LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\

Data File : BG021309.D

Acg On : 5 Mar 2016 17:16 Instrument :
Operator : UM/SJ BNA_G
Sample - H1650-02 ClientSampleld :
Misc : MS-DS-A210
ALS Vial : 5 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
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Method
Title
Signal > TIC
peak R.T. first max
# min scan scan
1 3.043 32 35
2 3.307 78 80
3 3.348 82 87
4 3.437 100 102
5 3.536 115 119
6 3.613 130 132
7 3.848 170 172
8 3.901 179 181
9 4.053 206 207
10 4.159 223 225
11 4.294 245 248
12 7.273 749 755
13 7.444 777 784
14 7.655 813 820
15 8.125 893 900
16 8.818 1011 1018
17 9.288 1091 1098
18 10.011 1215 1221
19 10.546 1305 1312
20 10.934 1371 1378
21 11.063 1393 1400
22 12.502 1642 1645
23 13.613 1831 1834
24 14.136 1915 1923
25 14.177 1927 1930
26 14.430 1967 1973
27 14.612 2000 2004
28 14.735 2019 2025
29 14.911 2050 2055
30 15.058 2079 2080
31 15.158 2096 2097
32 15.223 2104 2108
33 15.299 2117 2121
34 15.511 2154 2157
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= Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG030316.M
= SVOA CALIBRATION

0.019%
0.014%
0.090%

0.014%
0.014%
0.015%
0.019%
0.013%

0.027%
2.552%
1.936%
2.488%
1.525%

3.169%
2.738%
2.349%
3.117%
2.366%

4 _.338%
0.029%
0.018%
4.966%
0.724%

5.809%
0.141%
3.137%
2.868%
0.014%

0.018%
0.027%
0.016%
0.019%

Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG030516\

Data File : BG021309.D

Acg On : 5 Mar 2016 17:16 Instrument :
Operator : UM/SJ BNA_G

Sample - H1650-02 ClientSampleld :
Misc : MS-DS-A210
ALS Vial : 5 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-BG030316.M
Title = SVOA CALIBRATION
35 15.552 2160 2164 2168 rBV 7044 8766 2.33% 0.224%

36 15.722 2186 2193 2199 rVB 191089 285687 75.86% 7.284%
37 15.828 2206 2211 2219 rBB 72666 103710 27.54% 2.644%

38 15.957 2226 2233 2236 rBV2 2772 4875 1.29% 0.124%
39 16.110 2254 2259 2261 rBB 970 1114 0.30% 0.028%
40 16.175 2267 2270 2273 rBB 903 747 0.20% 0.019%
41 16.415 2307 2311 2314 rBVY 7481 10131 2.69% 0.258%
42 16.750 2365 2368 2372 rBV2 953 1413 0.38% 0.036%
43 16.821 2375 2380 2382 rBB2 624 690 0.18% 0.018%
44 17.203 2440 2445 2449 rBV2 2777 3829 1.02% 0.098%

45 17.467 2484 2490 2497 rBV2 99547 152817 40.58% 3.896%

46 17.567 2501 2507 2514 rvv2 219852 318527 84.58% 8.121%

47 18.337 2632 2638 2645 rBVY 16959 22706 6.03% 0.579%
48 18.760 2705 2710 2714 rVB2 821 1184 0.31% 0.030%
49 19.071 2762 2763 2766 rBVY 594 536 0.14% 0.014%
50 19.383 2814 2816 2818 rVV 5565 548 0.15% 0.014%
51 19.477 2823 2832 2838 rVV2 1992 4395 1.17% 0.112%
52 19.600 2849 2853 2859 rBV 7166 9328 2.48% 0.238%
53 19.729 2872 2875 2878 rVB2 1309 1480 0.39% 0.038%
54 19.788 2881 2885 2888 rBV2 540 928 0.25% 0.024%
55 19.841 2888 2894 2903 rBV 264136 376603 100.00% 9.602%
56 19.905 2903 2905 2908 rVB2 685 778 0.21% 0.020%
57 19.970 2914 2916 2917 rVB2 1213 653 0.17% 0.017%
58 19.999 2919 2921 2924 rVV3 1102 1070 0.28% 0.027%
59 20.041 2926 2928 2932 rVB4 717 885 0.23% 0.023%
60 20.088 2932 2936 2937 rBv4 680 922 0.24% 0.024%
61 20.187 2951 2953 2955 rBV2 1409 999 0.27% 0.025%
62 20.234 2960 2961 2965 rVB2 951 712 0.19% 0.018%
63 20.281 2967 2969 2970 rBV 1020 575 0.15% 0.015%
64 20.323 2974 2976 2978 rBV3 1102 1087 0.29% 0.028%
65 20.340 2978 2979 2982 rVB4 1157 964 0.26% 0.025%
66 20.387 2985 2987 2988 rBV2 727 681 0.18% 0.017%
67 20.487 3002 3004 3005 rBV2 768 728 0.19% 0.019%
68 20.769 3050 3052 3053 rBV2 1139 764 0.20% 0.019%
69 20.840 3061 3064 3065 rBV3 2052 1392 0.37% 0.035%
70 21.351 3147 3151 3160 rBV2 32345 54873 14.57% 1.399%
71 21.462 3168 3170 3173 rVB3 1451 999 0.27% 0.025%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG030516\

Data File : BG021309.D

Acg On : 5 Mar 2016 17:16 Instrument :
Operator : UM/SJ BNA_G

Sample - H1650-02 ClientSampleld :
Misc : MS-DS-A210
ALS Vial : 5 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-BG030316.M

Title = SVOA CALIBRATION

72 21.727 3209 3215 3224 rBV 112687 178676 47.44% 4 _556%
73 21.980 3256 3258 3261 rVB3 1468 1433 0.38% 0.037%
74 22.514 3345 3349 3351 rBV3 2413 3815 1.01% 0.097%
75 22.702 3379 3381 3382 rBV2 1499 894 0.24% 0.023%
76 22.931 3418 3420 3421 rBV2 1226 780 0.21% 0.020%
77 23.196 3458 3465 3471 rBvV4 10361 22499 5.97% 0.574%
78 23.407 3497 3501 3505 rVB 6443 8361 2.22% 0.213%
79 23.842 3573 3575 3577 rBV3 1354 1118 0.30% 0.029%
80 24.018 3602 3605 3612 rVB7 5324 10864 2.88% 0.277%

81 24.759 3721 3731 3741 rBV2 126688 342113 90.84% 8.723%
82 24.982 3759 3769 3780 rBV3 65406 174735 46.40% 4._.455%

83 25.188 3802 3804 3806 rVB 1466 735 0.20% 0.019%
84 25.499 3855 3857 3861 rBvV4 1364 2227 0.59% 0.057%
85 25.998 3940 3942 3945 rBV2 1369 1273 0.34% 0.032%
86 26.110 3955 3961 3969 rVB7 6154 16305 4_.33% 0.416%
87 26.233 3980 3982 3984 rBV 1985 1570 0.42% 0.040%
88 26.692 4058 4060 4062 rBV3 1291 1030 0.27% 0.026%
89 27.467 4187 4192 4193 rBV3 4827 5916 1.57% 0.151%
90 27.573 4208 4210 4213 rBV3 1394 1157 0.31% 0.029%
91 28.378 4345 4347 4348 rBV2 1472 918 0.24% 0.023%
92 28.396 4348 4350 4351 rBV2 1348 1148 0.30% 0.029%
93 28.519 4369 4371 4377 rVB6 1292 1609 0.43% 0.041%
94 29.506 4537 4539 4541 rBV2 1405 979 0.26% 0.025%
95 29.759 4580 4582 4585 rBV4 1298 1476 0.39% 0.038%
96 31.451 4868 4870 4872 rBV2 1562 1124 0.30% 0.029%
97 31.568 4888 4890 4891 rBV2 1124 598 0.16% 0.015%
98 32.162 4989 4991 4993 rBV3 1507 998 0.27% 0.025%
99 32.414 5032 5034 5036 rBV3 1481 1470 0.39% 0.037%
100 32.614 5066 5068 5070 rBV3 1304 1261 0.33% 0.032%
Sum of corrected areas: 3922077
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\
Data File : BG021309.D

Acq On : 5 Mar 2016 17:16

Operator : UM/SJ

Sample - H1650-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG030316.M
SVOA CALIBRATION

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

Abundance TIC: BG021309.D
250000

200000
150000

100000 11.06

8.82 10.55
7.27 7.66 929 1001 10.

50000 744 a4a A

3,0%% 3 p3e03629 12.50

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: BG021309.D

250000

o

19.84

17.57

200000 15.72

14.43
150000 14.14

21.73

100000 1rar

1447491 15.83

50000 21.35

g 4 J@e 21.98 22%
MA 5198117, * 4 6678217.20

A
LI L L L I L L L L L L IO L B L

o aser I Jue

y
LI S B N B

T
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: BG021309.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\
Data File : BG021309.D

Acq On : 5 Mar 2016 17:16

Operator : UM/SJ

Sample - H1650-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG030316.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.34 2.97 ng/ul 22706 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2639 (18.343 min): BG021309.D (-2632) (-) m/z 73.00 100.00%
73
43 60
5000
97 129 213
i 236 18.00 18.20 18.40 18.60
0 m/z 43.00 80.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60
5000 3 A'I""I""Iq"'l"'ml'

18.00 18.20 18.40 18.60
m/z 60.00 72.75%

129 256
0 H J ‘ H H\ 2‘.01]‘.15 143157171185199213227242 ‘
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
e
18.00 18.20 18.40 18.60
5000 29 m/z 55.00 71.96%
129
97 256
. 115 143157171185199213227
R R B B e B ARE B RARERARREEREE EERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid e e
60 73 18.00 18.20 18.40 18.60
43 m/z 57.00 67 .14%
5000 129
29
0 15
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 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\BG030516\
Data File : BG021309.D

Acq On : 5 Mar 2016 17:16

Operator : UM/SJ

Sample - H1650-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG030316.M

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 Bromoacetic acid, octadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.35 6.14 ng/ul 54873 Chrysene-d12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 90
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
Abundance Scan 3151 (21.351 min): BG021309.D (-3147) (-) m/z 83.00 100.00%
5000
e
6 147 191207221 281 21.00 21.20 21.40 21.60
of m/z 69.00 92.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43
57
83
5000 UL URIE SRS UL I
21.00 21.20 21.40 21.60
m/z 43.00 91.50%
2
o 154 181 208224 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 57
83
21.00 21.20 21.40 21.60
5000 m/z 57.00 89.05%
111
0 2 126140 167182196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
21.00 21.20 21.40 21.60
83 m/z 55.00 84._.07%
5000
o 139155 181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\
Data File : BG021309.D

Acq On : 5 Mar 2016 17:16

Operator : UM/SJ

Sample - H1650-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG030316.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 Nonadecanamide Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.20 2.52 ng/ul 22499 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecanamide
2 Tetradecanamide
3 Octadecanamide
4 Decanamide-

5 Octadecanamide

297 C19H39NO
227 C14H29NO
283 C18H37NO
171 C10H21NO
283 C18H37NO

058185-32-3 53
000638-58-4 50
000124-26-5 50
002319-29-1 40
000124-26-5 40

Abundance Scan 3466 (23.202 min): BG021309.D (-3458) (-) m/z 59.00 100.00%

5000

22.80 23.00 23.20 23.40 23.60

0! m/z 72.00 78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115965: Nonadecanamide
59
43
5000 | BLLNLIL NNLINLLL LIL L LLLBLA BRL
22.80 23.00 23.20 23.40 23.60
97 m/z 55.00 75.33%
. 27 0 e 124 152163 104 222 250 79 207
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
22.80 23.00 23.20 23.40 23.60
5000 m/z 43.00 66.46%
43 227
o2 82 97112128143 166184 519
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108158: Octadecanamide
59 22.80 23.00 23.20 23.40 23.60
m/z 57.00 54_.91%
5000

86101 128 156 184 212 240255 283

o.”“”w.”w”.wh”“.u“”.“”w.“w”..”” St M A -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22.80 23 00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\
Data File : BG021309.D

Acq On : 5 Mar 2016 17:16

Operator : UM/SJ

Sample : H1650-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG030316.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]
n-Hexadecanoic acid 18.34 3.0 ng/ul 22706 4 17.47 152817 20.0
Bromoacetic acid,... 21.35 6.1 ng/ul 54873 5 21.73 178676 20.0
Nonadecanamide 23.20 2.5 ng/ul 22499 5 21.73 178676 20.0
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