LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOM-EPA-BG080217 .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 3.760 24 29 38 rvvs 12539 21537 1.46% 0.112%
2 3.837 38 42 53 rvB 7749 13833 0.94% 0.072%
3 4.107 83 88 97 rBv2 11139 23190 1.57% 0.121%
4  4.348 122 129 134 rBV2 14293 23947 1.62% 0.125%
5 4_577 160 168 174 rBV2 21346 36848 2.50% 0.192%
6 5.470 313 320 326 rBv2 36807 61981 4_20% 0.323%
7 5.870 383 388 396 rvB4 7669 13855 0.94% 0.072%
8 5.999 405 410 425 rVB3 19167 47559 3.22% 0.248%
9 6.369 466 473 481 rBV5 8917 17968 1.22% 0.094%
10 6.992 567 579 583 rBV6 3857 8296 0.56% 0.043%
11 7.327 627 636 642 rBV3 8375 17249 1.17% 0.090%
12 7.438 647 655 659 rBvV3 21709 34651 2.35% 0.181%

13 7.509 659 667 687 rvB2 191646 427741 29.00% 2.231%
14 7.673 687 695 702 rBV 117564 208007 14.10% 1.085%

15 7.744 702 707 714 rVB4 8931 14111 0.96% 0.074%
16 7.891 724 732 739 rBV 169010 305054 20.68% 1.591%
17 7.996 745 750 759 rvB2 35901 63753 4._.32% 0.332%
18 8.361 805 812 825 rvVv 161216 302546 20.51% 1.578%
19 8.467 825 830 837 rVvB5 8791 15938 1.08% 0.083%
20 8.731 865 875 882 rBv4 6726 14175 0.96% 0.074%
21 8.901 898 904 912 rVB5 9513 17986 1.22% 0.094%
22 8.984 913 918 923 rBV6 5410 10388 0.70% 0.054%
23 9.048 923 929 942 rVvv2 212725 403619 27.36% 2.105%
24 9.454 994 998 1002 rvv4 5397 8431 0.57% 0.044%
25 9.524 1002 1010 1023 rVV 175773 339916 23.04% 1.773%
26 9.653 1029 1032 1039 rVvv4 3769 7784 0.53% 0.041%
27 9.883 1067 1071 1080 rBv4 4734 8627 0.58% 0.045%

28 10.247 1125 1133 1147 rBV 152714 292935 19.86% 1.528%
29 10.793 1219 1226 1244 rVB 236250 469876 31.85% 2.450%
30 10.928 1244 1249 1256 rBV5 4349 10806 0.73% 0.056%

31 11.105 1273 1279 1284 rBV4 9752 16579 1.12% 0.086%
32 11.175 1284 1291 1296 rVV 261585 491569 33.32% 2.563%
33 11.228 1296 1300 1306 rVB 109982 196911 13.35% 1.027%
34 11.310 1306 1314 1329 rBV 125319 264447 17.93% 1.379%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOM-EPA-BG080217 .M
Title = SVOA CALIBRATION
35 11.845 1401 1405 1411 rVB3 3917 8299 0.56% 0.043%
36 12.145 1448 1456 1462 rBV3 8615 14390 0.98% 0.075%
37 12.532 1516 1522 1530 rBV2 26650 43612 2.96% 0.227%
38 12.656 1532 1543 1551 rBV 45542 87233 5.91% 0.455%
39 12.732 1551 1556 1562 rVB5 5897 11291 0.77% 0.059%
40 12.808 1562 1569 1576 rVB3 22882 41723 2.83% 0.218%
41 12.932 1581 1590 1592 rBV6 3523 7156 0.49% 0.037%
42 13.020 1597 1605 1613 rBV4 16204 32964 2.23% 0.172%
43 13.467 1677 1681 1686 rVv4 5249 8446 0.57% 0.044%
44 13.555 1692 1696 1702 rVB4 4404 8504 0.58% 0.044%
45 13.754 1724 1730 1735 rBV3 18279 30807 2.09% 0.161%
46 13.801 1735 1738 1742 rVB 7163 7340 0.50% 0.038%
47 13.984 1765 1769 1774 rVB5 4259 7828 0.53% 0.041%
48 14.125 1785 1793 1803 rBV7 9747 27824 1.89% 0.145%
49 14.277 1814 1819 1824 rBV4 14790 26628 1.81% 0.139%

50 14.354 1824 1832 1836 rVV 439257 695187 47.13% 3.625%

51 14.401 1836 1840 1847 rVV 203908 312407 21.18% 1.629%

52 14.460 1847 1850 1856 rVVv8 5314 9527 0.65% 0.050%
53 14.518 1856 1860 1871 rVBS8 9519 18829 1.28% 0.098%
54 14.659 1877 1884 1895 rVB 477939 784493 53.18% 4.091%
55 14.818 1903 1911 1916 rVB 26055 35696 2.42% 0.186%
56 14.965 1920 1936 1942 rBV2 442776 752778 51.03% 3.926%
57 15.024 1943 1946 1952 rVB4 27351 45274 3.07% 0.236%
58 15.159 1962 1969 1983 rBV2 124318 285173 19.33% 1.487%
59 15.306 1991 1994 1997 rBV5 7002 8983 0.61% 0.047%
60 15.358 1997 2003 2010 rVV3 24545 46249 3.14% 0.241%
61 15.423 2010 2014 2019 rVB6 12665 18185 1.23% 0.095%
62 15.570 2033 2039 2041 rBV6 7865 13458 0.91% 0.070%
63 15.629 2041 2049 2053 rVBS8 10090 22641 1.53% 0.118%
64 15.764 2061 2072 2078 rBV2 40651 77605 5.26% 0.405%

65 15.952 2094 2104 2110 rBV 644548 998492 67.69% 5.207%

66 16.064 2117 2123 2132 rVB2 186282 302570 20.51% 1.578%

67 16.175 2135 2142 2151 rBV9 11867 36566 2.48% 0.191%
68 16.263 2154 2157 2159 rBV3 5848 7515 0.51% 0.039%
69 16.304 2161 2164 2169 rVB7 8732 13907 0.94% 0.073%
70 16.393 2174 2179 2183 rVB6 6605 9609 0.65% 0.050%
71 16.445 2183 2188 2190 rBV6 6550 10795 0.73% 0.056%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

72 16.628 2213 2219 2237 rVB2 43284 116131 7.87% 0.606%
73 16.757 2237 2241 2246 rBV5 8213 17692 1.20% 0.092%
74 16.816 2249 2251 2257 rVB6 7454 8931 0.61% 0.047%
75 16.886 2260 2263 2268 rBV6 7083 9671 0.66% 0.050%
76 16.968 2273 2277 2278 rBV4 8929 9837 0.67% 0.051%
77 17.074 2292 2295 2304 rVBS8 8623 18128 1.23% 0.095%
78 17.139 2304 2306 2312 rVB6 8004 11374 0.77% 0.059%
79 17.227 2318 2321 2328 rBV9 6498 13939 0.94% 0.073%
80 17.362 2340 2344 2348 rBV7 10311 16323 1.11% 0.085%
81 17.415 2349 2353 2360 rBV3 35842 64892 4._.40% 0.338%

82 17.715 2396 2404 2408 rBV2 504546 830285 56.29% 4 _330%
83 17.750 2409 2410 2415 rVvV 81637 101601 6.89% 0.530%
84 17.809 2415 2420 2431 rVB 634181 1023619 69.39%% 5.338%

85 18.120 2468 2473 2475 rBV5 10980 16713 1.13% 0.087%
86 18.155 2476 2479 2484 rVB2 23651 32429 2.20% 0.169%
87 18.443 2523 2528 2533 rBV9 9840 19272 1.31% 0.101%
88 18.561 2543 2548 2557 rBV2 112700 235307 15.95% 1.227%
89 18.625 2557 2559 2565 rVB2 37310 57246 3.88% 0.299%
90 18.760 2578 2582 2589 rBV9 33457 69725 4.73% 0.364%
91 19.471 2699 2703 2710 rBV5 30873 75410 5.11% 0.393%

92 19.747 2744 2750 2756 rBV 100773 167802 11.38% 0.875%
93 19.818 2756 2762 2768 rBVS8 61826 139986 9.49% 0.730%
94 20.082 2801 2807 2819 rBV2 793584 1359320 92.15% 7.089%
95 22.045 3133 3141 3147 rBV 541372 1056137 71.60% 5.508%

96 25.317 3689 3698 3707 rBV2 331682 960792 65.13% 5.010%
97 25.552 3730 3738 3752 rVB 280720 882521 59.83% 4.602%
98 27.221 4016 4022 4036 rVB4 117405 379414 25.72% 1.979%
99 28.249 4183 4197 4215 rVB2 357618 1475080 100.00% 7.692%
100 29.759 4443 4454 4473 rVB4 192879 924369 62.67% 4._.820%

Sum of corrected areas: 19176043
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
Quant Title : SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG028306.D
800000
600000
400000
008 10791118
7.51 :
200000 9.52 10.25
14531
5.47
sgennas® 57 580063 oo BMUTEY hammsie ofosss || Howi)l  ieso1dtiifne
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028306.D
20,08
800000
22.04
15.95 17.81
600000
17.71
14.66
14.35 | 14.96
400000
200000 i -
18.56 1972,
firs 8376 19.47 |\
1 : .
18488
0‘
Time-->
Abundance TIC: BG028306.D
800000
600000
400000
200000
Y7 T T 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\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 Guanidine Concentration Rank 6

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

5.47 4.10 ng/ul 61981 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 59
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 50
3 Dimethadione 129 C5H7NO3 000695-53-4 39
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 38

Abundance Scan 320 (5.470 min): BG028306.D (-313) (-) m/z 43.10 100.00%
ile] 5
5000
101 520 5.40 5.60 5.80
83 : : : :
etk L8 67 28 TesT10 0 78, 780
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #256: Guanidine
43 59
5000{ 18
520 5.40 5.60 5.80
m/z 58.10 17.89%
1
N Y ‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
520 5.40 5.60 5.80
5000 m/z 101.10 16.67%
43 101
15 3 71 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12814: Dimethadione R B maa
43 ° 520 5.40 5.60 5.80
S m/z 41.10 7.67%
5000
129
52 | |0 e g
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 15';0 2(')0 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 3 Benzene, 1,3-dimethyl- Concentration Rank 9

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

6.00 3.14 ng/ul 47559 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 72
2 o-Xylene 106 C8H10 000095-47-6 72
3 p-Xylene 106 C8H10 000106-42-3 72
4 o-Xylene 106 C8H10 000095-47-6 64
5 p-Xylene 106 C8H10 000106-42-3 59

Abundance Scan 410 (5.999 min): BG028306.D (-405) (-) m/z 91.10 100.00%
o
5000
106
| | 213 278 5.60 5.80 6.00 6.20 6.40
et il et || m/z 106.10  34.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5100: Benzene, 1,3-dimethyl-
a1
5000
5.60 5.80 6.00 6.20 6.40
o m/z 105.10 18.95%
27\ ‘ H7 1\\7
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
91
5.60 5.80 6.00 6.20 6.40
5000 m/z 39.20 17.10%
7 b 74 | 107
mmﬂwwmwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5080: p-Xylene
il 5.60 5.80 6.00 6.20 6.40
m/z 77.10 16.84%
5000
51
27\ H7ﬁ 17
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 4 Benzene, 1,2,4-trimethyl- Concentration Rank 12

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

7.44 2.29 ng/ul 34651 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 83

Abundance Scan 653 (7.438 min): BG028306.D (-647) (-) m/z 105.10 100.00%
105
5000
39 7.20 7.40 7.60 7.80
58 121
L7 8 M Tw/z 12010 33.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120
7.20 7.40 7.60 7.80
28 o 77 m/z 91.10 22.76%
O Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
7.20 7.40 7.60 7.80
5000 m/z 77.10 14 .54%
120
15 39 59 f
RN RN RAARS RLARS RS LA LA AN LAY LARAS LARAS LARAN RARRN LR EARAY AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 7.20 7.40 7.60 7.80
m/z 79.00 11.97%
120
5000
77
15 3\\9 \59\ i i
m/z--> 25 40 60 80 160 150 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 5

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

8.00 4.21 ng/ul 63753 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 751 (8.002 min): BG028306.D (-745) (-) m/z 105.10 100.00%
105
5000 120
77
39 53 65 91 4 7.60 7.80 8.00 8.20 8.40
e e el et i Tm/z 12010 35.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9414: Benzene, 1,2,3-trimethyl-
105
5000 120

7.60 7.80 8.00 8.20 8.40
m/z 77.10 20.07%

39

7
27 ‘ 51 63 ‘ 91
..,....,...‘.,...:i‘....Hl‘...,:‘.‘..,...l‘,....‘,‘a...,.‘:l.,..‘.‘.‘,‘....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

105

120 7.60 7.80 8.00 8.20 8.40
5000 m/z 119.20 12.68%

39 51 g5 7 91

wmmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9399: Mesitylene
105 7.60 7.80 8.00 8.20 8.40

m/z 91.05 10.56%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 6 unknownOl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.66 3.55 ng/ul 87233 Naphthalene-d8 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Chloro-pyridin-3-yl)-propan... 171 C8H10CINO 267003-35-0 28
2 Urea, 1l-ethyl-1-(1-naphthyl)-2-t... 230 C13H14N2S 004366-50-1 28
3 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 25
4 6-Isopropylquinoline 171 C12H13N 000135-79-5 25
5 Thieno[3,2-d]isothiazole, 5-meth... 171 C6H5NOS2 1000351-57-0 23
Abundance Scan 1544 (12.662 min): BG028306.D (-1532) (-) m/z 156.00 100.00%
1%6
5000 115
78 171
40 52 66 ‘ 94 141 | 12.40 12.60 12.80 13.00
e R Mos e b2l o tiiE. 10 43.63%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39322: 2-(2-Chloro-pyridin-3-yl)-propan-2-ol
156
5000 120
92 12.40 12.60 12.80 13.00
8 m/z 171.00 30.05%
43 65
31 V54,92 | 106, | 140 J 171
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156
129 i LA UL SR UL AR
12.40 12.60 12.80 13.00
5000 115 m/z 78.10 29.75%
77
39 51 % 89 101 140
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39075: Quinoline, 8-propyl-
156 12.40 12.60 12.80 13.00
m/z 158.00 27 .14%
5000 143 i
129
mz-> 20 40 60 80 100 120 140 160 180 200 220 112.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.06 ng/ul 77605 Acenaphthene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
3 5-Ethyldecane 170 C12H26 017302-36-2 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
5 Triacontane 422 C30H62 000638-68-6 59
Abundance Scan 2071 (15.758 min): BG028306.D (-2061) (-) m/z 57.10 100.00%

43 57

5000

15.40 15.60 15.80 16.00
m/z 43.05 89.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48841: Undecane, 5-ethyl-

43

5000 T T
71 mmmmmmmm

85 m/z 71.05 56.07%

29
N‘HH\%mmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
57
15.40 15.60 15.80 16.00
5000 71 m/z 85.10 38.84%
43 85
29 97
113 127139 154 183 217 235247
[ T T T T T e [ T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane
57 15.40 15.60 15.80 16.00
m/z 41.10 36.72%
43
5000 71
8 98 140
112
SN | N B Y N N — Rk A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.40 15.60 15.80 16.00

SOM-EPA-BG080217 .M Mon Aug 14 17:55:17 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.63 2.80 ng/ul 116131 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 2219 (16.628 min): BG028306.D (-2213) (-) m/z 57.05 100.00%

57
43

5000

16.40 16.60 16.80 17.00
m/z 43.10 72.63%

9113 141155170 189 207 225 ~ 258 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane
57
43
71
5000 85 LA L L L L TTT
16.40 16.60 16. 80 17. 00
29 m/z 71.10 45.79%
15 ‘ L 9\\9 113127141155169 198
P T R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
16.40 16.60 16.80 17.00
5000 g m/z 85.10 39.20%
29 %
113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57 16.40 16.60 16.80 17.00
43 m/z 55.10 34 .56%
71
5000 85
29
99
15 \‘ |y 118127141156169 198
“'w“'v“'w“'v“'v”'v”"”"“"“"“"“"“w'“w" R N ILEE R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 9 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.56 5.67 ng/ul 235307 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2548 (18.561 min): BG028306.D (-2543) (-) m/z 43.10 100.00%

43

5000

18.20 18.40 18.60 18.80
m/z 57.10 99.03%

395415

341

m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
43 | 73
5000 129 LA L L L L LB L
18.20 18.40 18.60 18.80
97 199 242 m/z 73.05 93.28%
157
s e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
18.20 18.40 18.60 18.80
5000 m/z 60.10 93.00%
129 242
97 199
150171
LA e o e o e e R e LA e e o o o o I
m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid  ARER R e e
3 18.20 18.40 18.60 18.80
m/z 55.10 77.00%
5000 256
129
97 213
AR ]
. .N}Nﬂ:nﬂ.)ﬂui.n..‘....,....,....,.. T
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 10 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.82 3.37 ng/ul 139986 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
Abundance Scan 2762 (19.818 min): BG028306.D (-2756) (-) m/z 43.10 100.00%
5000
" 10,60 19.80 20.00 20.20
m/z 73.05 97 .42%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 TT T T [T T I T [T T T T [ TTTT[TT
97 185 241 mmmmmmmw
‘ m/z 55.10 84 .70%
2 “‘;M““. 15\7“ \ ‘2}3'“' I ‘.26.7.‘.|....|
m/z--> 50 100 150 200 250 300
Abundance
a3
19.I60 19.|80 20.'00 20.'20
5000 m/z 57.10 81.30%
129
97 185 a1 284
18 157 213 267
m/z--> 55 160 150 200 2%0 360 '
Abundance #131260: Octadecanoic acid S Ra e EEREE RS
43 19.60 19.80 20.00 20.20
m/z 60.05 78.37%
5000
129 284
185 241
2 IH H\ N 1 15 1 { I 2:!-3‘ J267 |
m/z--> 200 250 3(')0 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 11 unknown02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.22 8.60 ng/ul 379414 Perylene-di12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazol-5-amine, 1-(4-ethox... 253 C15H15N30 007104-62-3 38
2 Imidazole, 2-iodo-5-methyl-4-nitro- 253 C4H41IN302 149510-86-1 38
3 Benz(a)anthracene-7-carbonitrile 253 C19H11N 007476-08-6 37
4 Ethyl 4-(5-methyl-1,1-dioxido-4-... 373 C19H19NO5S 1000294-64-6 32
5 7,12-Dihydrobenzo[k]fluoranthene 254 C20H14 1000080-17-7 27
Abundance Scan 4022 (27.221 min): BG028306.D (-4016) (-) m/z 253.10 100.00%
2:
5000 J/«\‘
127
175 318 A U B BN
43 75101 221 27.00 27.20 27.40 27.60
N/ V0 O =B PR Ay P o R 1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104759: Benzimidazol-5-amine, 1-(4-ethoxyphenyl)-
253
5000 LI S B B B
27.00 27.20 27.40 27.60
295 m/z 127.10 33.55%
44 79 116 169196 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
253
" 27.00 27.20 27.40 27.60
5000 29 127154 m/z 254.05  27.70%
180207
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #104903: Benz(a)anthracene-7-carbonitrile
253 27.00 27.20 27.40 27.60
m/z 126.00 21.12%
5000
50 87112 149174199224
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 12 unknownO03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.25 33.43 ng/ul 1475080 Perylene-d12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole, 2-i1odo-5-methyl-4-nitro- 253 C4H41IN302 149510-86-1 43
2 Benzimidazol-5-amine, 1-(4-ethox... 253 C15H15N30 007104-62-3 27
3 6-(2-Formylhydrazino)-N,N"-bis(i... 253 C10H19N70 084305-82-8 12
4 1,2"-Binaphthalene 254 C20H14 004325-74-0 10
5 2-Anilino-4-chloroquinoline 254 C15H11CIN2 032888-95-2 10
Abundance Scan 4197 (28.249 min): BG028306.D (-4183) (-) m/z 253.10 100.00%
243
5000 127 A
77 147 1rs 318 U UM SN BN U
51 101 28.00 28.20 28.40 28.60
202226 282 L 358 391 431 hyz 127.05  41.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104904: Imidazole, 2-iodo-5-methyl-4-nitro-
253
42
5000 127 LB LB BN BN S
79 124 a0 207 28.00 28.20 28.40 28.60
‘ ‘ m/z 254.10 31.60%
e e ‘..thu .‘.“. B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
253
' 28.00 28.20 28.40 28.60
5000 m/z 252.05 31.02%
225
44 65 116 169 196
m/z--> 50 100 150 200 250 300 350 400
Abundance #104385: 6-(2-Formylhydrazino)-N,N-bis(isopropyl)-1,3,5-t... L e ML i
57 253 28.00 28.20 28.40 28.60
m/z 175.00 24 .04%
5000 86 225
121
‘ ‘ 186 ‘
T ""I'J' }F?U't ' ﬂ. UL VAR SN U
m/z--> 50 100 150 200 250 300 350 400 28.00 28.20 28.40 28.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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 13 Binaphthyl sulfone Concentration Rank 2

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

29.76 20.95 ng/ul 924369 Perylene-d12 25.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Binaphthyl sulfone 318 C20H1402S 032390-26-4 72
2 Pyrazolo[3,4-b]pyran-5-carbonitr... 320 C14H10CI2N40 315244-85-0 25
3 Adipic acid, monoamide, N-(2-chl... 353 C19H28CINO3 1000324-08-6 22
4 4-Methyl-2,6-dihydroxyquinoline 175 C10H9NO2 034982-01-9 14
5 Borinic acid, diethyl-, 2-acetyl... 204 C12H17B02 074663-95-9 14

Abundance

m/z 175.00 100.00%

Scan 4454 (29.759 min): BG028306.D (-4443) (-)

175
127 318
5000
77 252

29.40 29.60 29.80 30.00
151 224 i 279
ety },3 A0t L g0 1349 379 438 488 "m/z 318.05  66.49%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159788: Binaphthyl sulfone
127 175
5000

29.40 29.60 29.80 30.00

101 253 ‘ m/z 127.05 65.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
175
P TR
29.40 29.60 29.80 30.00
5000 m/z 115.10 35.37%
42
75 109 147 | 199223 255 294320
B oA e L L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185828: Adipic acid, monoamide, N-(2-chlorophenyl)-, hept...
127 29.40 29.60 29.80 30.00
m/z 126.10 28.59%
5000
318
57 238
20 | 01| 189 507 353
e A e
m/z--> 50 100 150 200 250 300 350 400 450 29.40 29.60 29.80 30.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG081117\
Data File : BG028306.D

Acq On : 12 Aug 2017 2:12

Operator : SJ/JU

Sample - 14521-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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]
Guanidine 5.47 4.1 ng/ul 61981 1 8.36 302546 20.0
Benzene, 1,3-dime... 6.00 3.1 ng/ul 47559 1 8.36 302546 20.0
Benzene, 1,2,4-tr... 7.44 2.3 ng/ul 34651 1 8.36 302546 20.0
Benzene, 1,2,3-tr... 8.00 4.2 ng/ul 63753 1 8.36 302546 20.0
unknownO1 12.66 3.5 ng/ul 87233 2 11.18 491569 20.0
(DEL) Alkane: Str... 15.76 2.1 ng/ul 77605 3 14.96 752778 20.0
(DEL) Alkane: Str... 16.63 2.8 ng/ul 116131 4 17.71 830285 20.0
Pentadecanoic acid 18.56 5.7 ng/ul 235307 4 17.71 830285 20.0
Octadecanoic acid 19.82 3.4 ng/ul 139986 4 17.71 830285 20.0
unknown02 27.22 8.6 ng/ul 379414 6 25.55 882521 20.0
unknown03 28.25 33.4 ng/ul 1475080 6 25.55 882521 20.0
Binaphthyl sulfone 29.76 20.9 ng/ul 924369 6 25.55 882521 20.0
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