LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.164 50 55 64 rBvV3 33260 69056 6.03% 0.360%
2 3.241 64 68 81 rvB 73245 107171 9.35% 0.558%
3 3.499 108 112 118 rVB 6568 9546 0.83% 0.050%
4 3.770 153 158 167 rBv2 4975 9804 0.86% 0.051%
5 4.016 194 200 206 rBv5 4653 9049 0.79% 0.047%
6 5.256 405 411 416 rvv3 9434 16511 1.44% 0.086%
7 6.067 545 549 556 rVB5 6713 11404 0.99% 0.059%
8 7.036 707 714 722 rBV6 6096 12012 1.05% 0.063%
9 7.213 735 744 753 rBV 149664 260626 22.74% 1.358%
10 7.377 765 772 779 rBV 120531 193171 16.85% 1.006%

11 7.583 801 807 815 rBV 147241 247021 21.55% 1.287%
12 8.047 878 886 893 rBvV 166456 292460 25.52% 1.524%
13 8.106 893 896 901 rvB2 5619 8382 0.73% 0.044%
14 8.164 901 906 914 rBV2 5277 10620 0.93% 0.055%
15 8.758 999 1007 1015 rvVv 161689 283979 24.78% 1.480%

16 9.210 1077 1084 1091 rVvVv 153428 273028 23.82% 1.422%
17 9.328 1100 1104 1108 rBv4 6631 10426 0.91% 0.054%
18 9.933 1199 1207 1217 rBV 135238 238935 20.85% 1.245%
19 10.473 1290 1299 1307 rVB 206691 366566 31.98% 1.910%
20 10.855 1355 1364 1370 rBV 264962 487059 42.50% 2.538%

21 10.902 1370 1372 1379 rVB3 12064 17189 1.50% 0.090%
22 10.985 1379 1386 1395 rBV 136699 258963 22.59% 1.349%
23 11.496 1468 1473 1480 rVvv4 11044 19593 1.71% 0.102%
24 12.506 1637 1645 1651 rVB 26724 41981 3.66% 0.219%
25 12.724 1676 1682 1687 rBV 21859 34453 3.01% 0.180%
26 13.041 1731 1736 1740 rBV3 8420 11712 1.02% 0.061%
27 13.217 1760 1766 1771 rVB3 5107 8820 0.77% 0.046%
28 13.288 1773 1778 1784 rVB 11327 17000 1.48% 0.089%
29 13.499 1810 1814 1819 rVVv2 8416 11382 0.99% 0.059%
30 13.993 1893 1898 1904 rBV3 17766 30752 2.68% 0.160%

31 14.081 1904 1913 1917 rBV 365312 574041 50.08% 2.991%
32 14.122 1917 1920 1930 rVB 233950 343796 30.00% 1.791%
33 14.234 1934 1939 1944 rBV 16210 25627 2.24% 0.134%
34 14.369 1950 1962 1971 rVB 438957 703826 61.41% 3.667%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
Title = SVOA CALIBRATION
35 14.569 1992 1996 2001 rBV 17190 22034 1.92% 0.115%

36 14.674 2006 2014 2021 rBV2 441255 709743 61.92% 3.698%
37 14.862 2040 2046 2056 rBV 130533 214719 18.73% 1.119%

38 14.962 2056 2063 2068 rVVv2 14631 24594 2.15% 0.128%
39 15.009 2068 2071 2077 rVV5 6272 10051 0.88% 0.052%
40 15.068 2077 2081 2088 rVV3 17796 28828 2.52% 0.150%
41 15.139 2088 2093 2097 rVv4 7887 13555 1.18% 0.071%
42 15.227 2103 2108 2115 rVV 22767 45651 3.98% 0.238%
43 15.291 2115 2119 2123 rVB4 8525 12989 1.13% 0.068%
44 15.344 2123 2128 2133 rBV5 5506 9177 0.80% 0.048%
45 15.462 2140 2148 2154 rBV5 17799 44930 3.92% 0.234%
46 15.515 2154 2157 2162 rVB 32909 44096 3.85% 0.230%
47 15.567 2162 2166 2171 rBV5 4665 9168 0.80% 0.048%
48 15.661 2176 2182 2188 rVV 584287 884522 T77.17% 4.608%
49 15.709 2188 2190 2195 rVB4 11996 14841 1.29% 0.077%
50 15.767 2195 2200 2207 rBV 122577 181429 15.83% 0.945%
51 15.902 2215 2223 2224 rBV6 11265 20177 1.76% 0.105%
52 15.926 2224 2227 2232 rVB2 17129 24304 2.12% 0.127%
53 16.008 2238 2241 2248 rVB4 12471 20964 1.83% 0.109%
54 16.079 2248 2253 2258 rBV6 6268 13692 1.19% 0.071%
55 16.149 2258 2265 2272 rBVS8 10985 28591 2.49% 0.149%
56 16.378 2300 2304 2306 rVvVv 54853 74703 6.52% 0.389%
57 16.402 2306 2308 2313 rVB 53890 69517 6.07% 0.362%
58 16.813 2375 2378 2386 rVB9 6074 10995 0.96% 0.057%
59 16.907 2388 2394 2397 rVV8 12254 20509 1.79% 0.107%
60 16.954 2397 2402 2412 rVV8 18888 41326 3.61% 0.215%
61 17.066 2417 2421 2424 rVB2 6428 9501 0.83% 0.050%
62 17.171 2429 2439 2444 rBV 52830 91067 7.95% 0.474%
63 17.224 2445 2448 2457 rVB2 18314 33633 2.93% 0.175%
64 17.307 2460 2462 2468 rVB7 4495 9840 0.86% 0.051%
65 17.418 2474 2481 2485 rBV 529576 830576 72.47% 4.327%
66 17.459 2485 2488 2491 rVV 67603 90935 7.93% 0.474%
67 17.512 2491 2497 2507 rVB2 594940 945991 82.54% 4.929%
68 17.912 2560 2565 2569 rBV 37986 51721 4_.51% 0.269%
69 17.994 2575 2579 2582 rBV5 8484 10456 0.91% 0.054%
70 18.188 2608 2612 2617 rBVS8 6488 14235 1.24% 0.074%
71 18.253 2619 2623 2625 rBvV4 7351 12709 1.11% 0.066%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG100415.M

Title = SVOA CALIBRATION

72 18.305 2626 2632 2642 rBV2 116197 210441 18.36% 1.096%
73 18.411 2647 2650 2655 rVB5 9962 16161 1.41% 0.084%
74 18.599 2678 2682 2684 rBV2 50854 61462 5.36% 0.320%
75 18.629 2684 2687 2698 rVB 68328 108086 9.43% 0.563%
76 18.822 2717 2720 2725 rBV7 7147 8774 0.77% 0.046%
77 19.081 2762 2764 2768 rVB3 9036 9709 0.85% 0.051%
78 19.228 2786 2789 2793 rVB 33445 37395 3.26% 0.195%
79 19.293 2798 2800 2804 rVB3 15840 18518 1.62% 0.096%
80 19.340 2806 2808 2813 rBV5 8522 10859 0.95% 0.057%

81 19.463 2824 2829 2834 rVB 74166 106558 9.30% 0.555%
82 19.598 2850 2852 2856 rVB3 25796 28838 2.52% 0.150%
83 19.721 2868 2873 2877 rVV 1028632 1146148 100.00% 5.971%
84 19.798 2880 2886 2890 rVvVv 763679 1128774 98.48% 5.881%
85 19.833 2890 2892 2898 rVB 215609 243425 21.24% 1.268%

86 20.332 2973 2977 2981 rVB 82219 92494 8.07% 0.482%
87 20.761 3045 3050 3055 rBV 853254 921856 80.43% 4._.803%
88 20.826 3057 3061 3064 rvVv 161075 181633 15.85% 0.946%
89 20.861 3064 3067 3073 rVB 100986 109737 9.57% 0.572%
90 21.331 3142 3147 3156 rVB2 253647 417667 36.44% 2.176%

91 21.678 3199 3206 3212 rBV 563612 989608 86.34% 5.156%
92 21.884 3237 3241 3248 rVB 210699 300856 26.25% 1.567%
93 22.501 3341 3346 3354 rBV 184057 289184 25.23% 1.507%
94 23.200 3459 3465 3473 rBvV 147482 279786 24.41% 1.458%
95 24.016 3598 3604 3612 rBV 109584 223580 19.51% 1.165%

96 24.686 3708 3718 3727 rBV 361331 1004449 87.64% 5.233%
97 24.909 3746 3756 3763 rBV2 330889 947979 82.71% 4 _.939%
98 26.120 3956 3962 3970 rVB2 60883 171993 15.01% 0.896%
99 29.152 4473 4478 4491 rVB4 37683 130901 11.42% 0.682%
100 30.286 4659 4671 4683 rBV4 59777 285204 24.88% 1.486%

Sum of corrected areas: 19193805
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG019042.D
1000000
800000
600000
400000
10.86
10.47
200000 2,13§ .05 8.7 1 9 93 0.98
3% )
ok Sill” 3.508.72.02 5.26 6.07 7.0 n 1040 1150 12.52.
B T B e e e e B .... : ! e ™ e e
Time--> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG019042.D
19.72
1000000 20.76
1P.80
800000
21.68
17.51
600000 15.66 174>

14.314.67
400000

200000

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16. 50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019042.D
1000000
800000
600000

400000

200000

S

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\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.24 7.33 ng/ul 107171 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 68 (3.241 min): BG019042.D (-64) (-) m/z 73.10 100.00%

73.1
5000 43.1
55.1 871

| | 300 320 340 3.60
e U/ S Y m/z 43.10 45_20%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

5000 R I e
3.00 320 340 3.60

430 50 87.0 m/z 55.10 34.47%

s »
..,....,...‘a‘,....‘,‘:.‘..,....,....,‘.l..,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0

3.00 3.20 3.40 3.60

5000 m/z 87.10 28.01%
430 550
87.0
27.0
63.0 101.0
R B e L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol N e
73.0 300 320 340 3.60

m/z 41.10 13.99%

41.0 550 87.0
5000
29.0
15.0 M‘ ‘\‘ \‘\ \“ 97.0
..,....,.... L L ey e

m/z--> 10 20 40 50 60 70 80 90 100 3.00 320 3.40 3.60

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:19 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 1-lodo-2-methylundecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.17 2.19 ng/ul 91067 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2439 (17.171 min): BG019042.D (-2429) (-) m/z 57.10 100.00%

517.1
5000 85.0

| T T T T T[T T T T[T T T T[T TT T[T
| - l

16.80 17.00 17.20 17.40
R W I O Dt | m/z 43.10 67.62%

i 127.1 182.1

ITNPTEN
LN S B S B B B B B N B B

T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #114973: 1-lodo-2-methylundecane
57.0
5000 LA L L L L L L L L
85.0 16.80 17.00 17.20 17.40
20.0 ‘ m/z 71.10 51.69%
Sl me0 190 auo a0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T T T T T T T T
16.80 17.00 17.20 17.40
5000 m/z 85.05 36.40%
85.0
29.0
113.0141.0169.0197.0225.0253.0281.0 _ 323.0351.0380.0
A e e e e e A B B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57.0 16.80 17.00 17.20 17.40
m/z 41.10 26.96%
5000 85.0
29.0
| ) M301410160.0107.0 240.0

T I T T
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.31 5.07 ng/ul 210441 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2633 (18.311 min): BG019042.D (-2626) (-) m/z 43.10 100.00%
43.1 || 731
5000
- 129.1 213.2
' 1 1l o1 256.2 18.IOO 18.|20 18.|4O 18.|60 '
SRR | : m/z 73.10 95.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0
129.0 18.00 18.20 18.40 18.60
97.0 m/z 60.05 95.65%
L1l ‘\\ 1570 | 1850
11117

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
3.0 18.00 18.20 18.40 18.60
5000 3 m/z 57.10 94.90%
970 1200 1010 130 256.0
R B A B i i R A RR R Ea RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid s s o EE M St
73.0 18.00 18.20 18.40 18.60
m/z 55.10 86 .51%
43.0
5000
129.0
‘ 710 2140
w0 LN fme L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. OO 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 2-Mercaptobenzothiazole Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.63 2.60 ng/ul 108086 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 95
2 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 94
3 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 94
4 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 93
5 Benzothiazole, 2-(2-hydroxyethyl... 211 C9HINOS2 004665-63-8 72
Abundance Scan 2687 (18.629 min): BG019042.D (-2684) (-) m/z 167.00 100.00%
167.0
5000
69.1 109.0 " 18'40 1860 18 80 19.00
45.0 140.0 18.40 18.60 18.80 19.00
L Lo 2809 177 109.00  12.35%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34078: 2-Mercaptobenzothiazole
167.0
5000 LI SULIUL UM BRI SURR
18.40 18.60 18.80 19.00
m/z 69.10 12.11%
45.0 ?%O wal?ﬁow 100 |
miz-> 20 4 60 80 100 120 140 140 180 200 230 240 250 230
Abundance
167.0
18140 1860 18.80 19.00
5000 m/z 63.00 11.12%
109.0
45.0 69.0 140.0
mﬁmﬁwﬁwﬁm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34079: 2-Mercaptobenzothiazole
167.0 18.40 18.60 18.80 19.00
m/z 108.00 10.54%
5000
69.0 109.0
Y B T B T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.72 23.16 ng/ul 1146150 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 58
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 46
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
Abundance Scan 2873 (19.721 min): BG019042.D (-2868) (-) m/z 56.10 100.00%

1

5000

29 19.40 19.60 19.80 20.00
4291 "m/z 57.10 54.76%

1
171.1 2132 312.3 355.0

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 \|||||||||||||||||||||||

19.40 19.60 19.80 20.00
m/z 43.10 37.68%

129.0 257.0
e Y wsomeo [ apo jb\
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0

19.40 19. 60 19. 80 20.00

5000 m/z 41.10 32.91%
129.0
95.0 185.0 2570 3150
e A B A s
m/z--> 50 100 150 200 250 300 350 400
Abundance #124071: Hexadecanoic acid, butyl ester T T
56.0 19. 40 19. 60 19. 80 20 00

m/z 55.10 32.20%

5000
129.0 257.0
184 | || H’ 950 | | 1710 2130 1 812.0

I B o B L o B AN W e s R AhREAEEEsEE

m/z--> 50 100 150 200 250 300 350 400 19. 40 19. 60 19. 80 20 00

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:21 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 7 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.76 18.63 ng/ul 921856 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
3 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
4 n-Butyl mvristate 284 C18H3602 000110-36-1 72
5 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 38

Abundance Scan 3050 (20.761 min): BG019042.D (-3045) (-) m/z 56.10 100.00%
56.1
5000
3.1 129.1 285.3
185.1 241.2 20.40 20.60 20.80 21.00
0 ,....',"... Ly ord 2182 31133403 | "m/z 57.10 58.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137335: Octadecanoic acid, butyl ester
56.0
5000 RN R
285.0 340.0 20.40 20.60 20.80 21.00
m/z 43.10 39.16%

129.0
‘ 83.0 ‘ 185.0 241.0 ‘
S T 1 LR < T s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0

20. 40 20 60 20. 80 21.00

5000 m/z 55.10 33.52%
280 129.0
85.0 . 285.0
157.0 185:0 513 9 241.0 311.0 340.0

mmwwﬁwﬁwﬁwﬁwﬁwﬁmm

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

Abundance #137334: Octadecanoic acid, butyl ester = = e ——

56.0 20. 40 20 60 20. 80 21. OO

m/z 41.10 31.75%

5000 285.0
1290 340.0
=) | 550, )0 2990 2200 |
‘ I H I H l 157.0, 213.0 " ‘ |_311.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. 40 20 60 20. 80 21. OO

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:22 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.83 3.67 ng/ul 181633 Chrysene-d12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 3062 (20.832 min): BG019042.D (-3057) (-) m/z 57.10 100.00%
57.1
5000 851 J h z
1131 1411 720160 2080 21100 2120
el e TS (18312070 24212630 2900 "m/z  43.10  55.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0

5000 LA B L L L L L L LB
85,0 2060 20,80 21.00 21 20
29.0 : m/z 71.10 53.89%
| “ |, | 1130 141.0 169.0 197.0 226.0
R At ek - M R T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R
29.0 20.60 20.80 21.00 21.20
5000 85.0 m/z 85.10 36.54%
182.0
1130 9410 211.0 238.0 266.0
ﬁmﬁwmﬁmmwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652; Eicosane e T T S
57.0 2060 2080 21.00 21 20

m/z 55.10 22 .04%

5000
85.0
29.0
‘ h | 1130 1410 169.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20 60 20. 80 21. 00 21 20

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:22 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 9 1-Tetradecanol, acetate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.22 ng/ul 109737 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 87
2 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 87
3 1-Nonadecene 266 C19H38 018435-45-5 86
4 Acetic acid. octadecyl ester 312 C20H4002 000822-23-1 83
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 74
Abundance Scan 3067 (20.861 min): BG019042.D (-3064) (-) m/z 43.10 100.00%

43.1
83.1
5000
111.1

j 148.9 191.1218. 1246 0 281.03092 3411 20. 60 20. 80 21. 00 21. 20
—_— b LG5 Pt T 28103092 411 m/z 55.10 70.25%

m/z--> 50 100 150 200 250 300 350
Abundance #92244: 1-Tetradecanol, acetate
43.0

5000 N s
83.0 20.60 20.80 21.00 21.20
\

]Jlo m/z 83.10 56.04%
LilL H\

“ ‘|139 o 168 0 196 0 241.0
— — T
m/z--> 0 200 250 300 350
Abundance
43.0

83.0 S AR S
20.60 20.80 21.00 21.20
5000 m/z 57.10 54.08%
111.0
139.0167.0 196.0224.0252.0 53
M4
miz--> 50 100 150 200 250 300 350
Abundance #98169: 1-Nonadecene T T . =
97.0 2060 20.80 21.00 21.20
m/z 61.05 51.30%
5000
29.0
125.0
266.0
J‘ { } ﬁ5?0181021002380
_— ks o UG X U A GUESNIS S,
miz--> 100 150 200 250 300 350 20.60 20.80 21.00 21.20

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:23 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 10 Nonadecane, l1-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.33 8.44 ng/ul 417667 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 86
2 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 80
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 64
4 Eicosane 282 C20H42 000112-95-8 58
5 Pentadecane 212 C15H32 000629-62-9 53

Abundance Scan 3147 (21.331 min): BG019042.D (-3142) (-) m/z 57.10 100.00%

517.1
5000

21.00 21.20 21.40 21.60

111
Jﬂ 155.2197.2238.2 2951 356.0

O N m/z 43.10 64.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118727: Nonadecane, 1-chloro-
57.0
5000 LI L L L L L LN LB |

21.00 21.20 21.40 21.60
m/z 71.10 45.86%

\\ \ iy 147 0 203.0245.0 302 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
R e e
21.00 21.20 21.40 21.60
5000 m/z 55.10 40.81%
99.0
141.0 238. 0 505.0547.0
T T T T T T T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159267: Heptacosane, 1-chloro- R REmEE BT R
57.0 21.00 21.20 21.40 21.60
m/z 85.10 34.05%
5000

F

9.0
I | 4 141.0183.0 231.0273.0  343.0 414.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 00 21. 20 21. 40 21. 60

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:24 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.88 6.08 ng/ul 300856 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 83

Abundance Scan 3240 (21.878 min): BG019042.D (-3237) (-) m/z 57.10 100.00%
51.1
5000 ‘ 851
1131141 2 21.60 21.80 22.00 22.20
- ,J. e 1871 2281 2831 32623554 sz 43.10  61.23%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 SRV VNS RN SR U
85.0 21.60 21.80 22.00 22.20
29.0 m/z 71.10 48 .29%
Lyl M30ivomee0 om0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
650 2160 21.80 22.00 22.20
5000 ‘ m/z 85.10 38.58%
29.0 113.0
141.0169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 250 360 3éo
Abundance #123100: Pentadecane, 8-heptyl- ST TR R T
57.0 21.60 21.80 22.00 22.20
m/z 55.10 22.82%
5000 85.0
290 113.0 210.0
| .}‘- L 401600 T 1239.02660 3090 I
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:24 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.50 5.84 ng/ul 289184 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3346 (22.501 min): BG019042.D (-3341) (-) m/z 57.10 100.00%
57.1
5000 {\
SN NS B
99 22.20 22.40 22.60 22.80
141.1
L .J.“ Ll as2 2211 2810 32338551 4291 L7 43.10 59.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #73991: Dodecane, 2-methyl-6-propyl-
57.0
5000 AR SRR A B
nmnmnmnm
090 1400 m/z 71.10 52.16%
D e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
22.20 22,40 22.60 22.80
5000 m/z 85.10 39.35%
99.0 141.0 282.0
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #107654: Eicosane BERE RS ae
57.0 22.20 22.40 22.60 22.80
m/z 55.10 25.44%
5000
282.0
141.0 183.0
o) |11 J x 40 80 o | e e
m/z--> 50 m 200 250 300 350 400 nmnmnmnm

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:25 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.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 13 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.20 5.65 ng/ul 279786 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 3465 (23.200 min): BG019042.D (-3459) (-) m/z 57.10 100.00%
57.1
5000 85.1 -N-AVA-*j\thk—wvfmvﬂ,
113.1141 1 22.80 23.00 23.20 23.40 23.60
— .|-, A 18312100 2511 2952 8571 o7 43710 58.36%
m/z--> 50 100 150 200 250 300 350

Abundance #86886: 2-Bromo dodecane

a1
~l
o

5000 850 TTTT LI L B L TT
- 2280 23100 23.20 23.40 23.60
90,0 m/z 71.05 52.02%
: ‘ 113.0 169.0
A e T M 71
miz--> 50 100 150 200 250 300 350
Abundance
57.0
R R e
22.80 23.00 23.20 23.40 23.60
5000 85.0 m/z 85.10 40.00%
290 113.0 210.0
"~141.0169.0 7239.0266.0  309.0
e e it B LA S
miz--> 50 100 150 200 250 300 350
Abundance #91044: Heptadecane, 2-methyl- TR T e
43.0 22.80 23.00 23.20 23.40 23.60
m/z 55.10 22 .76%
5000
71.0
1 I ‘ \99012701550183021102390
ey N S e
miz--> 50 100 150 200 250 300 350 2280 23100 23.20 23.40 23.60

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:26 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
24 .02 4.72 ng/ul 223580 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Docosane, 7-butyl- 366 C26H54 055282-15-0 80
Abundance Scan 3605 (24.022 min): BG019042.D (-3598) (-) m/z 57.10 100.00%
57.1
5000 85.1 ﬁwwwn\JH_,ﬁd/\\m¢,4,ww,mhw
RIS DA SRR B B
113 1 23.80 24.00 24.20 24.40
141.1169.2
LT AA116921072 2332 2761 8181 351 o= 43710 57.86%
m/z--> 50 100 150 200 250 300 350
Abundance #55023: Tridecane, 2-methyl-
57.0
5000 LR S B U B
85.0 23.80 24.00 24.20 24.40
290‘ ‘ m/z 71.10 53.90%
155.0
I i
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 23.80 24.00 24.20 24.40
5000 m/z 85.10 40.05%
85.0
29.0
113.0141.0169.0197.0225.0253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #147095: Eicosane, 7-hexyl- e MEEEE e e
57.0 23.80 24.00 24.20 24.40
m/z 55.10 26.17%
5000 85.0 JMMﬂMMVNVJNM/\mhwwﬂvwvwvﬂhﬂ
- ‘ } Lu 77010 18209110 252028103080 337.0 R
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:26 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
26.12 3.63 ng/ul 171993 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Nonadecane 268 C19H40 000629-92-5 86
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 80
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 3962 (26.120 min): BG019042.D (-3956) (-) m/z 57.10 100.00%
57.1
2000 M’\]L/\,
99.1 25.80 26.00 26.20 26.40
141.1 224.2 .
e g a7 1821 2eResel | 881 4151 hy7 43.10  50.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 AU AR SRR
25.80 26.00 26.20 26.40
99.0 m/z 71.10 49 _.39%
260/ | | ||| 10 1830 2250 2060
m/z--> §o 100 1%0 " 200 250 300 350 400
Abundance
57.0
I I I

25.80 26.00 26.20 26.40

5000 m/z 85.10 39.63%
99.0 268.0
26,0 141.0 183.0 2250
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- e e it
57.0 25.80 26.00 26.20 26.40

m/z 55.10 21.75%

5000

%

210.0
141.0 17607 12520 309.0

m/z--> 50 100 150 200 250 300 350 400 25. 80 26. 00 26 20 26. 40

SOM02.2-EPA-BG100415.M Tue Oct 06 17:29:27 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG100415.M
Quant Title : 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 16 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

29.15 2.76 ng/ul 130901 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 43
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 38
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 38
4 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 38
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 38

Abundance Scan 4478 (29.152 min): BG019042.D (-4473) (-) m/z 57.10 100.00%

57.1
5000 A—J\M\w

355.1 28. 80 29. 00 29 20 29. 40
m/z 43.10 79.10%

m/z--> 50 100 150 200 250 300 350
Abundance #110991: Octadecane, 1-chloro-
57.0

5000 R R REEE R
85.0 28.80 20.00 29.20 29.40

m/z 71.10 50.56%

L ‘ \ Lﬁ%ﬁo‘}47017502030231025902880
—Al ; , T
miz--> 50 150 200 250 300 350
Abundance
57.0

28. 80 29. 00 29 20 29.40

126.1 155.1 255.2

300.0

5000 85.0 m/z 55.10 40.59%
29.0 1130 169.0
140.0 248.0
——— T T e
m/z--> 50 100 150 200 250 300 350
Abundance #91044: Heptadecane, 2-methyl- L B
43.0 28.80 29.00 29.20 29.40

m/z 207.00 31.36%

5000
71.0

‘ ‘ i‘ J99012701550183021102390

m/z--> 50 100 150 200 250 300 350 28. 80 29. 00 29 20 29. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019042.D

Aca On : 6 Oct 2015 00:39

Operator : UM/NP

Sample : 63865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z-\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

Quant Method
Quant Title

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 17 _gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
30.29 6.02 ng/ul 285204 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 96
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 89
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 47
5 _beta.-Sitosterol 414 C29H500 000083-46-5 45
Abundance Scan 4672 (30.291 min): BG019042.D (-4659) (-) m/z 43.10 100.00%
431
107.1 213.1
5000
30,00 30.20 30.40 30.60
—— m/z 57.10 96 .43%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43.0
5000 81.0 RN R SR
30.00 30.20 30.40 30.60
m/z 55.10 84.67%
— \‘I 1 IMI ! ‘w:
m/z--> 0 50 1
Abundance
43.0
30,00 30.20 30,40 30.60
5000 81.0 m/z 107 .05 67 .49%
1450 150 414.0
- 329.0
1130, | 180 2950 89,0 3810
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- e
43.0 30.00 30.20 30.40 30.60
m/z 213.10 62 .68%
5000
414.0
105.0
’ m \m MJ U\ il t4i04}7u80 2113'0‘ \27\3'0 . 32?0 38':"q‘
mz-> 0 50 100 150 200 250 300 350 400 30.00 30.20 30.40 30.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100515\
Data File : BG019042.D

Acq On : 6 Oct 2015 00:39

Operator : UM/NP

Sample - G3865-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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]
Butane, 2-methoxy... 3.24 7.3 ng/ul 107171 1 8.05 292460 20.0
1-lodo-2-methylun... 17.17 2.2 ng/ul 91067 4 17.41 830576 20.0
n-Hexadecanoic acid 18.31 5.1 ng/ul 210441 4 17.41 830576 20.0
2-Mercaptobenzoth... 18.63 2.6 ng/ul 108086 4 17.41 830576 20.0
Hexadecanoic acid... 19.72 23.2 ng/ul 1146150 5 21.68 989608 20.0
Octadecanoic acid... 20.76 18.6 ng/ul 921856 5 21.68 989608 20.0
(DEL) Alkane: Str... 20.83 3.7 ng/ul 181633 5 21.68 989608 20.0
1-Tetradecanol, a... 20.86 2.2 ng/ul 109737 5 21.68 989608 20.0
Nonadecane, 1-chl... 21.33 8.4 ng/ul 417667 5 21.68 989608 20.0
(DEL) Alkane: Str... 21.88 6.1 ng/ul 300856 5 21.68 989608 20.0
(DEL) Alkane: Str... 22.50 5.8 ng/ul 289184 5 21.68 989608 20.0
2-Bromo dodecane 23.20 5.7 ng/ul 279786 5 21.68 989608 20.0
(DEL) Alkane: Str... 24.02 4.7 ng/ul 223580 6 24.91 947979 20.0
(DEL) Alkane: Str... 26.12 3.6 ng/ul 171993 6 24.91 947979 20.0
unknown-01 29.15 2.8 ng/ul 130901 6 24.91 947979 20.0
-gamma.-Sitosterol 30.29 6.0 ng/ul 285204 6 24.91 947979 20.0
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