LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014127.D

Aca On : 02 Feb 2018 23:21

Operator : SJ/JU

Sample : J1355-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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 M\METHODS\SOM-EPA-BM013118.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 3.116 19 22 25 rBv2 27919 32861 1.09% 0.101%
2 6.740 633 638 653 rBV 427727 817442 27.07% 2.518%
3 6.898 660 665 678 rBV 330949 534288 17.69% 1.646%
4 7.087 691 697 707 rBV 503668 828433 27.43% 2.552%
5 7.551 770 776 788 rBV 391106 663810 21.98% 2.045%
6 8.269 891 898 917 rBV 548791 1009043 33.41% 3.108%
7 8.710 966 973 988 rBV 490121 883006 29.24% 2.720%
8 9.104 1035 1040 1044 rVB 21423 31720 1.05% 0.098%
9 9.428 1088 1095 1109 rBV 415022 779606 25.81% 2.401%
10 9.963 1180 1186 1201 rBV 577624 1075732 35.62% 3.313%

11 10.322 1240 1247 1254 rBV 541954 899360 29.78% 2.770%
12 10.481 1267 1274 1285 rBV 442706 930558 30.81% 2.866%
13 13.627 1802 1809 1814 rBV 1141858 1650821 54.66% 5.085%
14 13.674 1814 1817 1836 rVB 185861 331622 10.98% 1.021%
15 13.898 1847 1855 1869 rBV 1358446 1967439 65.15% 6.060%

16 14.110 1885 1891 1897 rBV2 51383 77907 2.58% 0.240%
17 14.210 1900 1908 1916 rVvVv3 774201 1215106 40.24% 3.743%
18 14.457 1945 1950 1965 rBV3 167164 474504 15.71% 1.462%
19 14.733 1993 1997 2005 rVB6 19430 34075 1.13% 0.105%
20 15.069 2050 2054 2060 rVB2 74413 99071 3.28% 0.305%

21 15.210 2072 2078 2095 rVB 1616699 2370919 78.51% 7.303%
22 15.363 2098 2104 2116 rBV 273269 538999 17.85% 1.660%

23 15.457 2116 2120 2129 rVB9 27007 65410 2.17% 0.201%
24 15.939 2197 2202 2209 rVB 60449 101345 3.36% 0.312%
25 16.727 2331 2336 2340 rBvV 34811 48854 1.62% 0.150%

26 16.962 2370 2376 2384 rBV 1097546 1483852 49.13% 4_570%
27 17.062 2387 2393 2406 rVV 1751672 2593244 85.87% 7.987%
28 17.874 2525 2531 2541 rBV 310826 524126 17.36% 1.614%
29 19.009 2720 2724 2727 rBV3 31145 46027 1.52% 0.142%
30 19.162 2745 2750 2758 rBV3 188567 311972 10.33% 0.961%

31 19.262 2763 2767 2772 rVB3 20167 36355 1.20% 0.112%
32 19.368 2779 2785 2793 rBV 2206114 2988162 98.95% 9.204%
33 20.886 3039 3043 3053 rBvV 333750 502350 16.63% 1.547%
34 21.168 3086 3091 3101 rBV 1235279 1818488 60.22% 5.601%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014127.D

Aca On : 02 Feb 2018 23:21

Operator : SJ/JU

Sample : J1355-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

35 23.209 3432 3438 3450 rVB2 1653108 3019979 100.00% 9.302%

36 23.350 3456 3462 3469 rVB 868642 1679862 55.62% 5.174%

Sum of corrected areas: 32466348
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014127.D

Aca On - 02 Feb 2018 23:21

Operator : SJ/JU

Sample : J1355-13

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014127.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014127.D

Aca On : 02 Feb 2018 23:21

Operator : SJ/JU

Sample : J1355-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1
R.T. EstConc Area Relative to ISTD R.T.
17.87 7.06 ng/ul 524126 Phenanthrene-d10 16.96
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 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
Abundance Scan 2530 (17.868 min): BM014127.D (-2525) (-) m/z 73.05 100.00%
41.0 73.0
5000 129.1 2132
1412 157-118|5-2 25?-3 s55 '17.60 17.80 18.00 18.20
o NP OV N Y N . - m/z 41.05 88.00%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
17.60 17.80 18.00 18.20
Hgm 157.0 15502130 256.0 m/z 60.00 84.36Y%
o I hl‘\ .H““. \\h\l‘\ ﬁ‘”“.“l I\ ; .‘ .‘. ] .‘ —— I“' ——
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
'17.60 17.80 18.00 18.20
5000 256.0 m/z 55.10 82.98%
129.0
213.0
101.0 157.0 185.0
O T T T T T T T T
m/z--> 55 160 1%0 200 2%0 360 3éo
Abundance #72647: Tridecanoic acid
73.0 17.60 17.80 18.00 18.20
43.0 m/z 43.10 80.70%
5000 129.0
171.0
‘ ‘99.0 ‘ 214.0
0! IH" II‘II \I‘mlk ;h\lnl .‘ ML .‘.‘. .“. — ——
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014127.D

Aca On : 02 Feb 2018 23:21

Operator : SJ/JU

Sample : J1355-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.16 3.43 ng/ul 311972 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2750 (19.162 min): BM014127.D (-2745) (-) m/z 41.05 100.00%

410 73.0

5000

18.80 19.00 19.20 19.40
m/z 43.10 96.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid

43.0

5000
18.80 19.00 19.20 19.40
m/z 73.00 92 .80%
NI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 , 73.0
R EEEE R R e R
18.80 19.00 19.20 19.40
5000 129.0 m/z 57.10 83.23%
or.0 185.0
: 241.0 284.0
157.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0 18.80 19.00 19.20 19.40
43.0 m/z 60.10 82.35%
129.0
5000 284.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014127.D

Aca On : 02 Feb 2018 23:21

Operator : SJ/JU

Sample : J1355-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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: Cyclic20.89 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.89 5.52 ng/ul 502350 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3044 (20.892 min): BM014127.D (-3039) (-) m/z 43.05 100.00%

43.0, 83.1

5000
25.2
168.1 2939 281.0 341.0 200.9 20.60 20.80 21.00 21.20
0 m/z 57.05 95.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
5000
20.60 20.80 21.00 21.20
m/z 55.10 93.06%
JLzzo) || \\H i \ 1390 1820 2230 280.0
T
m/z--> 0 100 150 200 250 300 350 400
Abundance
43.0 83.0
20.60 20.80 21.00 21.20
5000 m/z 83.10 91.56%
125.0
o 167.0 210.0 280.0
L B o o e e e e B L B e o e B o LA B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 97.0 20.60 20.80 21.00 21.20

m/z 69.05 89.48%

5000
39.0
ol1o [ A 1) | 17}, 181.0 2220 2640 308.0

m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. 00 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_M\DATA\BM020218\
Data File : BM014127.D

Acq On : 02 Feb 2018 23:21

Operator : SJ/JU

Sample - J1355-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.87 7.1 ng/ul 524126 4 16.96 1483850 20.0
Octadecanoic acid 19.16 3.4 ng/ul 311972 5 21.17 1818490 20.0
(DEL) Alkane: Cyc... 20.89 5.5 ng/ul 502350 5 21.17 1818490 20.0
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