LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 3.167 51 56 64 rBv 41191 74869 5.41% 0.352%
2 3.238 64 68 81 rvB 102317 147812 10.68% 0.695%
3 3.496 108 112 119 rvVvB 8115 12050 0.87% 0.057%
4 3.767 154 158 166 rBvV 6368 9836 0.71% 0.046%
5 5.159 391 395 399 rBV2 4316 5791 0.42% 0.027%
6 7.034 710 714 720 rBV5 3525 5543 0.40% 0.026%
7 7.216 737 745 755 rVB 205151 361942 26.15% 1.703%
8 7.374 765 772 780 rVB 156083 247266 17.87% 1.163%
9 7.586 801 808 815 rVB 192436 331866 23.98% 1.561%
10 8.050 878 887 894 rBV 148139 243038 17 .56% 1.143%

11 8.755 999 1007 1014 rBV 253514 428045 30.93% 2.014%
12 9.207 1076 1084 1092 rBV 205447 351664 25.41% 1.655%
13 9.930 1200 1207 1215 rBV 174147 306081 22.12% 1.440%
14 10.471 1291 1299 1307 rBV 262304 468285 33.84% 2.203%
15 10.629 1321 1326 1331 rVB3 4678 7826 0.57% 0.037%

16 10.853 1357 1364 1372 rVB 214001 390679 28.23% 1.838%
17 10.988 1380 1387 1395 rBV 194689 357963 25.87% 1.684%

18 11.469 1461 1469 1470 rVvv4 4755 7381 0.53% 0.035%
19 11.499 1470 1474 1483 rVB2 11029 20222 1.46% 0.095%
20 12.433 1627 1633 1638 rVB2 3536 5594 0.40% 0.026%
21 13.038 1731 1736 1740 rBV3 8058 11689 0.84% 0.055%
22 13.285 1773 1778 1784 rVB2 11437 17234 1.25% 0.081%
23 13.579 1822 1828 1832 rVB7 3156 5730 0.41% 0.027%

24 14.078 1907 1913 1917 rBV 464725 678219 49.01% 3.191%
25 14.125 1917 1921 1931 rVB 277848 387273 27.98% 1.822%

26 14.366 1955 1962 1970 rVB 534495 830601 60.02% 3.908%
27 14.566 1990 1996 2001 rVB2 7100 10144 0.73% 0.048%
28 14.672 2006 2014 2023 rVB2 351725 569725 41.17% 2.681%
29 14.866 2040 2047 2054 rVvVv 251726 397996 28.76% 1.873%

30 14.913 2054 2055 2062 rVV3 5904 8674 0.63% 0.041%
31 15.077 2078 2083 2087 rVV6 4475 8519 0.62% 0.040%
32 15.206 2103 2105 2110 rvv4 4183 6464 0.47% 0.030%
33 15.471 2146 2150 2153 rBV2 5055 7888 0.57% 0.037%
34 15.518 2153 2158 2163 rVB 24318 30671 2.22% 0.144%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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
Title

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

35 15.665 2176 2183 2190 rVV 706513 1075460 77.71% 5.060%

36 15.770 2195 2201 2210 rBV 226490 335145 24.22% 1.577%

37 15.894 2216 2222 2230 rBV5 24989 53028 3.83% 0.249%
38 15.958 2230 2233 2240 rVV5 3479 5594 0.40% 0.026%
39 16.140 2259 2264 2270 rVB5 5360 9029 0.65% 0.042%
40 16.246 2277 2282 2291 rVB2 50668 79527 5.75% 0.374%
41 16.375 2300 2304 2308 rVVv 31383 43230 3.12% 0.203%
42 16.405 2308 2309 2313 rVB 9777 7319 0.53% 0.034%
43 16.552 2330 2334 2338 rVB2 11434 16077 1.16% 0.076%
44 16.722 2359 2363 2366 rBV5 3187 5316 0.38% 0.025%
45 16.787 2370 2374 2377 rBV2 7785 10771 0.78% 0.051%
46 17.169 2434 2439 2443 rBVY 33046 40633 2.94% 0.191%
47 17.222 2446 2448 2453 rVB4 5657 7211 0.52% 0.034%
48 17.321 2463 2465 2470 rVB5 4434 6204 0.45% 0.029%
49 17.415 2475 2481 2486 rVV2 453647 680391 49.16% 3.201%
50 17.457 2486 2488 2491 rVV3 6870 8749 0.63% 0.041%
51 17.515 2491 2498 2506 rVB 739947 1139958 82.37% 5.363%
52 17.703 2525 2530 2538 rVBS8 3361 8897 0.64% 0.042%
53 17.786 2538 2544 2548 rBV6 4732 9719 0.70% 0.046%
54 17.909 2561 2565 2570 rBV 20679 24380 1.76% 0.115%
55 18.168 2604 2609 2615 rVVv8 6967 12923 0.93% 0.061%
56 18.309 2628 2633 2641 rVV 96636 148958 10.76% 0.701%
57 18.373 2641 2644 2647 rVV 12840 19345 1.40% 0.091%
58 18.403 2647 2649 2654 rVB4 6265 9242 0.67% 0.043%
59 18.497 2661 2665 2670 rVB6 9129 11911 0.86% 0.056%
60 18.602 2678 2683 2684 rBV 30415 37934 2.74% 0.178%
61 18.626 2684 2687 2696 rVB 34636 68512 4_95% 0.322%
62 19.084 2761 2765 2770 rVB2 11823 15904 1.15% 0.075%
63 19.155 2772 2777 2781 rBV6 8085 13198 0.95% 0.062%
64 19.225 2785 2789 2793 rVB 15732 17462 1.26% 0.082%
65 19.290 2798 2800 2805 rVB4 8242 11746 0.85% 0.055%
66 19.431 2821 2824 2826 rVV 10952 15141 1.09% 0.071%
67 19.460 2826 2829 2836 rVB 19798 29137 2.11% 0.137%
68 19.572 2844 2848 2850 rBv4 12970 15839 1.14% 0.075%
69 19.601 2850 2853 2856 rVB4 28920 31877 2.30% 0.150%
70 19.683 2863 2867 2869 rBV 8390 12691 0.92% 0.060%

71 19.719 2869 2873 2878 rVV 1180907 1383905 100.00% 6.511%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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

Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG100415.M
SVOA CALIBRATION

Method :
Title :
72 19.795 2880 2886 2890 rvv2 893945 1344216 97.13% 6.325%
73 19.836 2890 2893 2901 rVB2 192415 225483 16.29% 1.061%

74 20.130 2939 2943 2948 rBV3 12974 22688 1.64% 0.107%
75 20.294 2968 2971 2973 rBvV4 12459 12435 0.90% 0.059%
76 20.330 2973 2977 2981 rVB 65961 70499 5.09% 0.332%
77 20.506 3004 3007 3011 rVBG6 7630 9249 0.67% 0.044%
78 20.665 3029 3034 3038 rBV5 27966 42177 3.05% 0.198%

79 20.759 3046 3050 3055 rBV 849259 984008 71.10% 4 _.630%
80 20.829 3057 3062 3065 rvVv 125124 157974 11.42% 0.743%

81 20.864 3065 3068 3075 rvB2 132719 201942 14.59% 0.950%
82 21.011 3089 3093 3094 rBvV4 9642 13140 0.95% 0.062%
83 21.176 3118 3121 3126 rBV2 12658 15676 1.13% 0.074%
84 21.252 3126 3134 3141 rBV2 31734 103381 7.47% 0.486%
85 21.329 3142 3147 3156 rVB2 237514 406494 29.37% 1.913%

86 21.681 3200 3207 3213 rBV 488665 791579 57.20% 3.724%
87 21.887 3237 3242 3252 rVB 192425 278775 20.14% 1.312%
88 22.504 3341 3347 3353 rBV 160646 284912 20.59% 1.341%
89 22.592 3356 3362 3372 rVB 107042 210826 15.23% 0.992%
90 23.197 3460 3465 3472 rBV 129297 236093 17.06% 1.111%

91 23.391 3495 3498 3506 rVB3 17554 34806 2.52% 0.164%
92 23.549 3520 3525 3530 rVB4 18768 31824 2.30% 0.150%
93 24.014 3597 3604 3611 rBV 113133 248573 17.96% 1.170%
94 24.683 3707 3718 3735 rVB 484902 1348758 97.46% 6.346%
95 24.907 3745 3756 3763 rBV 285989 800097 57.81% 3.764%

96 24.977 3763 3768 3776 rVB2 71425 170558 12.32% 0.802%
97 26.117 3955 3962 3974 rVB2 83642 241812 17.47% 1.138%
98 27.504 4188 4198 4209 rVB3 40730 143868 10.40% 0.677%
99 29.161 4468 4480 4492 rBV5 52866 227166 16.41% 1.069%
100 30.277 4658 4670 4689 rBV10 84571 418098 30.21% 1.967%

Sum of corrected areas: 21254050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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: BG019040.D

1000000
800000
600000

400000

8.76 10.47

1
200000 1235 o o }\ 921 993 89
3.24

31 358,77 5.16 7.0 A 0.6 1,50 12,43

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019040.D

19,72

1000000

800000
15.66 17.52

600000 14.37 21.68
14.08 17.42

400000 14.67

200000

18.31
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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: BG019040.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 3

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

3.24 12.16 ng/ul 147812 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 78
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 68 (3.238 min): BG019040.D (-64) (-) m/z 73.10 100.00%

73.1
5000 43.1
55.1 871

| 300 320 340 3.60
e b Tm/z 43.10  42.19%

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

5000 o R A
3.00 320 340 3.60

430 550 87.0 m/z 55.10 33.12%

29.0 ‘
..,....,...‘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 26.84%
430 550
87.0
27.0
63.0 101.0
L A B o B B

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #8145: 3-Pentanol, 2,4-dimethyl- e
73.0 300 320 3.40 3.60

m/z 41.10 13.65%

5000 55.0
43.0
27.0
15.0 [ 11 \“‘ il 65.0 [l 83.0 98.0
LI L L L

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 Benzenesulfonamide, 4-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.25 2.34 ng/ul 79527 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 96
2 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 95
3 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 93
4 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 81
5 Thiosulfuric acid, S-[2-[3-(4-me... 381 C12H19N305S3 1000255-60-3 80

Abundance Scan 2283 (16.252 min): BG019040.D (-2277) (-) m/z 91.05 100.00%
91.0
5000 65.1 1550 171.0
J 107.1
39.1 16.00 16.20 16.40 16.60
52.2 :
e Sy \h 202 1891 | m/z 171.00 42.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37053: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0 & -A--u----u----u----u---
65.0 107.0 155.0 16.00 16.20 16.40 16.60
39.0 ' m/z 65.10 38.80%
26‘0 ) 1l \‘\ 73\0 Al \‘ 121.0 139.0 , ,
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91.0
16.00 16.20 16.40 16.60
5000 m/z 155.00 36.97%
65.0 1550 1710
390 107.0
26.0 78.0 139.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #37047: Benzenesulfonamide, 4-methyl-
91.0 16.00 16.20 16.40 16.60
m/z 107.10 27.88%
5000 171.0
65.0 155.0
390 ‘ 107.0
16.0 | . Il 780 ‘M 121.0 139.0 | ‘
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 1é0 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 15
R.T. EstConc Area Relative to ISTD R.T.
18.31 4.38 ng/ul 148958 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2633 (18.309 min): BG019040.D (-2628) (-) m/z 60.10 100.00%
6d.1
41)1
5000
83.1 129.1 213.2
171.1 256.2 PRARUURAR NN U U
102.1 18.00 18.20 18.40 18.60
. 2P 93,2 m/z 73.10 96.09%
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 43.10 95.73%
b L) 1570 1850 "]
IIIII‘II‘IIMIHIIHI‘IH“ ‘H ‘H‘Ilulwlllwllll‘lll‘” |‘||‘|‘|||‘| ||2|3|6'0||||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
18,00 18.20 18.40 18.60
5000 m/z 57.10 89.74Y%
970 129.0 256.0

157.0 1850 213.0

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

Abundance #92227: n-Hexadecanoic acid e

43.0 18.00 18.20 18.40 18.60

m/z 55.10 83.64%
73.0
5000
97.0 129 0 256.0
HJH o 1&M“Mm#“0m0\

“.”,”.w.”. ! ,”.W.H.P.” AR e AR B e

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 21

R.T. EstConc Area Relative to ISTD R.T.
18.63 2.01 ng/ul 68512 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Mercaptobenzothiazole
2 2-Mercapntobenzothiazole
3 2-Mercapntobenzothiazole
4 2-Mercaptobenzothiazole
53

-Hydroxy-4-nitrobenzaldehyde

167 C7H5NS2
167 C7H5NS2
167 C7H5NS2
167 C7H5NS2
167 C7H5NO4

000149-30-4 95
000149-30-4 94
000149-30-4 93
000149-30-4 93
000704-13-2 49

Abundance Scan 2688 (18.632 min): BG019040.D (-2684) (-)
167.0
5000
69.0 108.0
50.1 91. 123.0 139.9 203.1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34080: 2-Mercaptobenzothiazole
167.0
5000
69.0 91.0 109.0
270 0 Lot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
167.0
5000
69.0 910 1090
27.0 45.0 124,0 140.0

m/z 167.00 100.00%

|

18 40 18. 60 18 80 109. 00

m/z 108.00 15.70%

o

18.40 18.60 18.80 19.00

m/z 69.00 15.10%

18.40 18.60 18.80 19.00

m/z 109.00 14 _.70%

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

Abundance #34081: 2-Mercaptobenzothiazole

167.0 18.40 18.60 18.80 19.00
m/z 123.00 13.75%
5000
0 109.0
45.0 91.0 140 0
SRR P . i s
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 34.97 ng/ul 1383910 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 62
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 49

4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 46

Abundance Scan 2873 (19.719 min): BG019040.D (-2869) (-) m/z 56.10 100.00%
56.1
5000
257.2 e
3.1 1291 19.40 19.60 19.80 20.00
I F 157.1 185.2213.2 : : : :
e My o | ISTATR2ERE | | 2823 81233410/ /7 57.10  54.35%
m/z--> 50 100 150 200 250 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LN L L L L L L LB L |
19.40 19.60 19.80 20.00
29.0 1200 2570 m/z 43.10 37.15%
3.0 . )
e, B sowsomso " aomee
m/z--> 50 100 150 200 250 300
Abundance
56.0
I E e ERERT R
19.40 19.60 19.80 20.00
5000 m/z 41.10 34 .29%
257.0
29.0 129.0
83.0 157.0 185.0 213.0 0830 312.0
—— T T T e
m/z--> 50 100 150 200 250 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester R FREREEEA S
56.0 19.40 19.60 19.80 20.00
m/z 55.10 31.37%
5000
29.0
3.0 129.0
“‘1 1| \i ‘”%uih bl o) 157.0 185'0 213.0 I ZST.O 312.0
e A T T T
m/z--> 50 100 150 200 250 300 19.40 19.60 19.80 20.00

SOM02.2-EPA-BG100415.M Tue Oct 06 17:28:38 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 24 .86 ng/ul 984008 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
3 n-Butvl mvristate 284 C18H3602 000110-36-1 64
4 Octadecanoic acid. butyl ester 340 C22H4402 000123-95-5 62
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 37

Abundance Scan 3050 (20.759 min): BG019040.D (-3046) (-) m/z 56.10 100.00%
56.1
5000
3.1 129.1 185.2 241.2 285.3 20.40 20.60 20.80 21.00
Obrrrefhrs !|.= ol sl 31123403 "m/z 57.10 58.88%
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
2000 2850 3400 20.40 20.60 20.80 21.00
129.0 m/z 43.10 40.59%
83.0 185.0 241.0
ol )L as70 T 2130 | a1

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

Abundance
56.0
J?,,,,
20.40 20.60 20.80 21.00
5000 m/z 41.10 34.35%
29.0

129.0
85.0 285.0
157.0 185.0 513 9 241.0 311.0 340.0

B R R R B I B I B B R RN R R AR AR AR RS Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #108844: n-Butyl myristate
56.0 20.40 20.60 20.80 21.00
m/z 55.10 33.66%
5000 229.0
129 0
S oV S .M
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 21.00

SOMO2.2-EPA-BG100415.M Tue Oct 06 17:28:39 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 17
R.T. EstConc Area Relative to ISTD R.T.
20.83 3.99 ng/ul 157974 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 1-lodoundecane 282 C11H23l1 004282-44-4 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3062 (20.829 min): BG019040.D (-3057) (-) m/z 57.10 100.00%
57.1
5000
(11190 ams smn omo sste 0160 20180 2100 2150
ol bl g 7 ST 2252 2819 "m/z 43.10 59.53%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
o
5000 IR TR SR U A
20. 60 20.80 21.00 21.20
m/z 71.10 51.31%
N O S S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
”M&i@ﬁ&ﬁ%'
5000 m/z 85.10 37 .29%
99.0
27.0 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #107007: 1-lodoundecane
57.0 20.60 20.80 21.00 21.20
m/z 55.10 23.56%
5000
27,0 ‘ 99.0 18550 "
d{‘\ | | | | 197.0 282.0
LN N B B N BN NN BN B NN B R N B NN B R N B NN B B B B B N B N N N BN B N B B B B R —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 5'0 1(')0 1&'30 200 25'30 300 3éo 20.60 20.80 21.00 21.20

SOMO2.2-EPA-BG100415.M Tue Oct 06 17:28:39 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 9,10-Anthracenedione, 1,8-d... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.10 ng/ul 201942 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione. 1.8-dihvdr... 254 C15H1004 000481-74-3 95
2 9.10-Anthracenedione. 1.8-dihvdr... 254 C15H1004 000481-74-3 93
3 1-Octadecene 252 C18H36 000112-88-9 93
4 1-Octadecene 252 C18H36 000112-88-9 78
5 9,10-Anthracenedione, 1,8-dihydr... 254 C15H1004 000481-74-3 72
Abundance Scan 3067 (20.858 min): BG019040.D (-3065) (-) m/z 43.10 100.00%
43.1
5000 . [LV\
: 254.1
1251 0000 1974 226.0 so71 ' 20.60 20.80 21.00 21.20 '
. m/z 55.10 64 .06%

lv—rv‘-v—rv—rv—v—v—vj—r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #90692: 9,10-Anthracenedione, 1,8-dihydroxy-3-methyl-
254.0

5000
20 60 20.80 21.00 21.20
m/z 57.10 62.37%

226.0

390 630 £ 90.0 1150 1520 1970 ‘

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

254.0

20.60 20.80 21.00 21.20
5000 m/z 97.10 47 _42%

63.0 920115.0 152.0 197.0 226.0

Twmmmmwmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89783: 1-Octadecene e AREEE S
20.60 20.80 21.00 21.20
m/z 83.10 46.37%

5000
29.0 111.0

139.0 168.0 196.0 224.0 252.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20

SOM02.2-EPA-BG100415.M Tue Oct 06 17:28:40 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 Bis(dimethylthiocarbamyl) s... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.25 2.61 ng/ul 103381 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(dimethvlthiocarbamvl) sulfide 208 C6H12N2S3 000097-74-5 59
2 N-Methoxv-N-acetvl-1-methvl-1-ca... 189 C8H15N04 087687-85-2 53
3 N.N.3-Trimethvl-5-oxo-1-phenvl-2._.. 293 C13H15N30S2 1000102-05-7 53
4 3-Aza-2-oxabicvclol2.2_.2loct-5-e... 267 C10H12F3NO4 102698-35-1 42
5 N,N-Dimethylthiocarbamoyl phenyl... 273 C10H11NS4 019378-01-9 42
Abundance Scan 3134 (21.252 min): BG019040.D (-3126) (-) m/z 88.05 100.00%
8d.0
5000 ' 7
253.9
421 134.0 1660 207.0 21.00 21.20 21.40 21.60
el G200 TR0 IO L L 292 30 s 7053.95  12.27%
m/z--> 50 100 150 200 250 300
Abundance #61803: Bis(dimethylthiocarbamyl) sulfide
88.0
5000
21.00 21.20 21.40 21.60
208.0 m/z 90.10 8.05%
150 420 1200 1760 |
m/z--> 50 100 150 200 250 300
Abundance
88.0
' 21.00 21.20 21.40 21,60
5000 m/z 73.00 7.42%
147.0
43.0
189.0
m/z--> 50 100 150 200 250 300
Abundance #113528: N,N,3-Trimethyl-5-oxo-1-phenyl-2-pyrazolinyl-4-di... LR B s
84.0 21.00 21.20 21.40 21.60
m/z 88.95 6.78%
5000
420 | 1200 1740 293.0
m/z--> 50 100 150 200 250 300 ' 21.00 21.20 21.40 21.60

SOM02.2-EPA-BG100415.M Tue Oct 06 17:28:41 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.33 10.27 ng/ul 406494 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 76
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 72
3 11-Tricosene 322 C23H46 052078-56-5 70
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 68
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 68

Abundance Scan 3147 (21.329 min): BG019040.D (-3142) (-) m/z 57.10 100.00%

21.00 21.20 21.40 21.60
m/z 43.10 72.47%

517.1
5000

141.1

. 183.1 211.2 241.0 268.1 295.1
EEERRERS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0

69.0

5

21,00 21.20 2140 21.60
m/z 55.10 50.00%

5000

196.0 224.0

125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
T T T
21.00 21.20 21.40 21.60
5000 85.0 m/z 71.05 44 .84%
31.0 111.0

141.0 169.0 196.0 224.0 255.0 5gq

ﬁwmmmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43.0 21.00 21.20 21.40 21.60
111.0

m/z 85.10 33.84%
} | | | ,140.0 168.0 196.0 224.0  266.0 294.0 322.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21. 00 21.20 21.40 21.60

JF

5000

[o0]
(]
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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.

21.89 7.04 ng/ul 278775 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 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3243 (21.893 min): BG019040.D (-3237) (-) m/z 57.10 100.00%

57.1

5000 85.1

-

13.1 21.60 21.80 22.00 22.20
141.1169.2197.2 267.1
..l,.-lll e DrE 23915071 3041 8550 1 "m/z 43.10 56.77%

m/z--> 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl-

(&)1
~
o
%

5000 85.0 e
2160 21.80 22.00 22.20
140.0
182.0
L T 1m0 g

m/z 71.10 54.32%
UL L AN SARLL A UURLEL LY SN SUNLELELSS SN

m/z--> 50 100 150 200 250 300 350
Abundance

a
~
o

21.60 21.80 22.00 22.20

5000 m/z 85.10 40.16%
85.0
29.0
113.0141.0169.0197.0225.0253.0281.0 _ 323.0351.0380.0
T T T T T [T T P
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane RN R e e
57.0 21.60 21.80 22.00 22.20
m/z 55.10 24 _37%
5000
85.0
29.0
‘ | | [30141.0169.0197.0225.0253.0282.0

m/z--> 100 150 200 250 300 350 21 60 21. 80 22. 00 22. 20

SOM02.2-EPA-BG100415.M Tue Oct 06 17:28:42 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.50 7.20 ng/ul 284912 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 3346 (22.498 min): BG019040.D (-3341) (-) m/z 57.10 100.00%

517.1
5000

9.1 2220 22.40 22.60 22.80
141.2 207.0
b e s M/z 43.10  61.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 R EEEEE ma e
22 20 22. 40 22 60 22. 80

m/z 71.10 53.15%

y | F J14101830 239.0 296.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

22 20 22.40 22.60 22.80

5000 m/z 85.10 38.22%
99.0
18.0 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
e et L
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151555: Heptacosane
57.0 22.20 22.40 22.60 22.80

m/z 55.10 24 .43%

5000
9.0
159 | | ||| 141.0183.02250267.0300.0  380.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 20 22. 40 22 60 22. 80

SOM02.2-EPA-BG100415.M Tue Oct 06 17:28:42 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 11
R.T. EstConc Area Relative to ISTD R.T.

23.20 5.97 ng/ul 236093 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 3466 (23.203 min): BG019040.D (-3460) (-) 57.10 100.00%

517.1
5000 85.1

113.1 22. 80 23 00 23. 20 23. 40 23 60
N O O o 2L LR - F Ry S s o RV e Y
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 BB AN
85.0 22. 80 23 00 23. 20 23. 40 23 60

291 m/z 71.10 49 _.53%

| | 1130141.0169.0197.0225.0253.0282.0
. A R e T
miz--> 100 150 200 250 300 350
Abundance
57.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.80 23.00 23.20 23.40 23.60

5000 85.0 m/z 85.10 39.24%
29.0 1130 169.0
140.0 248.0
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane R T TR TR
57.0 22.80 23.00 23.20 23.40 23.60

m/z 55.10 22 .57%

85.0
5000
29.0 113.0
e 7141.0160.0197.0225.0253.0  296.0

L‘IJ

m/z--> 50 100 150 200 250 300 350 22. 80 23 00 23. 20 23. 40 23 60

SOM02.2-EPA-BG100415.M Tue Oct 06 17:28:43 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.01 6.21 ng/ul 248573 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3603 (24.008 min): BG019040.D (-3597) (-) m/z 57.10 100.00%
57.1
NN AU SR B
23.60 23.80 24.00 24.20 24.40
141.1
ol L lﬂl1..‘,..1533.1,..?3???6?9.,....,...., m/z 43.10 59.82%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 LU U S B
23.60 23.80 24.00 24.20 24.40
m/z 71.10 52.67%
27.0) Iy ‘990 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.05 36.55%
99.0
27.0 141.0 183.0 2250 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane P P T TR
57.0 23.60 23.80 24.00 24.20 24.40
m/z 55.10 24 . 75%
- /WJ\/\‘M
99.0
27,0 ] Ly, 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 J& 200 250 300 350 ' 23160 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.98 4.26 ng/ul 170558 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Eicosane 282 C20H42 000112-95-8 93
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Nonacosane 408 C29H60 000630-03-5 83
Abundance Scan 3768 (24.977 min): BG019040.D (-3763) (-) m/z 57.10 100.00%
57.1
5000 85.1 J\/L
R e s e
113.1 24.60 24.80 25.00 25.20
141.1169.1 207.0 )
b Pl aatteer 2070 osiozsL0 a0 RS 0l oy
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 AU AR SRS B
85.0 24.60 24.80 25.00 25.20
29.0 m/z 71.10 52 .38%
_Lkwwﬁwmmm%mmnmﬁw%m
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
24,60 24.80 25.00 2520
5000 m/z 85.10 43 .45%
85.0
29.0
113.0 141.0169.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- R Bt a4
57.0 24.60 24.80 25.00 25.20
m/z 55.10 17.71%
5000 85.0
290 113.0 210.0
. ,“. b 101690 (7123002660 3090
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

26.12 6.04 ng/ul 241812 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3963 (26.123 min): BG019040.D (-3955) (-) m/z 57.10 100.00%

517.
5000

25.80 26.00 26.20 26.40
m/z 43.10 55.28%

183.2 239.2 341.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99475: Nonadecane
57.0
5000 IR AU SUNAE S AR
25 80 26. 00 26. 20 26. 40
268.0 m/z 71.10 51.93%
‘ ]WB 0 69.0
””‘ “““H“..‘.‘.‘............... A = A,
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
NN UV
25.80 26.00 26.20 26.40
5000 m/z 85.10 38.49%

1130 4690 225 0 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #122578: Tridecane, 1-iodo- e e e
57.0 25.80 26.00 26.20 26.40
m/z 55.10 20.88%
- "W\/\/\j\—/\\/‘\hk
183.0
l 13.0 3100
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25 80 26. 00 26. 20 26. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
27.50 3.60 ng/ul 143868 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 86
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83
Abundance Scan 4197 (27.498 min): BG019040.D (-4188) (-) m/z 57.10 100.00%
57.1
19 e om0 ssoms ssso 27120 2140 2760 2780
e b g e e m/z 71.10 58.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 LS A B B DU
ﬂ%ﬂ@ﬂmﬂm
99.0 m/z 43.10 54 _78%
27,0/ \\ o 1410 1830 2250 267.0 309.0 3510 4080
m/z--> 50 100 1%0 200 250 300 3éo 460
Abundance
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.10 41 .47%
99.0
20 | u M109760" %00 w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #147095: Eicosane, 7-hexyl- LS LA B L BN L B
57.0 27.20 27.40 27.60 27.80
m/z 55.10 22.53%
h W“/\w
99.0
‘ } | |y 1410 1820 5550 2810 3p3r9
m/z--> &) ﬁo ﬁo 200 250 300 %o ﬁo ﬂ%ﬂ@ﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

29.16 5.68 ng/ul 227166 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tetracosane. 1l-bromo- 416 C24H49Br 006946-24-3 74
3 Heptacosane. l1l-chloro- 414 C27H55CI 062016-79-9 74
4 1-Chloroeicosane 316 C20H41CI 042217-02-7 72
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 64

Abundance Scan 4480 (29.161 min): BG019040.D (-4468) (-) m/z 57.10 100.00%

571.1
5000

97.0 St M b

m/z--> 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57.0
5000 LA L L L L LB L
28.80 29.00 29.20 29.40
‘ 99.0 m/z 71.10 57.59%
2 B o 2 e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
L e
28.80 29.00 29.20 29.40
5000 m/z 55.10 49.21%
970 1350
26,0 183.0 2250 267.03020 3370 5750 4160
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro- A REE RS
57.0 28.80 29.00 29.20 29.40
m/z 85.10 47 .58%

7.0
. JF |, 141.0 183.0 217 0  273.0 309.0 343.0 378.0 414.0

m/z--> 50 100 150 200 250 300 350 400 28.80 29.00 29.20 29.40

5000 |
1 l ‘
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100515\
Data File : BG019040.D

Aca On : 5 Oct 2015 23:23

Operator : UM/NP

Sample = G3900-03

Misc :

ALS Vial : 15 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 21 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

30.28 10.45 ng/ul 418098 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 97
3 .beta.-Sitosterol 414 C29H500 000083-46-5 95
4 _beta.-Sitosterol 414 C29H500 000083-46-5 93
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 46

Abundance Scan 4671 (30.283 min): BG019040.D (-4658) (-) m/z 43.10 100.00%

43.1
5000 los.1 1451

30.00 30.20 30.40 30.60
m/z 57.10 64 .87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43.0
5000 810 TTT LI L L L TT T T
145.0 414.0 30. 00 30 20 30. 40 30. 60
2130 .0, 3030 3810 m/z 55.10  59.46%
78.0 ‘ ‘ :
: \I e IUI ! l‘H \‘\H‘ HJ ‘H h \H‘ |" IL\I . IHI : #4?9' : I‘\ 'L‘i I‘I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
R IR R R
30.00 30.20 30.40 30.60
5000 m/z 145.10 52.30%
414.0
105.0
145017802130 2730 3290 3810
LA A o o B e o e e I N L o B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol
43.0 30.00 30.20 30.40 30.60
m/z 41.10 49 .80%
5000
107.0 414.0
‘ ‘ \ 145.0 2550 303.0
. : 381.0
b 0 M e ma | | T
m/z--> 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 : BG019040.D

Acq On : 5 Oct 2015 23:23

Operator : UM/NP

Sample - G3900-03

Misc :

ALS Vial : 15 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 12.2 ng/ul 147812 1 8.05 243038 20.0
Benzenesulfonamid... 16.25 2.3 ng/ul 79527 4 17.42 680391 20.0
n-Hexadecanoic acid 18.31 4.4 ng/ul 148958 4 17.42 680391 20.0
2-Mercaptobenzoth... 18.63 2.0 ng/ul 68512 4 17.42 680391 20.0
Hexadecanoic acid... 19.72 35.0 ng/ul 1383910 5 21.68 791579 20.0
Octadecanoic acid... 20.76 24_.9 ng/ul 984008 5 21.68 791579 20.0
(DEL) Alkane: Str... 20.83 4.0 ng/ul 157974 5 21.68 791579 20.0
9,10-Anthracenedi... 20.86 5.1 ng/ul 201942 5 21.68 791579 20.0
Bis(dimethylthioc... 21.25 2.6 ng/ul 103381 5 21.68 791579 20.0
Trichloroacetic a... 21.33 10.3 ng/ul 406494 5 21.68 791579 20.0
(DEL) Alkane: Str... 21.89 7.0 ng/ul 278775 5 21.68 791579 20.0
(DEL) Alkane: Str... 22.50 7.2 ng/ul 284912 5 21.68 791579 20.0
(DEL) Alkane: Str... 23.20 6.0 ng/ul 236093 5 21.68 791579 20.0
(DEL) Alkane: Str... 24.01 6.2 ng/ul 248573 6 24.91 800097 20.0
(DEL) Alkane: Str... 24.98 4.3 ng/ul 170558 6 24.91 800097 20.0
(DEL) Alkane: Str... 26.12 6.0 ng/ul 241812 6 24.91 800097 20.0
(DEL) Alkane: Str... 27.50 3.6 ng/ul 143868 6 24.91 800097 20.0
(DEL) Alkane: Str... 29.16 5.7 ng/ul 227166 6 24.91 800097 20.0
-gamma.-Sitosterol 30.28 10.4 ng/ul 418098 6 24.91 800097 20.0
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