LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014409.D

Aca On : 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

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-BM021418.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 3.793 132 137 143 rvVB2 31135 50267 1.64% 0.172%
2 6.722 629 635 652 rvv2 259659 550483 18.00% 1.882%
3 6.869 653 660 672 rVB 227090 390515 12.77% 1.335%
4 7.057 685 692 705 rBV 328764 581074 19.00% 1.986%
5 7.516 764 770 780 rVB 255795 434712 14.21% 1.486%
6 8.245 886 894 908 rBV2 396467 793482 25.94% 2.713%
7 8.675 960 967 982 rBV 360741 658379 21.52% 2.251%
8 9.392 1083 1089 1104 rBv2 319538 616114 20.14% 2.106%
9 9.934 1173 1181 1193 rBV 381653 779294 25.48% 2.664%
10 10.286 1234 1241 1252 rVB 430963 715677 23.40% 2.447%

11 10.451 1260 1269 1284 rBV 351302 819499 26.79% 2.802%
12 13.598 1798 1804 1809 rBV 1052476 1496156 48.91% 5.115%
13 13.645 1809 1812 1821 rVB 165844 250743 8.20% 0.857%
14 13.863 1842 1849 1862 rBV 1132822 1701886 55.64% 5.818%
15 14.080 1880 1886 1891 rBV 31197 43961 1.44% 0.150%

16 14.174 1894 1902 1912 rBV2 690279 1086408 35.52% 3.714%
17 14.451 1943 1949 1964 rBvV2 206839 613293 20.05% 2.097%
18 15.039 2044 2049 2053 rBV2 45539 59826 1.96% 0.205%
19 15.180 2067 2073 2083 rBV 1399456 2067920 67.60% 7.070%
20 15.345 2096 2101 2111 rBV 360086 618743 20.23% 2.115%

21 15.433 2111 2116 2122 rVBS8 25234 54361 1.78% 0.186%
22 15.904 2191 2196 2203 rBV3 45245 72699 2.38% 0.249%
23 16.939 2363 2372 2380 rBvV 977434 1411842 46.16% 4.827%
24 17.039 2382 2389 2401 rVV 1651394 2390514 78.15% 8.172%
25 17.845 2521 2526 2537 rBV2 280102 478346 15.64% 1.635%

26 18.986 2715 2720 2724 rBV6 44062 79723 2.61% 0.273%
27 19.015 2724 2725 2732 rVB7 26366 40977 1.34% 0.140%
28 19.139 2740 2746 2758 rBV3 104827 204674 6.69% 0.700%
29 19.345 2775 2781 2788 rBV 2070659 2807134 91.77% 9.597%
30 19.415 2789 2793 2798 rVB6 51240 95070 3.11% 0.325%

31 20.233 2928 2932 2935 rBV6 22142 35250 1.15% 0.121%
32 20.868 3036 3040 3045 rBvV 510981 648407 21.20% 2.217%
33 21.150 3083 3088 3097 rBV 1344239 1838597 60.11% 6.286%
34 23.192 3429 3435 3441 rVB2 1759970 3058841 100.00% 10.457%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014409.D

Aca On : 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

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-BM021418_.M
SVOA CALIBRATION

35 23.327 3452 3458 3466 rVB 923637 1706390 55.79% 5.834%

Sum of corrected areas: 29251257
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014409.D

Aca On - 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

OQuant Method : Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM014409.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014409.D

Aca On : 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.84 6.78 ng/ul 478346 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2525 (17.839 min): BM014409.D (-2521) (-) m/z 73.00 100.00%
73
41
55

5000

256 o5 17.60 17.80 18.00 18.20
m/z 41.05 72.69%

213

143 171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256

17.60 17.80 18.00 18.20

213 m/z 55.10 64 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
17.60 17.80 18.00 18.20
5000 129 m/z 60.00 61.08%
83 97
115 157171185 213 256
143 199 | 22754
mmm_mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid T AT R e
43 73 17.60 17.80 18.00 18.20

m/z 43.10 60.34%

17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014409.D

Aca On : 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.14 2.23 ng/ul 204674 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 74
Abundance Scan 2746 (19.139 min): BM014409.D (-2740) (-) m/z 41.05 100.00%
Qo 4
5000
18.80 19.00 19.20 19.40
m/z 43.05 86.20%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 LA IR BN S
18.80 19.00 19.20 19.40
o7 185 il oas m/z 73.05 82.55%
N -“N‘ il »H'I le 1 |15|7|\ L ‘.2(‘)-7- N .‘ . .\. S
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 60.10 80.95%
97 185 oa1 284
m/z--> §o 160 150 200 2%0 300 3%0
Abundance #131260: Octadecanoic acid
43 18.80 19.00 19.20 19.40
m/z 55.10 76.95%
5000
129 284
“ 185 241
||L Ui IHH\I\ |‘15‘|7|‘|‘|‘|2}3|‘||‘ J?6|6|| —— . T T T T
m/z--> 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014409.D

Aca On : 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 4 (DEL) Alkane: Cyclic20.87 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.87 7.05 ng/ul 648407 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94

Abundance Scan 3040 (20.868 min): BM014409.D (-3036) (-) m/z 55.10 100.00%

5000

:

] , llll
139 177 224249 280 357 20.60 20.80 21.00 21.20
BN i b ey 200305 o7 402429 A5 "m/z 43.05  94.28%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
5000 LA L L L L L LB
20 60 20. 80 21. 00 21 20
29 111 m/z 57.10 83.60%
110 \\“ ‘\ \ 139 167 196 223 252 260
] e
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
57 83
R ARE e AR RERR
20.60 20.80 21.00 21.20
5000 11 m/z 83.05 82.33%
139

167 196222 266 294 322

m/z--> 0 50 100 150 200 250 300 350 400 450

BEE

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57 20.60 20.80 21.00 21.20
83 m/z 41.10 77.71%
5000 111
29
\P39 182210  ps5 356
m/z--> 0 50 100 150 200 250 300 350 400 450 20 60 20. 80 21. 00 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022818\
Data File : BM014409.D

Acq On : 28 Feb 2018 19:31

Operator : SJ/JU

Sample : J1679-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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 17.84 6.8 ng/ul 478346 4 16.94 1411840 20.0
Octadecanoic acid 19.14 2.2 ng/ul 204674 5 21.15 1838600 20.0
(DEL) Alkane: Cyc... 20.87 7.0 ng/ul 648407 5 21.15 1838600 20.0
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