LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110918\
Data File : BM017579.D

Acq On : 08 Nov 2018 22:48

Operator : MJ/SJ

Sample - J5834-06

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.205 34 37 44 rVB 43043 58227 0.79% 0.083%
2 3.469 79 82 95 rBvV 61175 115596 1.56% 0.165%
3 3.899 152 155 159 rBV5 5651 10714 0.14% 0.015%
4 4.793 301 307 309 rBv4 5260 10544 0.14% 0.015%
5 5.775 469 474 484 rVBY 4617 12039 0.16% 0.017%
6 6.804 643 649 663 rBv2 802153 1584560 21.42% 2.259%
7 6.969 671 677 688 rBY 693356 1039543 14.05% 1.482%
8 7.157 702 709 722 rBVY 855729 1395430 18.86% 1.989%
9 7.622 781 788 797 rBV 873289 1404391 18.99% 2.002%
10 7.687 797 799 806 rVB5 8532 14350 0.19% 0.020%

11 8.328 901 908 920 rBV 994325 1685266 22.78% 2.402%
12 8.775 976 984 997 rBV 836504 1414126 19.12% 2.016%
13 9.175 1042 1052 1056 rBV3 11969 20425 0.28% 0.029%
14 9.486 1097 1105 1119 rBV 706320 1213769 16.41% 1.730%
15 10.022 1189 1196 1221 rBV 946545 1808785 24.45% 2.578%

16 10.392 1251 1259 1268 rBV 1259051 2095972 28.34% 2.987%
17 10.539 1276 1284 1310 rBV 856171 1884981 25.48% 2.687%

18 11.210 1393 1398 1401 rBv4 3819 7461 0.10% 0.011%
19 12.010 1530 1534 1546 rBV3 12015 28014 0.38% 0.040%
20 12.874 1675 1681 1686 rBV7 6593 12573 0.17% 0.018%

21 13.686 1812 1819 1823 rBV 1949980 2958148 39.99%% 4.216%
22 13.727 1823 1826 1835 rVV 516886 795846 10.76% 1.134%
23 13.786 1835 1836 1842 rVB5 6368 8686 0.12% 0.012%
24 13.951 1857 1864 1878 rBV 2204094 3412250 46.13% 4._.864%
25 14.263 1910 1917 1929 rBV2 2015442 2935102 39.68% 4.183%

26 14.386 1935 1938 1945 rVB4 4275 7716 0.10% 0.011%
27 14.486 1949 1955 1985 rBV 575586 1385153 18.73% 1.974%
28 15.068 2050 2054 2057 rBV3 7028 9691 0.13% 0.014%
29 15.104 2057 2060 2062 rVvVv 9837 11401 0.15% 0.016%

30 15.263 2079 2087 2100 rBV 3079810 4483696 60.61% 6.391%

31 15.398 2103 2110 2119 rBV 929305 1413769 19.11% 2.015%

32 15.504 2125 2128 2135 rVB2 38006 57094 0.77% 0.081%
33 15.698 2155 2161 2165 rBV5 4879 9055 0.12% 0.013%
34 15.839 2179 2185 2186 rBv4 4948 7637 0.10% 0.011%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110918\
Data File : BM017579.D

Acq On : 08 Nov 2018 22:48

Operator : MJ/SJ

Sample - J5834-06

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_.M
Title = SVOA CALIBRATION

35 15.992 2208 2211 2214 rBV5 7897 9007 0.12% 0.013%
36 16.810 2344 2350 2354 rBV4 12241 21803 0.29% 0.031%

37 17.015 2379 2385 2395 rVV2 2706403 3793138 51.28% 5.406%
38 17.115 2395 2402 2415 rBV 3412174 5030907 68.01% 7.171%
39 17.527 2469 2472 2475 rVB3 6034 8248 0.11% 0.012%
40 17.927 2534 2540 2549 rBV2 288428 472865 6.39% 0.674%

41 18.004 2551 2553 2556 rVB 14294 13597 0.18% 0.019%
42 18.215 2585 2589 2594 rBV5 12353 19888 0.27% 0.028%
43 18.856 2695 2698 2703 rBV5 17315 26116 0.35% 0.037%

44 19.056 2728 2732 2737 rBY 55920 100103 1.35% 0.143%
45 19.215 2754 2759 2768 rBV3 104477 179248 2.42% 0.255%

46 19.303 2771 2774 2779 rVB 34668 50381 0.68% 0.072%
47 19.421 2787 2794 2801 rBV 4531425 6230520 84.23% 8.880%
48 19.480 2802 2804 2810 rVB4 38355 49364 0.67% 0.070%
49 19.980 2886 2889 2894 rVB2 50519 60053 0.81% 0.086%

50 20.474 2970 2973 2977 rBV 100484 115209 1.56% 0.164%

51 20.939 3048 3052 3067 rBV 514844 737265 9.97% 1.051%
52 21.215 3094 3099 3113 rBV 4022145 5392396 72.90% 7.686%
53 21.380 3123 3127 3131 rBV 179301 192495 2.60% 0.274%
54 21.803 3196 3199 3206 rBV 188908 265963 3.60% 0.379%
55 22.256 3272 3276 3284 rBV 365187 482583 6.52% 0.688%

56 22.750 3357 3360 3365 rVB 286415 375192 5.07% 0.535%
57 23.274 3442 3449 3462 rBV 3836080 7397101 100.00% 10.543%

58 23.409 3466 3472 3483 rVB 2720071 5285019 71.45% 7.533%
59 23.927 3556 3560 3568 rVB 307405 539104 7.29% 0.768%

Sum of corrected areas: 70159575
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BM110918\

BM017579.D

08 Nov 2018 22:48

MJ/SJ

J5834-06

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

(o]

Abundance TIC: BM017579.D
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SOM-EPA-BM102418MA_M Fri Nov 09 17:40:41 2018

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110918\
Data File : BM017579.D

Acq On : 08 Nov 2018 22:48

Operator : MJ/SJ

Sample - J5834-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.93 2.49 ng/ul 472865 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2540 (17.927 min): BM017579.D (-2534) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 115 213 )| e
143157171185 999 | 5o, 256 17.60 17.80 18.00 18.20
(o} m/z 43.05 93.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 44
5000
17.60 17.80 18.00 18.20
m/z 60.00 86.42%
0 1L \ H m 8 %15129143157171185199213227239 2‘?6
m/z--> 25 45 80 160 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 55.05 77.38%
129
213
98
) 115 143157171185 1o 22739
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 60 7 17.60 17.80 18.00 18.20
m/z 41.05 77.03%
5000 29
129
256
I \“H‘ A ﬁl‘l‘s 143157 171185109 1297539 |
m/z--> 2'0 4'0 80 100 120 14'10 160 180 200 220 240 2('30 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110918\
Data File : BM017579.D

Acq On : 08 Nov 2018 22:48

Operator : MJ/SJ

Sample - J5834-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_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 (DEL) Alkane: Cyclic20.94 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.94 2.73 ng/ul 737265 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
5 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 91

Abundance Scan 3052 (20.939 min): BM017579.D (-3048) (-) m/z 57.05 100.00%
g7
83
5000
111
3 139 20.60 20.80 21.00 21.20
o Al A7 165182 221 280269 205 341 m/z 43.05 89.75%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000
20.60 20.80 21.00 21.20
29 111 m/z 55.05 73.73%
ol | h‘ L | 1139 168 105 224 252
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 20.60 20.80 21.00 21.20
5000 m/z 83.10 58.96%
29 111
139 168 196 997 258
O T e e S e S e e T
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride
57 20.60 20.80 21.00 21.20
83 m/z 71.10 58.11%
5000 111
29 139 224
ol Ll bl Ty 367 196 %7 253271589307305
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110918\
Data File : BM017579.D

Acq On : 08 Nov 2018 22:48

Operator : MJ/SJ

Sample - J5834-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.93 2.04 ng/ul 539104 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3561 (23.933 min): BM017579.D (-3556) (-) m/z 57.10 100.00%
sl
5000 j\/\\
o 23.60 23.80 24.00 24.20
141 183 : : : :
o bbb | B 183 224 267 327 379 431 ak0 6T 6 Bow
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57
5000
23.60 23.80 24.00 24.20
99 m/z 43.05 58.37%
R vkt
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
23.60 23.80 24.00 24.20
5000 m/z 85.10 48 .55%
99
ol 26 141 183 221254
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R RS R R e
57 23.60 23.80 24.00 24.20
m/z 55.10 24 _.32%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 23160 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110918\
Data File : BM017579.D

Acq On : 08 Nov 2018 22:48

Operator : MJ/SJ

Sample - J5834-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102418MA_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 17.93 2.5 ng/ul 472865 4 17.02 3793140 20.0
(DEL) Alkane: Cyc... 20.94 2.7 ng/ul 737265 5 21.22 5392400 20.0
(DEL) Alkane: Str... 23.93 2.0 ng/ul 539104 6 23.41 5285020 20.0
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