LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915.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 3.058 61 63 69 rvB5 5848 7847 1.33% 0.112%
2 3.346 109 112 115 rBvY 10415 12041 2.04% 0.172%
3 3.939 212 213 217 rBV3 1407 1575 0.27% 0.023%
4 4.168 250 252 254 rVB3 1950 1648 0.28% 0.024%
5 4.374 285 287 290 rVvB3 1457 1566 0.26% 0.022%
6 4.486 303 306 307 rBv2 1538 1715 0.29% 0.025%
7 4.744 347 350 357 rvB4 1542 2118 0.36% 0.030%
8 5.631 498 501 502 rBV3 1811 1687 0.29% 0.024%
9 5.714 512 515 516 rBV2 2399 2687 0.45% 0.038%
10 5.825 530 534 537 rBv4 1203 2146 0.36% 0.031%
11 6.031 564 569 570 rBvV2 1160 1589 0.27% 0.023%
12 6.154 585 590 598 rBv 10743 18413 3.11% 0.263%
13 6.284 609 612 615 rvB4 2699 3585 0.61% 0.051%
14 6.701 679 683 685 rBvV3 2008 2855 0.48% 0.041%
15 6.842 700 707 714 rBvV 91500 145051 24.54% 2.074%
16 6.971 724 729 737 rVB 56377 87349 14.78% 1.249%
17 7.177 756 764 770 rBvV2 88090 139662 23.63% 1.997%
18 7.259 776 778 784 rVB4 1584 2028 0.34% 0.029%
19 7.635 836 842 848 rVB 93721 140718 23.80% 2.012%
20 7.829 872 875 878 rBvV2 1766 2076 0.35% 0.030%

21 8.369 961 967 974 rBv2 105417 161324 27.29% 2.307%
22 8.798 1033 1040 1047 rVvVv 85294 135662 22.95% 1.940%
23 9.210 1107 1110 1114 rVB5 1552 2258 0.38% 0.032%
24 9.515 1156 1162 1171 rVV 81780 137016 23.18% 1.959%
25 10.067 1250 1256 1265 rBV 116538 198388 33.56% 2.836%

26 10.214 1276 1281 1285 rBV3 10372 17572 2.97% 0.251%
27 10.426 1310 1317 1324 rBV 128418 210649 35.63% 3.012%
28 10.573 1333 1342 1350 rBV 85645 156113 26.41% 2.232%

29 10.626 1350 1351 1356 rVB4 2416 2273 0.38% 0.032%
30 10.955 1404 1407 1410 rBV2 1909 2073 0.35% 0.030%
31 11.154 1438 1441 1444 rBvV4 1215 1577 0.27% 0.023%
32 11.266 1457 1460 1464 rBv4 1506 2290 0.39% 0.033%
33 11.431 1484 1488 1489 rVB4 1533 1446 0.24% 0.021%
34 11.889 1561 1566 1569 rBV5 1559 3023 0.51% 0.043%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915.M

Title = SVOA CALIBRATION

35 11.930 1569 1573 1576 rBV2 1272 1776 0.30% 0.025%
36 12.641 1688 1694 1702 rVB2 19962 33300 5.63% 0.476%
37 12.747 1708 1712 1713 rBV2 1412 1966 0.33% 0.028%
38 12.899 1731 1738 1743 rVB2 34605 49258 8.33% 0.704%
39 13.005 1752 1756 1759 rVB5 1240 1999 0.34% 0.029%
40 13.123 1770 1776 1779 rBV4 1918 3135 0.53% 0.045%
41 13.199 1788 1789 1792 rVB3 2020 1641 0.28% 0.023%
42 13.252 1794 1798 1802 rBV3 1232 2072 0.35% 0.030%
43 13.505 1838 1841 1846 rBV3 2048 3010 0.51% 0.043%
44 13.616 1857 1860 1862 rBV3 1291 1447 0.24% 0.021%

45 13.710 1870 1876 1880 rBVY 200231 266074 45.01% 3.804%

46 13.757 1880 1884 1890 rVV 101365 138595 23.45% 1.982%

47 13.839 1892 1898 1901 rBV4 2454 3486 0.59% 0.050%
48 13.945 1914 1916 1917 rBV 2233 1637 0.28% 0.023%
49 13.986 1917 1923 1931 rVV 220205 329290 55.70% 4._.708%
50 14.204 1957 1960 1964 rBV5 2050 2218 0.38% 0.032%
51 14.298 1969 1976 1984 rBV2 198874 292371 49.46% 4._.180%
52 14.421 1994 1997 2000 rBV2 978 1528 0.26% 0.022%
53 14.550 2013 2019 2031 rBV 94405 171491 29.01% 2.452%
54 14.686 2041 2042 2050 rVB6 2211 3017 0.51% 0.043%
55 14.750 2050 2053 2055 rVB4 1767 1731 0.29% 0.025%
56 14.956 2083 2088 2089 rBV5 2239 2060 0.35% 0.029%
57 15.109 2110 2114 2118 rVB2 4616 6147 1.04% 0.088%
58 15.156 2118 2122 2125 rBV4 5091 6461 1.09% 0.092%
59 15.297 2140 2146 2152 rBV 304300 409192 69.22% 5.850%
60 15.349 2154 2155 2160 rVB3 2870 3427 0.58% 0.049%
61 15.426 2162 2168 2174 rBV 114876 159564 26.99% 2.281%
62 15.708 2213 2216 2218 rVB2 1667 1598 0.27% 0.023%
63 15.972 2257 2261 2263 rBV4 1264 1914 0.32% 0.027%
64 16.019 2265 2269 2276 rVV3 8514 15114 2.56% 0.216%
65 16.078 2277 2279 2282 rVV3 2966 2844 0.48% 0.041%
66 16.195 2293 2299 2302 rBV6 5020 8579 1.45% 0.123%
67 16.219 2302 2303 2306 rBV2 1153 1561 0.26% 0.022%
68 16.243 2306 2307 2310 rVB3 1858 1891 0.32% 0.027%
69 16.460 2341 2344 2347 rBvV4 2679 2899 0.49% 0.041%
70 16.713 2385 2387 2390 rVB4 2333 2607 0.44% 0.037%
71 16.812 2399 2404 2410 rBV2 48473 62091 10.50% 0.888%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915.M

Title = SVOA CALIBRATION

72 16.918 2418 2422 2426 rBV3 12505 15379 2.60% 0.220%
73 16.953 2426 2428 2431 rVV3 3176 3814 0.65% 0.055%
74 17.047 2435 2444 2449 rBV2 268775 372109 62.95% 5.320%
75 17.089 2449 2451 2455 rVvVv 19353 21957 3.71% 0.314%
76 17.147 2455 2461 2472 rVB 349189 470235 79.55% 6.723%
77 17.412 2503 2506 2507 rBV2 2571 2170 0.37% 0.031%
78 17.435 2507 2510 2511 rBV2 2654 2329 0.39% 0.033%
79 17.547 2526 2529 2532 rVV4 8730 9603 1.62% 0.137%
80 17.717 2557 2558 2560 rBV2 2510 1781 0.30% 0.025%
81 17.753 2562 2564 2567 rVB3 2938 3528 0.60% 0.050%
82 17.829 2571 2577 2580 rBV6 3332 6835 1.16% 0.098%
83 17.894 2585 2588 2590 rBvV4 5432 6143 1.04% 0.088%
84 17.923 2591 2593 2594 rVVv2 3769 2944 0.50% 0.042%
85 17.952 2594 2598 2605 rVB4 50109 73709 12.47% 1.054%
86 18.117 2624 2626 2629 rVB4 5015 4466 0.76% 0.064%
87 18.246 2644 2648 2653 rBV6 7222 10973 1.86% 0.157%
88 18.469 2684 2686 2689 rBv4 3513 4094 0.69% 0.059%
89 18.569 2701 2703 2704 rBV2 2760 1455 0.25% 0.021%
90 18.634 2712 2714 2715 rBV2 2758 2444 0.41% 0.035%
91 18.933 2763 2765 2766 rBV2 5897 3320 0.56% 0.047%
92 19.116 2791 2796 2803 rVB 47597 74199 12.55% 1.061%
93 19.239 2814 2817 2820 rBV5 7870 9746 1.65% 0.139%
94 19.451 2847 2853 2865 rBV2 406808 591144 100.00% 8.452%
95 19.968 2938 2941 2944 rBV3 16314 19256 3.26% 0.275%

96 20.955 3105 3109 3116 rBV 155212 195966 33.15% 2.802%
97 21.243 3153 3158 3162 rBV 331942 415687 70.32% 5.943%
98 21.842 3257 3260 3267 rVB 88278 123699 20.93% 1.769%
99 23.340 3509 3515 3528 rVB2 250260 521780 88.27% 7.460%
100 23.481 3534 3539 3550 rVB 229702 414394 70.10% 5.925%

Sum of corrected areas: 6994170
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017395.D
400000
300000
200000
10.071043
63 8.37
100000 6.84 7.18 7. 8.80 9.52 0.57
6.97
. 306335 39412879474 55888.6%%28 6.7 A 26 || 7.83 9.21 0.21/110 6310.981197.43
B e o L e e e R B e e A e
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017395.D
400000 19.45
17.15
15.30
300000
17.45
13.99
200000 13.71 | 14.30
1576 15.43
100000 i 14.55
16.81 17.95 19.12
12.90 I l 19.97
12.64°; | . 6 H0I09 1~ co clas g g5 8,999, 24 j
ol I 12. 78310882253 S0, 8/H54. 21 4224598 1951116 15 15, 71 G006, 456, I Y | LA ATASS, “oe 800 Lo
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017395.D
400000 21.24
23.34
P3.48
300000
200000{ 299
21.84
100000 MMM%
T T o o o o O T o o o e N L o o o o L B o o o TSN,
Time--> 21.00 21.50 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 6

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

6.15 2.62 ng/ul 18413 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 74
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 74
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 64
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9

Abundance Scan 589 (6.148 min): BG017395.D (-585) (-) m/z 45.00 100.00%
45
5000 59
| | 75 89 5.80 6.00 6.20 6.40
e et Al e e el e e ey | M/Z 59.00 42 76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59
5.80 6.00 6.20 6.40
75 90 m/z 58.00 21.35%
18 ‘\‘ ‘ \ | 102 121
mz-> 10 20 30 ' s'o 60 70 8 90 100 110 130
Abundance
45
580 600 620 640
5000 59 m/z 43.00 15.58%
29 5 90
U U SR IR SR IS UL UL I UL R SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45 5.80 6.00 6.20 6.40
m/z 89.10 11.88%
5000 59
31
15 ‘ 75 90
'"|""|'%$d|"'??'h"|"" |""|'J"|"'Jl""|qg"|""|""| A AR SN UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, 2-methyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.28 ng/ul 33300 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 50
2 Propanoic acid, 2-methyl-, butyl._.. 144 C8H1602 000097-87-0 47
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 43
4 Dichloroacetic acid, 4-methylpen... 212 C8H14Cl1202 1000282-43-7 42
5 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 39
Abundance Scan 1694 (12.641 min): BG017395.D (-1688) (-) m/z 71.10 100.00%
43 n
5000 56 83
98 .
| | q] N ‘ 143 173 12.40 12.60 12.80 13.00
R B e A e T i T S m/z 43.00 85.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
56 12.40 12.60 12.80 13.00
83 m/z 56.00 43.77%
98
...,....‘,“l‘..‘.‘, . .“l‘.,‘.‘.‘..‘,.%l.l.,....}4.3...,..1.7:.3,
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 71
89 NI BN SOMLIA SN U
12.40 12.60 12.80 13.00
5000 56 m/z 83.10 43.04%
29
LR S S SR I "'1?% '%¥5I' LR DAL UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #20151: Propanoic acid, 2-methyl-, 2-methylpropy! ester
43 7 12.40 12.60 12.80 13.00

m/z 55.00 32.90%

5000 56

89
15 I ‘ 101 914 129

m/z--> 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00

29
|
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, 2-methyl-, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.90 3.37 ng/ul 49258 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 78
2 Propanoic acid, 2-methyl-, 2-eth._.. 216 C12H2403 074367-31-0 78
3 Propanoic acid, 2-methyl-, 2-eth._.. 216 C12H2403 074367-31-0 78
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 56
Abundance Scan 1738 (12.899 min): BG017395.D (-1731) (-) m/z 71.00 100.00%
56 7
89
5000
| W iy 260 1260 1300 1320
e —A m/z 43.10 97.81%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66733: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
71
56
43
5000 89
12.60 12.80 13.00 13.20
m/z 56.00 88.17%
,....w,‘w..\.\, A les s M3aes
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
71 89
13 1260 12.80 13.00 13.20
5000 56 m/z 89.00 54.62%

9109 128 43155 174 195

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

Abundance #66729: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ... L e e ma
71 89 12.60 12.80 13.00 13.20

m/z 41.00 43.32%
43 %6
5000
27
L T B e LA e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.81 3.34 ng/ul 62091 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 47
2 Pyrimidine, 2,4,5-triamino- 125 C4H7N5 003546-50-7 22
3 2(1H)-Pyrimidinone, 4-amino-5-me... 125 C5H7N30 000554-01-8 22
4 2(1H)-Pyrimidinone, 4-amino-5-me... 125 C5H7N30 000554-01-8 22
5 1,2,5-Oxadiazol-3-amine, 4-[5-(4... 277 C11H8CIN502 1000276-59-0 17
Abundance Scan 2404 (16.812 min): BG017395.D (-2399) (-) m/z 41.00 100.00%
125
99
5000
57 157 201
77 AR UM B BN U
7 233 254 2 16.40 16.60 16.80 17.00 17.20
m/z 125.00 82.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131042: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125
41
5000 157 IR UL BN S U
201 277 16.40 16.60 16.80 17.00 17.20

77 175 m/z 99.00 71.55%

57 | “ | 233251 ‘\ 293 313
““P”q“”P”q””p“q””p”qnupnquupnqnupuq””p”q”u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
125

16.40 16.60 16.80 17.00 17.20

5000 m/z 43.00 40.82%
28
56
83 108
mﬁﬂnmmwmwmwﬁwwwmﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #10421: 2(1H)-Pyrimidinone, 4-amino-5-methy!l- e B B e
125 16.40 16.60 16.80 17.00 17.20
m/z 57.10 34.26%
5000
70
28 o7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.95 3.96 ng/ul 73709 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2598 (17.952 min): BG017395.D (-2594) (-) m/z 43.05 100.00%
5000
129
157 213 256 T T
% us 43 171185199 227 242 17k0 1fso 1500 1850 '

m/z 73.00 93.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92228: n-Hexadecanoic acid
43 60 738
5000{ 29 256
129 17.60 17.80 18.00 18.20
8 213 m/z 55.00 88.70%
Ll ‘ ‘M T LS 1 143187171185 49 227
,.l..‘,.‘..w.w,.u Y S B 2. O
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 6o 73
R e REERE R e
17.60 17.80 18.00 18.20
5000 29 m/z 60.00 83.04%
85 129 256

98 115 143157171185199213227239

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

Abundance #92227: n-Hexadecanoic acid

43 17.60 17.80 18.00 18.20

m/z 41.05 72 .45%
60 73
5000
129 256

i ‘\ ‘\ \H § }15 143157171185199213227239

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Cyclic20.95 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.95 9.43 ng/ul 195966 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
4 1-Docosene 308 C22H44 001599-67-3 95
5 Cycloeicosane 280 C20H40 000296-56-0 94

Abundance Scan 3108 (20.949 min): BG017395.D (-3105) (-) m/z 43.10 100.00%

43
69
5000

125 20.60 20.80 21.00 21.20

m/z 57.10 97 .56%

, 154 191 213 255 280 309327
rrrprrrihe

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55

3

5000 LA L L L L LB L
29 20.60 20.80 21.00 21.20
m/z 55.05 92.87%
el )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 e
20.60 20.80 21.00 21.20
5000 m/z 69.10 67.70%
111
25 139 167 196 224 252 280
WWWWWWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106398: 5-Eicosene, (E)- e
55 20.60 20.80 21.00 21.20
m/z 83.05 63.69%
83
5000
29
A 139 167 196 223 252 280
e e Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 (DEL) Alkane: Cyclic21.84 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.84 5.95 ng/ul 123699 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 70
2 1-Octadecene 252 C18H36 000112-88-9 55
3 1-Octadecene 252 C18H36 000112-88-9 52
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 43
5 1-Docosene 308 C22H44 001599-67-3 41
Abundance Scan 3260 (21.842 min): BG017395.D (-3257) (-) m/z 55.05 100.00%
55 83
5000
111
3 1671828 22 yi6 507 a1 agm | 2160 2180 7200 2220
m/z 83.05 90.46%
m/z--> 50 100 150 200 250 300 350
Abundance #129065: 9-Tricosene, (2)-
55 97
5000 LR BRI B SUBULE IR
- 2160 21.80 22.00 22.20
29 1 m/z 43.00 77.28%
322
|| ‘ h 7 \\ | } 193 182 210 238 266 294 |
m/z--> 50 100 150 200 250 300 350 '
Abundance
43
83 R PN SRR BRI R
21.60 21.80 22.00 22.20
5000 m/z 97.05 73.31%
111
63 140 168 196 224 252
m/z--> 50 100 150 200 250 300 350 '
Abundance #89781: 1-Octadecene R B L B e
43 21.60 21.80 22.00 22.20
83 m/z 69.10 68.99%
5000
111
15 { ‘ ‘\ 139 |1§8 196 224 252
m/z--> 150 200 250 300 350 ' 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017395.D

Acq On : 2 Jun 2015 15:05

Operator : TP/1Z

Sample - G2430-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-(2-met... 6.15 2.6 ng/ul 18413 1 7.63 140718 20.0
Propanoic acid, 2... 12.64 2.3 ng/ul 33300 3 14.30 292371 20.0
Propanoic acid, 2... 12.90 3.4 ng/ul 49258 3 14.30 292371 20.0
unknown-01 16.81 3.3 ng/ul 62091 4 17.05 372109 20.0
n-Hexadecanoic acid 17.95 4.0 ng/ul 73709 4 17.05 372109 20.0
(DEL) Alkane: Cyc... 20.95 9.4 ng/ul 195966 5 21.24 415687 20.0
(DEL) Alkane: Cyc... 21.84 6.0 ng/ul 123699 5 21.24 415687 20.0
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