LSC Area Percent Report

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

Data File : BG021314.D

Acg On : 5 Mar 2016 20:33 Instrument :
Operator : UM/SJ BNA_G

Sample - H1650-14 ClientSampleld :
Misc : MS-DS-B140
ALS Vial : 10 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\SOMO2.2-EPA-BG030316.M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.979 22 24 30 rvB4 657 1020 0.37% 0.033%
2 3.531 115 118 122 rVV2 1786 2528 0.91% 0.081%
3 4.859 340 344 348 rBvY 555 634 0.23% 0.020%
4 7.274 749 755 764 rBB 39911 68071 24.43% 2.187%
5 7.444 778 784 792 rBB 31333 51179 18.36% 1.644%
6 7.656 814 820 825 rBvV 38656 64565 23.17% 2.075%
7 8.126 892 900 906 rBB 38367 62488 22.42% 2.008%
8 8.819 1012 1018 1027 rBB 51693 84508 30.32% 2.715%
9 9.289 1091 1098 1105 rBB 40675 71402 25.62% 2.294%
10 9.372 1108 1112 1117 rBB3 1045 1612 0.58% 0.052%
11 10.006 1215 1220 1227 rBB2 34449 60743 21.80% 1.952%
12 10.547 1306 1312 1319 rBB 47383 82631 29.65% 2.655%
13 10.935 1370 1378 1388 rBB 57924 101026 36.25% 3.246%
14 11.070 1394 1401 1407 rBB2 10508 18159 6.52% 0.583%
15 14.131 1916 1922 1927 rBV 102469 140894 50.56%  4.527%
16 14.178 1927 1930 1936 rVB 35745 47566 17.07% 1.528%
17 14.430 1967 1973 1980 rVB 104280 161659 58.01% 5.194%
18 14.607 1999 2003 2007 rBB 4093 4561 1.64% 0.147%
19 14.736 2019 2025 2031 rBB2 83364 133574 47.93%  4.292%
20 14.912 2049 2055 2066 rBvY 51452 80676 28.95% 2.592%
21 15.047 2075 2078 2085 rBB 568 885 0.32% 0.028%
22 15.224 2102 2108 2111 rBB 1108 1512 0.54% 0.049%
23 15.506 2152 2156 2161 rBB 666 1020 0.37% 0.033%
24 15.553 2161 2164 2169 rBvY 8325 9875 3.54% 0.317%
25 15.723 2186 2193 2199 rBB 132416 204217 73.28% 6.562%
26 15.829 2206 2211 2218 rBB 51195 70084 25.15% 2.252%
27 15.958 2227 2233 2237 rBV2 3114 5089 1.83% 0.164%
28 15.999 2237 2240 2243 rVB 848 623 0.22% 0.020%
29 16.058 2248 2250 2254 rVB2 945 888 0.32% 0.029%
30 16.105 2255 2258 2263 rBB 932 1046 0.38% 0.034%
31 16.175 2268 2270 2273 rBB 1503 1200 0.43% 0.039%
32 16.416 2306 2311 2318 rBV2 8884 14251 5.11% 0.458%
33 16.469 2318 2320 2324 rVB 640 851 0.31% 0.027%
34 16.757 2365 2369 2370 rBvY 908 1018 0.37% 0.033%
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LSC Area Percent Report

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

Data File : BG021314.D

Acg On : 5 Mar 2016 20:33 Instrument :
Operator : UM/SJ BNA_G
Sample - H1650-14 ClientSampleld :
Misc : MS-DS-B140
ALS Vial : 10 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 16.916 2393 2396 2400 rBV 744 1099 0.39% 0.035%
36 16.992 2406 2409 2412 rBB 891 731 0.26% 0.023%
37 17.204 2441 2445 2450 rVvVv 4237 5122 1.84% 0.165%
38 17.257 2450 2454 2456 rVB2 1689 1839 0.66% 0.059%

39 17.468 2483 2490 2497 rBV2 108733 163403 58.63% 5.250%
40 17.568 2501 2507 2515 rBV 157646 229443 82.33% 7.372%

41 17.873 2555 2559 2562 rBVY 412 602 0.22% 0.019%
42 17.944 2565 2571 2573 rVB 1786 2168 0.78% 0.070%
43 18.332 2633 2637 2648 rVV 22375 31856 11.43% 1.024%
44 18.408 2648 2650 2656 rVV3 793 985 0.35% 0.032%
45 18.761 2707 2710 2712 rVB2 885 800 0.29% 0.026%
46 19.190 2781 2783 2786 rBVY 549 626 0.22% 0.020%
47 19.401 2816 2819 2821 rBV 490 751 0.27% 0.024%
48 19.454 2826 2828 2829 rVV 1097 616 0.22% 0.020%
49 19.477 2829 2832 2836 rVB2 1522 2289 0.82% 0.074%
50 19.542 2841 2843 2845 rBV 798 797 0.29% 0.026%
51 19.595 2849 2852 2860 rBv4 9981 12886 4.62% 0.414%
52 19.654 2860 2862 2868 rVB3 808 1256 0.45% 0.040%
53 19.736 2872 2876 2877 rBV2 959 1054 0.38% 0.034%
54 19.842 2888 2894 2901 rBV2 198789 278682 100.00% 8.954%
55 19.942 2907 2911 2914 rBV3 915 994 0.36% 0.032%
56 19.971 2914 2916 2918 rVB2 801 637 0.23% 0.020%
57 20.036 2924 2927 2929 rVB 1019 865 0.31% 0.028%
58 20.276 2967 2968 2972 rBV3 972 785 0.28% 0.025%
59 20.323 2972 2976 2977 rBV4 1598 1635 0.59% 0.053%
60 20.376 2984 2985 2990 rBV3 899 1020 0.37% 0.033%
61 20.641 3028 3030 3032 rBV2 725 821 0.29% 0.026%
62 20.694 3037 3039 3040 rVvv2 917 680 0.24% 0.022%
63 20.717 3040 3043 3045 rVv3 1020 1073 0.39% 0.034%
64 20.846 3061 3065 3066 rvv4 1561 2005 0.72% 0.064%
65 21.170 3119 3120 3124 rBvV4 921 1367 0.49% 0.044%
66 21.222 3127 3129 3131 rBV3 1425 1311 0.47% 0.042%
67 21.352 3146 3151 3165 rBV2 39926 74217 26.63% 2.385%
68 21.728 3209 3215 3222 rVB 121631 194942 69.95% 6.264%
69 22.027 3264 3266 3268 rVB3 1512 848 0.30% 0.027%
70 22.509 3346 3348 3352 rBV5 1675 2030 0.73% 0.065%
71 23.202 3458 3466 3472 rBV5 13549 28886 10.37% 0.928%
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LSC Area Percent Report

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

Data File : BG021314.D

Acg On : 5 Mar 2016 20:33 Instrument :
Operator : UM/SJ BNA_G

Sample - H1650-14 ClientSampleld :
Misc : MS-DS-B140
ALS Vial : 10 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 23.408 3496 3501 3506 rVB 9324 15442 5.54% 0.496%
73 23.637 3539 3540 3542 rBV2 1187 758 0.27% 0.024%
74 23.696 3547 3550 3553 rvv4 1407 1708 0.61% 0.055%
75 23.778 3562 3564 3566 rBV3 1367 942 0.34% 0.030%
76 24.019 3601 3605 3610 rVB6 2823 5570 2.00% 0.179%

77 24.754 3720 3730 3743 rVB 97496 255204 91.58% 8.200%
78 24.977 3759 3768 3780 rVB2 69219 181753 65.22% 5.840%

79 25.341 3826 3830 3831 rBV3 1948 2008 0.72% 0.065%
80 25.987 3938 3940 3943 rVB2 1440 1688 0.61% 0.054%
81 26.023 3943 3946 3948 rBV3 1623 1949 0.70% 0.063%
82 26.111 3955 3961 3968 rVBS 5146 12018 4.31% 0.386%
83 26.234 3975 3982 3983 rBV6 4363 8552 3.07% 0.275%
84 26.804 4077 4079 4081 rBV3 1119 738 0.26% 0.024%
85 26.939 4100 4102 4103 rBV2 1395 873 0.31% 0.028%
86 27.145 4135 4137 4141 rBV5 1229 1251 0.45% 0.040%
87 27.445 4186 4188 4189 rBV2 1761 1140 0.41% 0.037%
88 27.462 4189 4191 4192 rBV2 2520 2105 0.76% 0.068%
89 27.533 4201 4203 4204 rBV2 1856 1080 0.39% 0.035%
90 28.250 4323 4325 4327 rBV3 1298 1048 0.38% 0.034%
91 28.532 4371 4373 4376 rBV3 1138 1318 0.47% 0.042%
92 29.172 4481 4482 4484 rBV2 1333 786 0.28% 0.025%
93 29.395 4519 4520 4521 rBV 1254 797 0.29% 0.026%
94 29.595 4553 4554 4557 rBV2 1990 1978 0.71% 0.064%
95 30.670 4735 4737 4740 rBV4 1652 1846 0.66% 0.059%
96 30.799 4757 4759 4760 rBV 1059 635 0.23% 0.020%
97 31.046 4799 4801 4802 rBV2 1227 663 0.24% 0.021%
98 31.716 4913 4915 4917 rBV2 1789 1615 0.58% 0.052%
99 31.751 4917 4921 4922 rBvV4 1271 1611 0.58% 0.052%
100 32.010 4961 4965 4966 rBV5 2044 1952 0.70% 0.063%
Sum of corrected areas: 3112204
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\
Data File : BG021314.D

Acq On : 5 Mar 2016 20:33

Operator : UM/SJ

Sample : H1650-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG030316.M

Quant Title SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG021314.D

150000

100000

10.93
8.82
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Time--> 300 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 1050 11.00 1150 12.00 12.50
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't

Abundance TIC: BG021314.D
19.84
17.57
150000
15.72 21.73
4
14.134.43 1747
100000
14.74
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50000 21.35
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Abundance TIC: BG021314.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030516\
Data File : BG021314.D

Acq On : 5 Mar 2016 20:33

Operator : UM/SJ

Sample : H1650-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG030316.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 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.33 3.90 ng/ul 31856 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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2637 (18.332 min): BG021314.D (-2633) (-) m/z 73.00 100.00%
60 7B
43
5000
129 013
8 115 157171185199 7" 207 256 18.00 18.20 18.40 18.60
0 m/z 60.00 83.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73 1
5000 TTTTTTT T T T T T T T T
18.00 18.20 18.40 18.60
m/z 43.00 73.62%
0 Il o \ H H\ 8 ;151%9143157171185199213227239 2?6
m/z--> ﬁo Jo 80 160 120 150 1éo 180 200 220 240 260
Abundance
43 o 73
18.00 18.20 18.40 18.60
5000{ 29 m/z 55.00 68.81%
129
85 256
. 98 115 143157171185199213227239
m/z--> ﬁo Jo éo éo 160 150 1&0 160 180 200 220 240 260 I
Abundance #75071: Tetradecanoic acid e
60 78 18.00 18.20 18.40 18.60
43 m/z 57.00 66.78%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| H SN S y I ——
m/z--> 20 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 : BG021314.D

Acq On : 5 Mar 2016 20:33

Operator : UM/SJ

Sample : H1650-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG030316.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 2 Bromoacetic acid, octadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.35 7.61 ng/ul 74217 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 1-Nonadecanol 284 C19H400 001454-84-8 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 3151 (21.352 min): BG021314.D (-3146) (-) m/z 43.00 100.00%
4Bl
97
5000
125 0o 207 281 355 21.00 21.20 21.40 21.60
N — et Tm/z 57.00  99.25%
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97
5000 L SR SN B SUMLEE B
21.00 21.20 21.40 21.60
121 m/z 55.00 98.22%

250
oL .“. LMI\ \“H H‘\ H‘ H‘\ M‘H M .1.8‘1. T I2I2‘4} : r —— |29|7| ——
m/z--> 50 200 250 300 350
Abundance

43 83

21.00 21.20 21.40 21.60

5000 m/z 69.00 80.41%
111
oL18 65 139 168 106 238 266
T o e
mz--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- .
7 21.00 21.20 21.40 21.60
83 m/z 83.00 T77.72%
5000
29 111
0 | J . L 1139 167 196 224 252 280
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
mz--> 50 100 150 200 250 300 350 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 : BG021314.D

Acq On : 5 Mar 2016 20:33

Operator : UM/SJ

Sample : H1650-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG030316.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 3 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.20 2.96 ng/ul 28886 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 60
2 9-Octadecenamide, (Z2)- 281 C18H35NO0 000301-02-0 50
3 Tetradecanamide 227 C14H29NO 000638-58-4 38
4 3-Tetradecanol 214 C14H300 001653-32-3 35
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 30
Abundance Scan 3466 (23.202 min): BG021314.D (-3458) (-) m/z 59.00 100.00%
59
41
5000
|| 22:80 23.00 23.20 23.40 23.60
Obrrrprrrr it m/z 55.00 72 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
22.80 23.00 23.20 23.40 23.60
m/z 72.00 68.21%
m/z--> 26 45 éo 85 100 150 140 160 180 200 220 240 2éo 280
Abundance
59
22:80 23.00 23.20 23.40 23.60
5000 m/z 41.00 56 .69%

41

140154168 184108 222238 264 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74437: Tetradecanamide
59 22.80 23.00 23.20 23.40 23.60
m/z 57.00 54 _.55%
5000
41
oL 2 ‘ i %6100114128142156170184198 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BG021314.D

Acq On : 5 Mar 2016 20:33

Operator : UM/SJ

Sample : H1650-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG030316.M
Quant Title : 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 18.33 3.9 ng/ul 31856 4 17.47 163403 20.0
Bromoacetic acid,... 21.35 7.6 ng/ul 74217 5 21.73 194942 20.0
9-Octadecenamide, ... 23.20 3.0 ng/ul 28886 5 21.73 194942 20.0
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