P /\M_
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39469: n-Decanoic acid I REAREE N R
60 12.80 13.00 13.20 13.40
m/z 43.10 41.98%
5000
29 129
87 172
O+ 'ﬂww"“'J"P"'I”"I'”'I"”I"'W""P UL ISR BN SRR B
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070316\
Data File : BG022841.D

Acq On : 3 Jul 2016 23:12

Operator : UM/SJ

Sample - H3844-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG063016.-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]
3-Methyl-3-chloro. .. 3.44 8.0 ng/ul 367159 1 8.16 923033 20.0
unknown-01 5.11 2.2 ng/ul 100724 1 8.16 923033 20.0
Nonanoic acid 11.79 23.2 ng/ul 1613250 2 10.99 1391210 20.0
n-Decanoic acid 13.08 6.0 ng/ul 1679620 3 14.80 5575860 20.0
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