LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample = 14504-19

Misc :

ALS Vial : 25 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\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 heiaht area % max. total

3.852 37 45 49 rBvV7 6561 13488 1.22% 0.080%
5.456 311 318 327 rBV5 4033 8154 0.74% 0.049%
666 682 rBv2 148328 314465 28.47% 1.874%
7.671 688 695 705 rBvV 105932 188728 17.09% 1.124%
7.889 722 732 747 rBV 143563 259750 23.52% 1.548%
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8.353 802 811 821 rBV 187513 333750 30.22% 1.988%
9.046 921 929 939 rBV 192024 353096 31.97% 2.104%
953 965 rVB7 2944 8855 0.80% 0.053%
9.522 1002 1010 1020 rBV 142470 275495 24 .94% 1.641%
10.245 1126 1133 1143 rBV2 128203 244106 22.10% 1.454%
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11 10.785 1217 1225 1237 rBV2 191494 366049 33.14% 2.181%
12 11.173 1283 1291 1305 rVB 278843 523699 47.41% 3.120%
13 11.308 1307 1314 1327 rBV 64881 140679 12.74% 0.838%

14 11.526 1345 1351 1355 rBV6 5380 10913 0.99% 0.065%
15 11.579 1355 1360 1365 rvv7 6861 11934 1.08% 0.071%
16 11.702 1375 1381 1387 rVB5 4580 7685 0.70% 0.046%
17 11.984 1421 1429 1435 rVB5 6782 14492 1.31% 0.086%
18 12.319 1481 1486 1495 rVB7 5353 13403 1.21% 0.080%
19 12.536 1517 1523 1531 rBvV4 10860 16861 1.53% 0.100%
20 12.619 1531 1537 1544 rBV5 9679 17743 1.61% 0.106%
21 12.807 1563 1569 1572 rBV3 12324 22011 1.99% 0.131%
22 12.842 1572 1575 1582 rVB5 9777 16980 1.54% 0.101%
23 12.918 1585 1588 1593 rBV5 4636 8834 0.80% 0.053%
24 13.024 1600 1606 1613 rVB3 13403 26369 2.39%% 0.157%
25 13.100 1613 1619 1623 rBV5 6139 11467 1.04% 0.068%
26 13.224 1631 1640 1645 rBV7 8056 16624 1.51% 0.099%
27 13.306 1650 1654 1658 rBV5 6841 10382 0.94% 0.062%
28 13.371 1658 1665 1670 rVVv8 5716 12054 1.09% 0.072%
29 13.441 1673 1677 1685 rVB9 7714 18750 1.70% 0.112%
30 13.553 1692 1696 1704 rVB9 6782 14016 1.27% 0.084%
31 13.658 1711 1714 1723 rVBS8 6153 14285 1.29% 0.085%
32 13.747 1723 1729 1734 rBV4 19810 30630 2.77% 0.182%
33 13.829 1739 1743 1748 rBV5 5203 7484 0.68% 0.045%
34 13.993 1767 1771 1773 rBvV4 7235 9164 0.83% 0.055%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample = 14504-19

Misc :

ALS Vial : 25 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\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

35 14.146 1785 1797 1805 rVB10 15012 52446 4._75% 0.312%
36 14.217 1805 1809 1812 rBV4 6192 8693 0.79% 0.052%
37 14.293 1813 1822 1825 rBV4 36944 78696 7.12% 0.469%

38 14.346 1825 1831 1836 rVV 389991 594648 53.83% 3.543%
39 14.393 1836 1839 1845 rVB 123214 170678 15.45% 1.017%

40 14.516 1854 1860 1862 rBV5 9516 15674 1.42% 0.093%
41 14.651 1872 1883 1895 rVB 378663 657197 59.50% 3.916%
42 14.740 1895 1898 1902 rBV6 10330 15700 1.42% 0.094%
43 14.810 1905 1910 1915 rBV3 22395 32628 2.95% 0.194%
44 14.957 1925 1935 1945 rBV2 441408 778191 70.45% 4._.636%
45 15.086 1951 1957 1962 rBVY 56337 87236 7.90% 0.520%
46 15.151 1962 1968 1979 rVB2 109913 216548 19.60% 1.290%
47 15.345 1997 2001 2009 rVB10 22330 53161 4.81% 0.317%
48 15.421 2009 2014 2018 rBV6 14008 25168 2.28% 0.150%
49 15.568 2033 2039 2044 rBV10 14548 32673 2.96% 0.195%
50 15.621 2044 2048 2052 rVVv7 9401 15738 1.42% 0.094%
51 15.721 2057 2065 2068 rBV10 20853 58556 5.30% 0.349%
52 15.756 2068 2071 2076 rVB2 27773 43434 3.93% 0.259%

53 15.874 2086 2091 2097 rBV 75295 114831 10.40% 0.684%
54 15.944 2097 2103 2110 rBV 498669 791665 71.67% 4.717%
55 16.056 2116 2122 2135 rVB 182001 313378 28.37% 1.867%

56 16.161 2135 2140 2142 rBV5 14800 26642 2.41% 0.159%
57 16.373 2171 2176 2183 rBV4 23152 48493 4_.39% 0.289%
58 16.432 2184 2186 2194 rVB4 16387 33545 3.04% 0.200%
59 16.620 2213 2218 2223 rBV3 43065 64171 5.81% 0.382%
60 16.843 2253 2256 2259 rBV5 14248 21822 1.98% 0.130%
61 16.978 2273 2279 2287 rBV6 43180 112137 10.15% 0.668%
62 17.231 2315 2322 2331 rBVS 20636 70549 6.39% 0.420%
63 17.366 2342 2345 2350 rVB7 21440 30983 2.80% 0.185%
64 17.419 2350 2354 2361 rBv4 52147 93021 8.42% 0.554%
65 17.542 2371 2375 2384 rVB3 24055 49802 4_.51% 0.297%
66 17.636 2388 2391 2395 rBV5 13209 13818 1.25% 0.082%

67 17.707 2395 2403 2414 rVV2 565538 964415 87.31% 5.746%
68 17.807 2414 2420 2429 rVB2 532811 880466 79.71% 5.246%

69 18.112 2469 2472 2476 rBV6 17575 24295 2.20% 0.145%
70 18.153 2476 2479 2484 rVV 43761 54402 4._.93% 0.324%
71 18.335 2507 2510 2513 rBV5 13990 13357 1.21% 0.080%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample = 14504-19

Misc :

ALS Vial : 25 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\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

72 18.559 2542 2548 2557 rBV3 117005 243567 22.05% 1.451%
73 18.706 2569 2573 2578 rVBS8 17900 28883 2.61% 0.172%
74 18.758 2579 2582 2587 rBV7 14860 31890 2.89% 0.190%
75 18.800 2587 2589 2592 rVvv4 17256 21797 1.97% 0.130%
76 18.841 2593 2596 2601 rVB 50518 59247 5.36% 0.353%
77 19.463 2698 2702 2709 rVB3 64229 91999 8.33% 0.548%

78 19.816 2757 2762 2772 rVB2 100431 173209 15.68% 1.032%
79 20.004 2791 2794 2797 rBV3 92623 112167 10.15% 0.668%
80 20.080 2801 2807 2817 rVB 653685 1031508 93.38% 6.146%

81 20.562 2882 2889 2898 rVB3 47038 96133 8.70% 0.573%
82 21.050 2967 2972 2974 rBV2 70420 97933 8.87% 0.583%
83 21.608 3062 3067 3077 rVB 88413 153713 13.92% 0.916%
84 21.773 3092 3095 3107 rVB9 48953 86685 7.85% 0.516%

85 22.037 3132 3140 3149 rBvV 587624 1015166 91.91% 6.048%

86 22.166 3158 3162 3170 rVB5 64572 112522 10.19% 0.670%

87 22.243 3171 3175 3182 rVB3 34946 59423 5.38% 0.354%
88 22.842 3272 3277 3285 rBV2 59069 115479 10.45% 0.688%
89 22.942 3290 3294 3300 rVB2 31633 57405 5.20% 0.342%
90 23.735 3427 3429 3436 rVB 22525 37805 3.42% 0.225%
91 23.805 3436 3441 3449 rVB4 28740 57335 5.19% 0.342%

92 24.463 3545 3553 3563 rVB3 135572 328461 29.74% 1.957%
93 25.298 3684 3695 3707 rBV3 298001 908617 82.26% 5.413%
94 25.539 3720 3736 3754 rVB2 322425 1104580 100.00% 6.581%
95 26.191 3840 3847 3858 rVB2 34351 112885 10.22% 0.673%

96 26.720 3931 3937 3946 rVB2 45145 128084 11.60% 0.763%
97 26.849 3950 3959 3969 rVB2 58512 203539 18.43% 1.213%
98 28.189 4179 4187 4205 rVB5 37646 140680 12.74% 0.838%
99 29.981 4480 4492 4507 rVB7 28790 121800 11.03% 0.726%
100 31.303 4708 4717 4719 rBV10 22278 50536 4._.58% 0.301%

Sum of corrected areas: 16784300
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\Data\BG081017\

BG028280.D

11 Aug 2017 5:14

SJ/Ju

14504-19

25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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04
Time-->
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TIC: BG028280.D

8.35
7.50 7.89

|

550 6.00 650 7.00 750 800 850 9.00

11.17

1.31
|| im0 sz 22082

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
700000
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TIC: BG028280.D
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Time-->
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Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: BG028280.D

Ol

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\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 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 1 Naphthalene, 1-(2-propenyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.02 ng/ul 78696 Acenaphthene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 50
2 Phenol. 4-methoxv-3-(methoxvmeth... 168 C9H1203 059907-65-2 47
3 Naphthalene. 2-(1-methvlethenvl)- 168 C13H12 003710-23-4 43
4 Benzenamine. 2-methoxv-5-nitro- 168 C7H8N203 000099-59-2 43
5 2,3-Dimethoxybenzyl alcohol 168 C9H1203 005653-67-8 43
Abundance Scan 1821 (14.287 min): BG028280.D (-1813) (-) m/z 168.10 100.00%
168.1
5000
65.1 Nt S BN RN BARRS RS
504.4 14.00 14.20 14.40 14.60
O O 8 S m/z 141.10 73.63%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36909: Naphthalene, 1-(2-propenyl)-
168.0
5000
0 14.00 14.20 14.40 14.60
115. m/z 153.10 62.14%
63.0 ‘ l
|1.5‘..C‘R.J.k‘.1“.““.‘““‘.‘l‘.“.“‘.‘lN.“...|....|....|....|....|....|....|..
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
168.0
14.00 14.20 14.40 14.60
5000 125.0 m/z 156.10 54 .59Y%
65.0
26.0
m/z--> 6 55 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance #36910: Naphthalene, 2-(1-methylethenyl)-
168.0 14.00 14.20 14.40 14.60
m/z 125.00 31.22%
5000
128.0
390 80 |
m/z--> c') 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1;0 4(')0 4&1;0 5(')0 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 Ethanone, 1-(2,6-dihydroxy-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.24 ng/ul 87236 Acenaphthene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2.6-dihvdroxv-4-met... 182 C9H1004 007507-89-3 64
2 Benzene. 1.1%-ethvlidenebis- 182 Cl1l4H14 000612-00-0 64
3 4-Ethvlbiphenvl 182 C14H14 005707-44-8 50
4 Benzene. l-methvl-4-(phenvimethvl)- 182 C14H14 000620-83-7 50
5 Phenol, 3-[(trimethylsilyl)oxy]- 182 C9H1402Si 017882-01-8 50
Abundance Scan 1958 (15.092 min): BG028280.D (-1951) (-) m/z 167.10 100.00%
16f.1
5000
531 770 U LA AR AR
. 107.1123.0139.1 1881 5071 14.80 15.00 15.20 15.40
URMERERRN NP RSNV AR [FENE*YSRAR VRN MY ST B S U 2 S m/z 182.10 50.77%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47774: Ethanone, 1-(2,6-dihydroxy-4-methoxyphenyl)-
167.0
5000 14,80 15.00 15.20 15.40
m/z 77.05 13.58%
430 490

| ‘ I 1l 95.0 11}0 135.0 |

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

167.0

14.80 15.00 15.20 15.40
5000 m/z 53.10 8.67%

77.0
26.0 51.0 103.0 1280 150.0 183.0
T T T T T T e T T T e

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

Abundance #47310: 4-Ethylbiphenyl
167.0 14.80 15.00 15.20 15.40
m/z 79.10 7.48%
5000
188.0
300 630 830 g9p1150 1510 ||
L e e e e L o LA A B o o o e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 2,4-Hexadienedioic acid, 3-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.95 ng/ul 114831 Acenaphthene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadienedioic acid. 3-methy... 226 C12H1804 058367-44-5 53
2 D-Galactitol. 2-(Cacetvimethvlami... 363 C16H29N0O8 074410-42-7 50
3 2.4-Hexadienedioic acid. 3-methv... 226 C12H1804 069796-13-0 45
4 2.4-Hexadienedioic acid. 3.4-die... 226 C12H1804 031545-75-2 45
5 2,4-Hexadienedioic acid, 3,4-die... 226 C12H1804 031447-54-8 42
Abundance Scan 2090 (15.868 min): BG028280.D (-2086) (-) m/z 167.10 100.00%
167.1
5000
196.1 L
531 919 1230 15.60 15.80 16.00 16.20
N S m/z 196.05 29.57%
m/z--> 50 100 150 200 250 300
Abundance #82459: 2,4-Hexadienedioic acid, 3-methyl-4-propyl-, dimet...
167.0
5000 A SRR MR L
15.60 15.80 16.00 16.20
m/z 168.10 14.17%
4]‘..0 ‘ 77“.0‘10‘7.0 1380 | 19?.0 226.0
m/z--> L '55' ' "160" "150" "200" "2éo" ' 560" o
Abundance
167.0
15.60 15.80 16.00 16.20
5000 m/z 123.00 8.73%
28.0
83.0 .
1 .‘?7:0. L ,11.3'.01.3?? y I2|07I.0|2:§4.Io|2537|.0|296|.0|3|26|.0I |
m/z--> 50 100 150 200 250 300
Abundance #82460: 2,4-Hexadienedioic acid, 3-methyl-4-propyl-, dimet...
167.0 15.60 15.80 16.00 16.20
m/z 53.10 7.03%
5000
4]‘_,0 ‘91.0‘ 13‘4.0 ‘ 19?.0 226.0
m/z--> L '55' B '160' B '150' B '200' B '2éo' B '360' ! 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 Benzene, 1,1"-methylenebis[... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.98 2.33 ng/ul 112137 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-methvlenebisl3-met... 196 C15H16 021895-14-7 87
2 Benzene. 1l-methvl-3-I(4-methvlph... 196 C15H16 021895-16-9 80
3 1.1°-Biphenvl. 4-(1-methvlethvl)- 196 C15H16 007116-95-2 64
4 1.1"-Biphenvl. 4-(l-methvlethvl)- 196 C15H16 007116-95-2 64
5 Xanthoxylin 196 C10H1204 000090-24-4 49

Abundance Scan 2279 (16.978 min): BG028280.D (-2273) ( ) m/z 181.00 100.00%

5000

72 5180 16.60 16.80 17.00 17.20
m/z 196.10 47.99%

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

Abundance #58346: Benzene, 1,1'-methylenebis[3-methyl-
181.0
5000 04.0 165.0 16.60 16.80 17.00 17.20
104. ' 1970 m/z 165.10 41.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
181.0
\
e
16.60 16.80 17.00 17.20
5000 m/z 180.10 30.19%
165.0
105.0 197.0
39.0 63.0 89.0 141.0
R LA B o L BB e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58338: 1,1'-Biphenyl, 4-(1-methylethyl)-
181.0 16.60 16.80 17.00 17.20
m/z 65.10 24 _54%
5000
165.0
51 0 77\ Ou 98 O 115 0 141.0 ‘\ \H\ ‘ 1%\ ©
R I B o ML o i e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.56 5.05 ng/ul 243567 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2548 (18.559 min): BG028280.D (-2542) (-) m/z 60.10 100.00%
6d.1
5000
129.1
o7 185.1 2131 U AR LA SRS B
39 ; 157.1 ' 256.2 18.20 18.40 18.60 18.80
m/z 73.10 92.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.20 18.40 18.60 18.80

83.0 -
157.0 g5 2130 256.0 m/z 57.10 86.73%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
I RRER RS S8 RRAS S At
43.0 18.20 18.40 18.60 18.80
5000 129.0 m/z 43.10 86.53%
171.0
970 214.0
152. 0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid L e e o
43.0 73.0 18.20 18.40 18.60 18.80
m/z 55.10 82.43%
5000 129.0
ol 41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 20 18. 40 18. 60 18 80

SOM-EPA-BG080217.M Mon Aug 21 02:08:51 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.82 3.59 ng/ul 173209 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 2763 (19.822 min): BG028280.D (-2757) (-) m/z 43.10 100.00%

43.

5000 29
31 1291 185.1 2411

284.

466.4 19.60 19.80 20.00 20.20
m/z 57.05 97 .86%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131259: Octadecanoic acid
43.0

5000 " 19,60 19.80 20.00 20,20
30 1290 A Li '

84.0 m/z 73.10 80.17%

1850 o410

IHH‘\ N
T T

O

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
e AN EEE R s
19.60 19.80 20.00 20.20
5000 129.0 m/z 55.10 79.23%

185.0  241.0 284.0

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

Abundance #95854: Pentadecanoic acid o B e
43.0 19.60 19.80 20.00 20.20
m/z 60.05 78.27%
5000
30 129.0 242.0
) 199.0
m/z--> 0 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20

SOM-EPA-BG080217.M Mon Aug 21 02:08:51 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 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: Cyclic20.00 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.00 2.21 ng/ul 112167 Chrysene-di12 22.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 89
4 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 89
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87
Abundance Scan 2793 (19.998 min): BG028280.D (-2791) (-) m/z 55.10 100.00%
541
83.1

5000

183.1 2269 5594 3422 19.60 19.80 20.00 20.20 20.40
m/z 57.10 91.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127770: 9-Eicosene, (E)-
57.0 83.0

19.I60 19.I8O 20.IOO 20.I20 20.I40
m/z 83.10 69.67%

5000
29.0

|l 139.0 168.0 196.0223.0 252.0 280.0
-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
41,0
L A AL b S L
83.0 19.60 19.80 20.00 20.20 20.40
5000 m/z 43.10 68.94%
111.0
139.0 168.0 266.0
WWWWWWTWWWWWWW
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)- L e e R
58.0 19.60 19.80 20.00 20.20 20.40
m/z 56.10 64 .80%
83.0
5000
29.0
1, 139.0 167.0 196.0223.0 252.0 280.0
)
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.60 19.80 20.00 20.20 20.40

SOM-EPA-BG080217 .M Mon Aug 21 02:08:52 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 8 (DEL) Alkane: Cyclic2l1.61 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.61 3.03 ng/ul 153713 Chrysene-di12 22.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
3 Cvclotetradecane 196 C14H28 000295-17-0 53
4 Cvclohexadecane 224 C16H32 000295-65-8 52
5 Cyclotetradecane 196 C14H28 000295-17-0 50
Abundance Scan 3067 (21.608 min): BG028280.D (-3062) (-) m/z 57.10 100.00%
57.1
5000 7.1
21.20 21.40 21.60 21.80 22.00
41.0181.0 232.3 2829
,....,L.}.-.-,-.-..-.~,.-...,....,..3.4.1,°....,.4.2?.0,...., m/z 43.10 64.53%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 R EEERsmEEmEm
21 20 21. 40 21. 60 21. 80 22. oo
m/z 55.10 55.29%
‘ || ¥%6702100 267.0307.0 490.0
miz--> 0 55 160 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
55.0 97.0
21120 21.40 21.60 21.80 22.00
5000 m/z 69.10 51.27%
266.0
139.0 185 0 2240
miz--> 0 55 160 1éo 200 250 360 3éo 460 4%0 '
Abundance #58277: Cyclotetradecane B AR AE AR
55.0 21.20 21.40 21.60 21.80 22.00
m/z 83.05 49 _.70%
5000 7.0
miz--> 0 % ﬁ01% ﬁ £o3® ﬁ ﬁo4% ' 2umuwmwmwmo

SOM-EPA-BG080217 .M Mon Aug 21 02:08:53 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 9 Oxacyclopentadecan-2-one, 1... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.17 2.22 ng/ul 112522 Chrysene-di12 22.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxacvclopentadecan-2-one. 15-met... 240 C15H2802 032539-85-8 62
2 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 62
3 1-Pentadecene 210 C15H30 013360-61-7 58
4 Cetene 224 C16H32 000629-73-2 58
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 58
Abundance Scan 3163 (22.172 min): BG028280.D (-3158) (-) m/z 55.10 100.00%
548.1
5000
1619 200120512761 gs51 Lo, | 2180 2200 2220 2240
m/z 69.05 81.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94159: Oxacyclopentadecan-2-one, 15-methyl-
55.0
5000 9.0 LN BN B
222.0 21.80 22.00 22.20 22.40
138.0 ;.0 m/z 57.10 77.89%
\le“‘lll\hlhl‘\lhl\\lwIMIl ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 NN BN B
21.80 22.00 22.20 22.40
5000 m/z 43.10 70.39%
125.0 182.0
mz-> 50 100 150 200 250 300 350 400
Abundance #69582: 1-Pentadecene R REE RS
430 gs 21.80 22.00 22.20 22.40
' m/z 83.10 69.66%
5000
25.0
J {\ “\ ‘ J J J‘r‘ l | 168'Q 21\0.0
m/z--> 50 100 150 200 250 300 350 400 2180 22.00 22.20 22.40

SOM-EPA-BG080217 .M Mon Aug 21 02:08:53 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.84 2.28 ng/ul 115479 Chrysene-di12 22.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 3277 (22.842 min): BG028280.D (-3272) (-) m/z 57.10 100.00%
57.1
5000
91 1411 sss srrd " 22160 22,80 23100 23,20
B 8 R G o L -2 L IR X By 2= T 2 T R0 W Y-
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
5000 LI LN SRS SULRILN I
2260 22.80 23.00 23.20
m/z 71.10 46.47%
L 20 141018302050 2820
m/z--> 0 § 100 150 200 250 300 350 400 450 '
Abundance
43.0
2260 22,80 23.00 23.20
5000 m/z 85.10 37.92%
85.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141430: Eicosane, 2-methyl-
57.0 22.60 22.80 23.00 23.20

m/z 41.10 16.74%
5000

20 |1 F 11101830 “7 5060

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23. 00 23. 20

SOM-EPA-BG080217.M Mon Aug 21 02:08:54 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24 .46 5.95 ng/ul 328461 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 86
2 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
3 1-lodoundecane 282 C11H23l1 004282-44-4 81
4 Heneicosane 296 C21H44 000629-94-7 80
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 72
Abundance Scan 3552 (24.458 min): BG028280.D (-3545) (-) m/z 57.10 100.00%
57.1
5000
7.2 24.20 24.40 24.60 24.80
155.2
L -‘F" bt 20702421 28213181 3582 IS1| oo U91 10 52.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000
24.20 24.40 24.60 24.80
99.0 m/z 43.10 52.07%
h H | %4}9 1830 225.0 267.0 309.0 3650
m/z--> 50 oo 150 200 250 300 3%0 460
Abundance
57.0
| 24.20 24.40 24.60 24.80
5000 m/z 85.10 36.71%
99.0
26,0 155.0  207.0
m/z--> éo 160 1%0 260 250 300 3%0 460
Abundance #128607: 1-lodoundecane
57.0 24.20 24.40 24.60 24.80
m/z 55.10 26.61%
5000
99.0 1550
15.0 . ‘ | 197.0 2820
m/z--> 50 1(')0 1&1;0 2(')0 250 300 3&1;0 4(')0 24. 20 24. 40 24 60 24|80

SOM-EPA-BG080217 .M Mon Aug 21 02:08:55 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 12 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.19 2.04 ng/ul 112885 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole-2(3H)-one. 1l-methvIl-3.3"-_.. 278 C18H18N20 132962-61-9 38
2 3-Pvridinepropanol 137 C8H11NO 002859-67-8 35
3 N-(3-PhenvilbutvD)-pentadeacafluo... 545 C18H14F15NO 077970-71-9 35
4 Oxazolidine. 2-phenvl- 149 C9H11NO 003394-32-9 35
5 1H-Indole-1-carboxaldehyde, 2,3-... 147 C9HONO 002861-59-8 35
Abundance Scan 3847 (26.191 min): BG028280.D (-3840) (-) m/z 105.10 100.00%
106.1
5000
25.80 26.00 26.20 26.40 26.60
m/z 118.05 78 .45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126095: Indole-2(3H)-one, 1-methyl-3,3"-spiro(2-phenylpyr...
118.0
5000 278.0
25.80 26.00 26.20 26.40 26.60
160.0 m/z 55.15 39.96%
410 770 | 1920 2350 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
118.0
25.80 26.00 26,20 26.40 26.60
5000 m/z 95.10 36.85%
65.0
31.0
mz-> 50 100 150 200 250 300 350 400
Abundance #238822: N-(3-Phenylbutyl)-pentadeacafluoro-octanamide A B o
105.0 25.80 26.00 26.20 26.40 26.60
m/z 278.30 34.62%
5000
6%? | J ) 169.0 426.0
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40 26.60

SOM-EPA-BG080217.M Mon Aug 21 02:08:56 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 13 Octadecane, l1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.72 2.32 ng/ul 128084 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 81
2 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 80
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 64
5 Tritetracontane 605 C43H88 007098-21-7 64
Abundance Scan 3937 (26.720 min): BG028280.D (-3931) (-) m/z 57.10 100.00%
57.1
5000
9.1 NS SR R
f ll 155.1 21112551 320.2 515.9 26.40 26.60 26.80 27.00
I ¥ S Y ¥ iGN MMM e m/z 71.10 55.40%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #134594: Octadecane, 1-chloro-
57.0
5000
26.40 26.60 26.80 27.00
m/z 43.15 42 .38%
15.0 ‘ m‘ 147.0180.02310 2880
miz—-> 0 50 15 260 2%0 360 3éo 460 4%0 560
Abundance
57.0
26.40 26.60 26.80 27.00
5000 m/z 85.20 33.65%
97.0

147.0 203.0245.0 302.0

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

Abundance #59890: Tridecane, 3-methyl-

57.0 26.40 26.60 26.80 27.00

m/z 55.10 27.09%
5000
9 0 169.0
|
R A B B T a E e R m e R REREEEEE RS RSy

mz--> 0 50 100 150 200 250 300 350 400 450 500 26.40 26.60 26.80 27.00

SOM-EPA-BG080217.M Mon Aug 21 02:08:56 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 14 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.85  3.69 ng/ul 203539  Perylene-di2 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 .peta.-Panasinsene 204 C15H24 1000159-39-0 25

000943-88-4 25
1000138-92-2 14
1000352-38-8 11
017334-55-3 11

1

2 3-Buten-2-one. 4-(4-methoxvphenvyl)- 176 C11H1202

3 Cvclopentlel-1.3-oxazine. octahy... 216 C13H16N20
4 5_.beta.-Preanane-3.alpha..20.alp... 512 C25H34F604
5

1H-Cyclopropa[a]naphthalene, la,... 204 C15H24

Abundance Scan 3959 (26.849 min): BG028280.D (-3950) (-) m/z 55.10 100.00%
55.1 161.1 215.2
5000
26.60 26.80 27.00 27.20
i m/z 43.10 99.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64343: .beta.-Panasinsene
161.0
105.0
5000 LA L L L L L L
204.0 26. 60 26. 80 27. OO 27. 20
H m/z 215.20 97.71%
Mm 11—
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
161.0
26.60 26.80 27.00 27.20
5000 m/z 161.10 86.50%
43.0
89.0
B o e e e AL e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74245: Cyclopent[e]-1,3-oxazine, octahydro-2-(phenylimino...
215.0 26.60 26.80 27.00 27.20
m/z 93.10 83.21%
5000 135.0
41.0 93.0
m/z--> 50 100 150 200 250 300 350 400 450 500 26.60 26.80 27.00 27.20

SOM-EPA-BG080217 .M Mon Aug 21 02:08:57 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 15 Tetrapentacontane, 1,54-dib... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.19 2.55 ng/ul 140680 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 64
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 64
3 Pentacosane 352 C25H52 000629-99-2 64
4 Nonadecane 268 C19H40 000629-92-5 62
5 Hentriacontane 437 C31H64 000630-04-6 62
Abundance Scan 4187 (28.189 min): BG028280.D (-4179) (-) m/z 57.10 100.00%
51.1
5000

127.2 207.0 50, 27.80 28.00 28.20 28.40 28.60

390.1461.0
bbb e e e M/Z 71.10  52.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-

57.0

5000
27.80 28.00 28.20 28.40 28.60

m/z 85.10 37.77%

i ﬁh 4 197.0267.0337.0 415.0 499.0569.0 670.0 755.0 835.0

m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance

57.0

27.80 28.00 28.20 28.40 28.60
5000 m/z 43.10 34.09%

127.0 197.0 281.0

mmwmwwwmwﬁmmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #185533: Pentacosane e e B
57.0 27.80 28.00 28.20 28.40 28.60

m/z 55.10 15.73%

5000

J 7? 211028103520

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 217. 80 28. 00 28 20 28. 40 28. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG081017\
Data File : BG028280.D

Aca On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample : 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
29.98 2.21 ng/ul 121800 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 53
2 Decane. 1-iodo- 268 C10H211 002050-77-3 50
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 47
4 Tetracosane 338 C24H50 000646-31-1 47
5 Eicosane 282 C20H42 000112-95-8 43
Abundance Scan 4492 (29.981 min): BG028280.D (-4480) (-) m/z 57.10 100.00%
51.1
5000

3513 4011 4652 29.60 29.80 30.00 30.20
m/z 43.15 51.21%

263.1

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane

5000 AR RERE R
29.60 29.80 30.00 30.20

9.0 m/z 85.10 46.08%

150 (|11 100 200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
29.60 29.80 30.00 30.20
5000 m/z 71.10 41 .18%
99.0 155.0
268.0
T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0 29.60 29.80 30.00 30.20
m/z 55.10 29.76%
5000
113.0
\‘ |
-t R B
m/z--> 0 50 100 150 200 250 300 350 400 450 29. 60 29. 80 30.00 30.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG081017\
Data File : BG028280.D

Acq On : 11 Aug 2017 5:14

Operator : SJ/JU

Sample - 14504-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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]
Naphthalene, 1-(2... 14.29 2.0 ng/ul 78696 3 14.96 778191 20.0
Ethanone, 1-(2,6-... 15.09 2.2 ng/ul 87236 3 14.96 778191 20.0
2,4-Hexadienedioi... 15.87 3.0 ng/ul 114831 3 14.96 778191 20.0
Benzene, 1,1"-met... 16.98 2.3 ng/ul 112137 4 17.71 964415 20.0
n-Hexadecanoic acid 18.56 5.0 ng/ul 243567 4 17.71 964415 20.0
Octadecanoic acid 19.82 3.6 ng/ul 173209 4 17.71 964415 20.0
(DEL) Alkane: Cyc... 20.00 2.2 ng/ul 112167 5 22.04 1015170 20.0
(DEL) Alkane: Cyc... 21.61 3.0 ng/ul 153713 5 22.04 1015170 20.0
Oxacyclopentadeca... 22.17 2.2 ng/ul 112522 5 22.04 1015170 20.0
(DEL) Alkane: Str... 22.84 2.3 ng/ul 115479 5 22.04 1015170 20.0
(DEL) Alkane: Str... 24.46 6.0 ng/ul 328461 6 25.54 1104580 20.0
unknown-01 26.19 2.0 ng/ul 112885 6 25.54 1104580 20.0
Octadecane, 1l-chl... 26.72 2.3 ng/ul 128084 6 25.54 1104580 20.0
unknown-02 26.85 3.7 ng/ul 203539 6 25.54 1104580 20.0
Tetrapentacontane... 28.19 2.5 ng/ul 140680 6 25.54 1104580 20.0
(DEL) Alkane: Str... 29.98 2.2 ng/ul 121800 6 25.54 1104580 20.0
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