LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013252.D

Aca On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample : 16719-13

Misc :

ALS Vial : 14 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-BM113017.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 3.240 23 26 33 rvB 51050 70573 1.55% 0.128%
2 6.881 636 645 655 rBV 997374 1770663 38.89% 3.208%
3 7.040 665 672 680 rBV 778511 1155648 25.38% 2.094%
4 7.234 698 705 712 rBVY 1086858 1680586 36.91% 3.045%
5 7.698 777 784 791 rBV 863261 1353250 29.72% 2.452%
6 8.404 897 904 913 rBVY 1279567 2033774 44.67% 3.684%
7 8.851 973 980 988 rBV 952821 1597561 35.09% 2.894%
8 9.569 1094 1102 1113 rBV 878191 1446196 31.77% 2.620%
9 10.104 1186 1193 1203 rBV 1292439 2102548 46.18% 3.809%
10 10.481 1249 1257 1264 rBVY 1072812 1765561 38.78% 3.199%

11 10.616 1272 1280 1290 rBV 1093065 1913750 42.04% 3.467%
12 13.757 1807 1814 1818 rBV 1884683 2674232 58.74% 4._.845%
13 13.798 1818 1821 1830 rVB 732999 998820 21.94% 1.810%
14 14.033 1851 1861 1868 rBV 2251120 3353483 73.66% 6.075%
15 14.186 1881 1887 1893 rBV2 48806 105948 2.33% 0.192%

16 14.245 1893 1897 1901 rVB 72623 94220 2.07% 0.171%
17 14.339 1906 1913 1922 rVB2 1401970 2150797 47.24% 3.896%
18 14.551 1940 1949 1961 rBV 779230 1250276 27.46% 2.265%
19 15.145 2047 2050 2056 rBV 50757 72328 1.59% 0.131%
20 15.204 2056 2060 2066 rVB2 79874 98320 2.16% 0.178%

21 15.339 2076 2083 2089 rBV 2655044 3779090 83.01% 6.846%
22 15.463 2098 2104 2117 rVB 682926 942859 20.71% 1.708%

23 15.580 2117 2124 2127 rBV5 35468 62959 1.38% 0.114%
24 16.063 2202 2206 2214 rVB2 62471 97926 2.15% 0.177%
25 16.857 2336 2341 2345 rBV3 51190 74856 1.64% 0.136%

26 17.086 2373 2380 2387 rBV2 1731664 2529904 55.57% 4._.583%
27 17.186 2391 2397 2406 rVB 2845513 4046186 88.87% 7.330%

28 17.598 2462 2467 2471 rBvV4 37089 52542 1.15% 0.095%
29 17.992 2529 2534 2544 rBV 495331 674473 14.81% 1.222%
30 19.121 2721 2726 2730 rBV3 47889 87621 1.92% 0.159%

31 19.274 2747 2752 2760 rBV 258522 381562 8.38% 0.691%
32 19.368 2765 2768 2773 rVB 34369 56087 1.23% 0.102%
33 19.486 2782 2788 2794 rBV 3401008 4552697 100.00% 8.248%
34 20.997 3041 3045 3052 rBvV 334999 432996 9.51% 0.784%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013252.D

Aca On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample : 16719-13

Misc :

ALS Vial : 14 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-BM113017 .M
SVOA CALIBRATION

35 21.274 3087 3092 3100 rBV 2117512 2716695 59.67% 4.922%
36 23.368 3442 3448 3458 rVB2 2443198 4497927 98.80% 8.149%
37 23.509 3466 3472 3480 rVB 1371488 2523559 55.43% 4.572%

Sum of corrected areas: 55198473
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013252.D

Aca On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample : 16719-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013252.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013252.D

Aca On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample : 16719-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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.
17.99 5.33 ng/ul 674473 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2534 (17.992 min): BM013252.D (-2529) (-) m/z 73.00 100.00%
73.0
5000 “
129.0
1711 2132
93.0 : 256.3 17.60 17.80 18.00 18.20 18.40
o JWM%J%WM m/z 41.05 76.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid

60.0

5000 129.0 L e i B e R
85.0 17. 60 17. 80 18. OO 18 20 18. 40
0,
‘ 157.0 185.0 213.0 256.0 m/Z 43.05 70.24%
o T WLJ“ﬂWL”pr””“”.””.”.””.”w“

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

-

%

Abundance
73.0
e e S AR
43.0 17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 60.00 69.83%
171.0
990 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72646: Tridecanoic acid ma e e e  RRERE e
43.0 73.0 17.60 17.80 18.00 18.20 18.40
' m/z 55.00 69.17%
5000
‘ 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013252.D

Aca On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample : 16719-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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.
19.27 2.81 ng/ul 381562 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2751 (19.268 min): BM013252.D (-2747) (-) m/z 43.05 100.00%
>0 A/\I\ML/M
119.00 19.20 19.40 19.60
(o} m/z 41.05 94 .59Y%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 SRR SN BN B
185.0 241.0 19.00 19.20 19.40 19.60
m/z 73.00 89.97%
93.0 157.0 ‘ 213.0
o L. M\Iml ‘.“ ‘.. .“ L ‘I o ..‘ ‘. I\ — .‘ —
m/z--> 50 100 150 200 250 300
Abundance
43.0 73.0
119.00 19.20 19.40 19.60
5000 129.0 m/z 59.95 84.12%
o 185.0 2410 284.0
0 15.0 ! 157.0 213.0
m/z--> 55 160 1éo 200 2%0 360 '
Abundance #131261: Octadecanoic acid
43.0,,73.0 19.00 19.20 19.40 19.60
m/z 57.05 82.43%
5000 129.0
oo 1850 2410 2840
‘ LJMIH‘315WOJILI\2}3PH | S I et b
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013252.D

Aca On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample : 16719-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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 1-Heneicosanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.00 3.19 ng/ul 432996 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Fumaric acid. 2-chloropropvl dod... 360 C19H33Cl104 1000348-57-0 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 3045 (20.997 min): BM013252.D (-3041) (-) m/z 55.10 100.00%
581 o ¢
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LRI SR SN
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oA kL ,l et oo b 22 0306:2 4299 47635165 /g3 10 88.34%
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120717\
Data File : BM013252.D

Acq On : 07 Dec 2017 20:27

Operator : SJ/JU

Sample - 16719-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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 17.99 5.3 ng/ul 674473 4 17.09 2529900 20.0
Octadecanoic acid 19.27 2.8 ng/ul 381562 5 21.27 2716700 20.0
1-Heneicosanol 21.00 3.2 ng/ul 432996 5 21.27 2716700 20.0
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