LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG0100716 .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.241 237 239 248 rVB6 11391 17377 0.36% 0.029%
2 4.418 263 269 277 rBV10 19523 51430 1.08% 0.085%
3 4.776 327 330 334 rVB5 13264 19345 0.41% 0.032%
4 4.835 335 340 345 rVB6 13944 24892 0.52% 0.041%
5 6.210 572 574 579 rVB5 9511 14792 0.31% 0.025%
6 6.274 579 585 586 rBV5 11064 17829 0.37% 0.030%
7 6.480 615 620 625 rVB7Y 10802 21750 0.46% 0.036%
8 6.621 638 644 648 rBV6 11480 16732 0.35% 0.028%
9 7.073 713 721 723 rBvVS8 8911 23404 0.49% 0.039%
10 7.349 762 768 772 rVVs8 15915 27331 0.57% 0.045%

11 7.414 772 779 787 rVB 142489 269867 5.67% 0.448%
12 7.596 803 810 820 rvv 394636 685255 14.39% 1.137%
13 7.808 838 846 857 rVB 434110 775222 16.28% 1.286%
14 8.284 916 927 940 rvVv 576999 1067930 22.42% 1.772%

15 8.501 959 964 967 rVB5 13453 19460 0.41% 0.032%
16 8.807 1011 1016 1020 rBV7 13680 24623 0.52% 0.041%
17 8.971 1034 1044 1054 rVvB2 396258 712022 14.95% 1.182%
18 9.388 1108 1115 1119 rBvV4 20458 44638 0.94% 0.074%
19 9.459 1119 1127 1136 rVvV2 593172 1087883 22.84% 1.805%
20 9.776 1173 1181 1182 rBV6 8824 15339 0.32% 0.025%
21 10.181 1239 1250 1260 rVB2 488966 954786 20.05% 1.584%
22 10.364 1277 1281 1284 rVV5 10601 14965 0.31% 0.025%
23 10.481 1294 1301 1303 rBV7 8631 16579 0.35% 0.028%
24 10.716 1333 1341 1352 rVB2 698524 1326969 27.86% 2.202%
25 10.998 1385 1389 1398 rBV5 20760 44200 0.93% 0.073%
26 11.116 1400 1409 1417 rBV 860522 1643453 34.51% 2.727%
27 11.574 1478 1487 1491 rVB9 15264 39878 0.84% 0.066%
28 11.844 1526 1533 1538 rBVS8 12448 23367 0.49% 0.039%
29 12.350 1610 1619 1625 rBV6 37048 73820 1.55% 0.122%
30 12.679 1670 1675 1681 rVBS8 19841 35571 0.75% 0.059%
31 12.961 1718 1723 1730 rBV9 9458 19072 0.40% 0.032%
32 13.143 1748 1754 1761 rVBS8 23016 55477 1.16% 0.092%
33 13.190 1761 1762 1768 rBvV4 8849 14606 0.31% 0.024%
34 13.248 1768 1772 1778 rVB7 15762 27681 0.58% 0.046%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

35 13.436 1800 1804 1806 rBV5 9105 15421 0.32% 0.026%
36 13.489 1810 1813 1820 rBV7 17127 28787 0.60% 0.048%
37 13.760 1854 1859 1864 rBV5 16343 29935 0.63% 0.050%
38 13.818 1864 1869 1874 rVB4 29475 54833 1.15% 0.091%
39 14.006 1900 1901 1907 rBV6 8700 14934 0.31% 0.025%

40 14.294 1935 1950 1956 rBV 1510084 2374758 49.87% 3.941%

41 14.600 1993 2002 2012 rVB 1530893 2502786 52.55% 4_.153%
42 14.899 2041 2053 2060 rBV 1706387 2747250 57.69% 4 _559%
43 14.958 2060 2063 2070 rVB7 32635 57919 1.22% 0.096%
44 15.058 2071 2080 2091 rVB 197255 320577 6.73% 0.532%
45 15.264 2108 2115 2131 rBV2 201251 351957 7.39% 0.584%

46 15.375 2132 2134 2142 rVB9 6855 16606 0.35% 0.028%
47 15.552 2158 2164 2169 rBV2 41126 64739 1.36% 0.107%
48 15.610 2169 2174 2179 rVB6 15177 31616 0.66% 0.052%
49 15.804 2202 2207 2211 rBV3 41277 55850 1.17% 0.093%

50 15.887 2211 2221 2231 rVB 2246906 3539399 74.32% 5.873%

51 15.986 2231 2238 2250 rBV 855089 1325451 27.83% 2.200%

52 16.127 2257 2262 2271 rVB5 35001 56630 1.19% 0.094%
53 16.456 2310 2318 2323 rBV5 10246 23188 0.49% 0.038%
54 16.838 2377 2383 2386 rVB6 14720 24082 0.51% 0.040%
55 16.991 2405 2409 2413 rBV6 53099 68999 1.45% 0.114%
56 17.050 2415 2419 2426 rVB5 39827 56347 1.18% 0.094%
57 17.203 2438 2445 2453 rBVS 26860 66824 1.40% 0.111%
58 17.320 2458 2465 2466 rBV6 13950 17379 0.36% 0.029%
59 17.402 2472 2479 2480 rBV7 8700 14259 0.30% 0.024%
60 17.426 2480 2483 2491 rVB5 20800 40874 0.86% 0.068%

61 17.643 2511 2520 2527 rVB 2106652 3346947 70.28% 5.554%
62 17.737 2528 2536 2546 rVB2 2401234 3911526 82.13% 6.491%
63 17.878 2555 2560 2564 rBV 169856 234354 4.92% 0.389%
64 17.925 2564 2568 2574 rVB 375914 488638 10.26% 0.811%
65 18.119 2596 2601 2608 rvv4 34588 56606 1.19% 0.094%

66 18.284 2622 2629 2639 rVB2 652485 932863 19.59% 1.548%
67 18.483 2659 2663 2672 rVB9 64223 103649 2.18% 0.172%

68 18.566 2672 2677 2682 rVB6 18675 38193 0.80% 0.063%
69 18.619 2682 2686 2689 rBV5 12783 16940 0.36% 0.028%
70 18.666 2691 2694 2696 rBv4 14439 16859 0.35% 0.028%
71 18.754 2704 2709 2719 rBvV4 20718 58023 1.22% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

72 18.930 2732 2739 2741 rBV7 9690 23147 0.49% 0.038%
73 19.053 2756 2760 2763 rBV5 33739 42441 0.89% 0.070%

74 19.177 2776 2781 2785 rBV2 217760 261382 5.49% 0.434%
75 19.224 2785 2789 2794 rVB 474158 562140 11.80% 0.933%

76 19.570 2846 2848 2852 rVB5 18164 21811 0.46% 0.036%
77 19.647 2856 2861 2865 rVB 38879 62023 1.30% 0.103%
78 19.741 2873 2877 2884 rBV7 80536 111168 2.33% 0.184%
79 19.841 2889 2894 2900 rVB9 27696 47106 0.99% 0.078%
80 19.894 2900 2903 2909 rBV5 33929 60302 1.27% 0.100%
81 19.952 2911 2913 2915 rBV3 20595 21775 0.46% 0.036%
82 20.011 2915 2923 2931 rVV 3087689 4762371 100.00% 7.903%
83 20.164 2948 2949 2951 rBV2 16388 14718 0.31% 0.024%

84 20.287 2964 2970 2973 rBV 1371012 1532967 32.19% 2.544%
85 20.323 2973 2976 2984 rVB 2533179 3039494 63.82% 5.044%

86 20.522 3007 3010 3013 rVB4 34032 37899 0.80% 0.063%
87 21.292 3136 3141 3144 rBV 470194 621497 13.05% 1.031%
88 21.333 3144 3148 3155 rVB 1005049 1247443 26.19% 2.070%
89 21.868 3236 3239 3243 rVB6 36504 56960 1.20% 0.095%
90 21.938 3243 3251 3260 rBV 2222543 3942690 82.79% 6.543%

91 22.079 3273 3275 3279 rBV5 31864 44392 0.93% 0.074%
92 22.449 3332 3338 3341 rBV3 230073 360073 7.56% 0.598%
93 22.496 3341 3346 3354 rVB2 459684 765831 16.08% 1.271%
94 23.413 3497 3502 3509 rBV8 121904 225544 4.74% 0.374%
95 23.566 3524 3528 3535 rVB7 76849 145132 3.05% 0.241%

96 23.942 3587 3592 3597 rBV5 175855 365225 7.67% 0.606%
97 24.001 3597 3602 3612 rVB2 405780 853894 17.93% 1.417%
98 24.341 3655 3660 3665 rBVS 57338 142927 3.00% 0.237%
99 25.146 3785 3797 3810 rBV2 1430919 4482345 94.12% 7.438%
100 25.381 3825 3837 3855 rBV2 1267165 4073133 85.53% 6.759%

Sum of corrected areas: 60261373
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.26 2.56 ng/ul 351957 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 78
Abundance Scan 2114 (15.258 min): BG024380.D (-2108) (-) m/z 60.10 100.00%
6o
5000
15.00 15.20 15.40 15.60
471
o! R R 428 o35 m/z 73.10 93.33%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
4373
5000 129
15.00 15.20 15.40 15.60
n m/z 55.10 86.34%
‘ ‘ ‘ mA
015 \\Mlm)\\\\ ‘ ||||||||||||||||||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60
15.00 15.20 15.40 15.60
5000 129 m/z 41.10 83.95%
29 157
101 200
Ol T T e e e e
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #61117: Dodecanoic acid
3 15.00 15.20 15.40 15.60
43 m/z 43.05 72 .55%
5000
29
157 200
Ot
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.93 2.92 ng/ul 488638 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetvithiazole 127 C5H5NOS 024295-03-2 32
2 9.12-Octadecadienoic acid (Z.2)-... 438 C25H4206 055320-04-2 10
3 N-Acetvlpvrrolidone 127 C6HONO2 000932-17-2 9
4 3-(Bromoimino)-1.5.5-trimethvl-2... 306 C12H11BrN40 1000326-98-8 9
5 Thioacetic acid, S-(5-acetylthio... 234 C9H1403S2 1000185-15-4 9
Abundance Scan 2569 (17.931 min): BG024380.D (-2564) (-) m/z 43.10 100.00%
43
5000 127 ﬂj\
170,98 1T9187 220 281 333 376403 447 532 1760 1750 1860 1550
R B A o m/z 127.10 42 .78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11720: 2-Acetylthiazole
43
5000 0 27 17.60 17.80 18.00 18.20
m/z 57.10 35.42%
0"'I79'I"”I"'W'"'P"'I”"I'”'I'”'I'”'I"”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
17.60 17.80 18.00 18.20 |
5000 m/z 158.95 15.11%
155
o 8109 185213242 277 329
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11762: N-Acetylpyrrolidone
3 17.60 17.80 18.00 18.20
m/z 55.05 13.82%
5000 127
99
O ﬁzgkt'“'l'“'l"“ LRI UL UL UL BN DA
m/z--> 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.28 5.57 ng/ul 932863 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 90
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 55
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 42
4 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 42
5 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 38

Abundance Scan 2628 (18.278 min): BG024380.D (-2622) (-) m/z 57.10 100.00%

205

5000

32
261 18.00 18.20 18.40 18.60

m/z 205.10 92.16%

o 300 352 387 430 463

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...

18.I00 18.20 18.40 18.60
m/z 217.20  63.61%

5000

0!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
A AR
205 18.00 18.20 18.40 18.60
5000 m/z 175.10 56.94%
175
91
135 232 261
Ol b il o N 9y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77555: Butylated Hydroxytoluene P et
5 18.00 18.20 18.40 18.60

m/z 55.10 51.09%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.22 3.36 ng/ul 562140 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2.4(3H)-dione. 3-acetvl... 200 C9H1205 1000318-74-8 38
2 Eicosanoic acid. 2-(acetvloxy)-1... 470 C27H5006 055429-68-0 37
3 9.12-Octadecadienoic acid (Z.2)-... 438 C25H4206 055320-04-2 37
4 Eicosanoic acid. 2.3-bis(Cacetvlo... 470 C27H5006 055429-67-9 32
5 D-Arabino-Hexose, 2-deoxy-, diet... 438 C18H3008S2 016885-34-0 12
Abundance Scan 2788 (19.218 min): BG024380.D (-2785) (-) m/z 43.10 100.00%
4B
5000 155 /Jk
71 98 " 10.00 19.20 19.40 19.60
oAUl b B27 L A85 227257283 338 369 412 457 | ns7 155.10  36.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #61671: 2H-Pyran-2,4(3H)-dione, 3-acetyl-6-ethoxydihydro-
43
5000 LS SR BURILN UL B
155 19.00 19.20 19. 40 19 60
7298 m/z 159.10 19.81%
M " 126 200
0<—v—v—W|“.“l‘.“‘.‘|l“.“.'.,“..‘.‘.ﬂ....,....,....,....|....|...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
159 L S B UL I
98 19.00 19.20 19.40 19.60
5000 m/z 57.10 12.97%
71
0 1251 1gp 227 269295 367 410
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4%0
Abundance #224227: 9,12-Octadecadienoic acid (Z,2)-, 2,3-bis(acetylo...
3 19.00 19.20 19.40 19.60
m/z 55.10 12.51%
5000
155
83
Lo s 21 pa 277 a0
m/z--> 50 1(')0 1&'30 2(')0 251;0 3(')0 3&1;0 4(')0 4&'30 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Dodecanoic acid, 2-hydroxy-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.29 7.78 ng/ul 1532970 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-Chy... 274 C15H3004 001678-45-1 50
2 Eicosanoic acid. 2-(acetvloxy)-1... 470 C27H5006 055429-68-0 38
3 Dodecanoic acid. ethenvl ester 226 Cl1l4H2602 002146-71-6 35
4 Fumaric acid. di(3-hexvl) ester 284 C16H2804 1000348-61-9 32
5 Lauric anhydride 382 C24H4603 000645-66-9 32
Abundance Scan 2970 (20.287 min): BG024380.D (-2964) (-) m/z 43.10 100.00%
183
5000
98 SL e

7 20.00 20.20 20.40 20.60

Y- JP”, AZO158 | 227295285 328357 415 461 550 | n757183.20  54.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...

43 183
74
5000 LI L L L L L LB LB LB
134 2000 20.20 20.40 20.60
243 m/z 57.10 38.51%
| il
o el A1 L2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
159
98 20.00 20.20 20.40 20.60
5000 m/z 159.00  33.59%
0 00| 126 || jg5207 295 367 410
T T T e e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82791: Dodecanoic acid, ethenyl ester L B B
57 183 20.00 20.20 20.40 20.60
m/z 55.10 26.01%
5000
85
29
ol | | 123155
R T B o R B AR L e TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20. 20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.32 15.42 ng/ul 3039490 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-Chy... 274 C15H3004 001678-45-1 38
2 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 37
3 Eicosanoic acid. 2-(acetvloxy)-1... 470 C27H5006 055429-68-0 27
4 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 22
5 1-Deoxy-2,3,4,5-tetraacetyl-d-xy... 304 C13H2008 007226-55-3 9
Abundance Scan 2976 (20.323 min): BG024380.D (-2973) (-) m/z 43.10 100.00%
5000
183
71 l 20.00 20.20 20.40 20.60
Ol ,IL i .U,l.ﬂ. . 257295 285314341 382 415442 489514 m/z 183.20 35.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183
74
5000 AU AR
134 20,00 20,20 20.40 2060
243 m/z 159.10 29.55%
OII‘H ‘H“HHquuu|l‘||||‘||2|7|4|||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
20.00 20.20 20.40 20.60
5000 159 m/z 57.10 19.97%
98
73
o 125 | 185213 295
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0 560
Abundance #231046: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43 20.00 20.20 20.40 20.60
159 m/z 55.10 17.86%
98
5000
71
oL ‘Mi ‘ ﬁSH [185 227 269295 367 410
m/z--> 5'0 1(')0 1%0 2(')0 25'30 3(')0 35'30 4(')0 4&1;0 5(')0 20 00 20. 20 20. 40 20 60

SOMO2.2-EPA-BG0100716.M Tue Oct 18 18:10:30 2016 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA G\DATA\BG101716\
BG024380.D

17 Oct 2016 13:13

UM/SJ

H5241-13

7 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

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

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 Myristin, 2,3-diaceto-1- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.29 3.15 ng/ul 621497 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Mvristin.
2 Mvristin.
3 Eicosanoi

4 Oxiranecarbonitrile.

5 Eicosanoi

2.3-diaceto-1-
1.3-diaceto-2-

3-methvl-3-. ..

386 C21H3806
386 C21H3806
c acid. 2.3-bis(acetvlo... 470 C27H5006
159 C10H9NO
c acid, 2-(acetyloxy)-1... 470 C27H5006

014473-55-3 90
014290-23-4 90
055429-67-9 43
028937-48-6 16
055429-68-0 14

Abundance Scan 3141 (21.292 min): BG024380.D (-3136) (-) m/z 43.10 100.00%
5000 159 211
98
9 25 242 283 313341 401 455 492 534 | I2;|_ OIOI I2I1 ZIOI I2;|_ 4IOI I2;|_ éOI i
ol SN OO P, i it - S = L m/z 211.15  47.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205566: Myristin, 2,3-diaceto-1-
43
5000 159 211 LA L L L L LB LB
21. OO 21 20 21. 40 21 60
‘ m/z 159.05 41 _.99%
0.‘J.M‘H““““‘WW Lo
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
43
R L R
21.00 21.20 21.40 21.60
5000 159 ., m/z 57.05 36.56%
98
71
0 126 242 283313
B o LA e e o B L m i |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43 21.00 21.20 21.40 21.60
m/z 98.10 28.60%
5000 159 /\J\
0 IMNHS TN ) B Y A1 S
m/z--> 50 100 150 200 250 300 350 400 450 500 21. OO 21 20 21. 40 21 60

SOM02.2-EPA-BG0100716.M Tue Oct 18 18:10:31 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Myristin, 1,3-diaceto-2- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.33 6.33 ng/ul 1247440 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin, 2.3-diaceto-1- 386 C21H3806 014473-55-3 83
2 Mvristin, 1.3-diaceto-2- 386 C21H3806 014290-23-4 64
3 Tetradecanoic acid. 2-hvdroxveth... 272 C16H3203 022122-18-5 27
4 4.5.6-Trimethvltetrahvdro-1.3-ox... 159 C7H13NOS 085333-98-8 16
5 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 12

Abundance Scan 3147 (21.327 min): BG024380.D (-3144) (-) m/z 43.10 100.00%

43
5000
159
211

71 \ o83 21.00 21.20 21.40 21.60
- ][ i .U,J 426, |y, | 241 283 326355 399432 468 503535 ./ 159 05  35.20%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #205566: Myristin, 2,3-diaceto-1-
43
5000 159 211 LI L L L L L L L BN B |

21.00 21.20 21.40 21.60
m/z 211.20  23.95%

b2 | e
m/z--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
43
e S
21.00 21.20 21.40 21.60
5000 159 54 m/z 98.05 18.44%
98
71
0 126 242 283313
e A B e e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121122: Tetradecanoic acid, 2-hydroxyethyl ester N AR meae SR
4 21. 00 21 20 21. 40 21. 60
m/z 57.10 18.22%
5000
1
ol 2k,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60

SOM02.2-EPA-BG0100716.M Tue Oct 18 18:10:32 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.50 3.88 ng/ul 765831 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 45
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 35
3 9-Octadecenoic acid (2)-. 2.3-bi... 440 C25H4406 055401-64-4 12
4 Eicosanoic acid. 2-(Cacetvloxv)-1... 470 C27H5006 055429-68-0 10
5 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 10
Abundance Scan 3347 (22.502 min): BG024380.D (-3341) (-) m/z 43.10 100.00%
43
5000 159
n% 22.20 22.40 22.60 22.80
269 : : : :
- 311 355 389415444474 538 n/z 15905 41_85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43
5000 159 SN BN UL
22.20 22.40 22.60 22.80
m/z 239.30 24 .31%
o IM ‘HHM‘\HH S L N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
22.20 22.40 22.60 22.80
5000 m/z 55.10 20.03%
159
71 %8 239
o 126 213 310340
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224735: 9-Octadecenoic acid (2)-, 2,3-bis(acetyloxy)propy...
43 22.20 22.40 22.60 22.80
m/z 57.10 19.91%
5000
159
69 og
ol | |5 425 |, 207 264 306334 380
m/z--> 55 160 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80

SOM02.2-EPA-BG0100716.M Tue Oct 18 18:10:32 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101716\
Data File : BG024380.D

Aca On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown-05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .00 4.19 ng/ul 853894 Perylene-d12 25.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 35
2 Eicosanoic acid. 2-(acetvloxy)-1... 470 C27H5006 055429-68-0 27
3 4.5.6-Trimethvltetrahvdro-1.3-o0x... 159 C7H13NOS 085333-98-8 27
4 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 14
5 1,3,5-Triazine-2,4-diamine, 6-ch... 187 C6H10CIN5 037019-16-2 9
Abundance Scan 3602 (24.001 min): BG024380.D (-3597) (-) m/z 43.10 100.00%
5000
23.60 23.80 24.00 24.20 24.40
227
o! = 2% 339 382 416445472498 | "nm/z 159.05  47.81%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43
5000 159 UL AL R
o8 23.60 23.80 24.00 24.20 24.40
69 m/z 57.10 25.66%
0 = Ih‘l s M::l \IH-I%ISIM\I ‘; J:I‘-|8|5|2|1|3| : — |2|9|5| R EE mE e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
159
08 23.60 23.80 24.00 24.20 24.40
5000 m/z 267.30 23.91%
71
0 1251 1g5 227 269295 367 410
m/z--> 6 éo 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #30621: 4,5,6-Trimethyltetrahydro-1,3-oxazine-2-thione
43 23.60 23.80 24.00 24.20 24.40
m/z 55.10 19.98%
159
5000
miz-> 0 50 100 150 200 250 300 350 400 450 500 | | 23.60 23.80 24.00 24.20 24.40

SOM02.2-EPA-BG0100716.M Tue Oct 18 18:10:33 2016 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101716\
Data File : BG024380.D

Acq On : 17 Oct 2016 13:13

Operator : UM/SJ

Sample : H5241-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Tridecanoic acid 15.26 2.6 ng/ul 351957 3 14.90 2747250 20.0
unknown-01 17.93 2.9 ng/ul 488638 4 17.64 3346950 20.0
7,9-Di-tert-butyl... 18.28 5.6 ng/ul 932863 4 17.64 3346950 20.0
unknown-02 19.22 3.4 ng/ul 562140 4 17.64 3346950 20.0
Dodecanoic acid, ... 20.29 7.8 ng/ul 1532970 5 21.94 3942690 20.0
unknown-03 20.32 15.4 ng/ul 3039490 5 21.94 3942690 20.0
Myristin, 2,3-dia... 21.29 3.1 ng/ul 621497 5 21.94 3942690 20.0
Myristin, 1,3-dia... 21.33 6.3 ng/ul 1247440 5 21.94 3942690 20.0
unknown-04 22.50 3.9 ng/ul 765831 5 21.94 3942690 20.0
unknown-05 24.00 4.2 ng/ul 853894 6 25.39 4073130 20.0
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