LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012818\
Data File : BM013924.D

Aca On : 28 Jan 2018 16:16

Operator : SJ/JU

Sample : J1282-16

Misc :

ALS Vial : 6 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-BM011018.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 3.140 23 26 31 rvB3 31243 45330 1.54% 0.139%
2 3.752 126 130 137 rvVB 67759 93663 3.17% 0.287%
3 4.728 292 296 304 rBV2 63811 109083 3.70% 0.335%
4 6.769 636 643 657 rVB 484338 868662 29.43% 2.664%
5 6.928 663 670 682 rBV 410181 628939 21.31% 1.929%
6 7.116 695 702 711 rBV 581729 912960 30.93% 2.800%
7 7.581 774 781 792 rBV 597457 957234 32.43% 2.936%
8 8.292 895 902 913 rBV 617848 1030653 34.92% 3.161%
9 8.734 968 977 987 rBV 563296 941497 31.90% 2.888%
10 9.128 1039 1044 1050 rBvV2 51452 76815 2.60% 0.236%

11 9.451 1092 1099 1112 rBV 462835 815897 27.64% 2.503%
12 9.986 1184 1190 1205 rBV 632599 1143904 38.76% 3.509%
13 10.351 1244 1252 1262 rBV 763676 1232509 41.76% 3.780%
14 10.504 1270 1278 1291 rBV 513996 993930 33.68% 3.049%
15 13.651 1806 1813 1818 rBV 1142797 1576848 53.43% 4._.837%

16 13.698 1818 1821 1827 rVB2 153690 224995 7.62% 0.690%
17 13.922 1852 1859 1870 rBV 1276352 1863300 63.13% 5.715%
18 14.139 1891 1896 1900 rBv4 32163 47697 1.62% 0.146%
19 14.227 1904 1911 1925 rVB3 938761 1481060 50.18% 4.543%
20 14.474 1946 1953 1966 rBV3 211175 512115 17.35% 1.571%

21 15.092 2054 2058 2064 rVB2 46203 61596 2.09% 0.189%
22 15.233 2075 2082 2092 rBV 1484183 2171983 73.59% 6.662%
23 15.374 2100 2106 2116 rBV2 323217 525679 17.81% 1.612%
24 15.963 2201 2206 2213 rBV2 40323 62019 2.10% 0.190%
25 16.757 2336 2341 2344 rBV4 23398 34322 1.16% 0.105%

26 16.986 2374 2380 2391 rBV 1181057 1657885 56.17% 5.085%
27 17.086 2391 2397 2408 rBV 1517763 2252136 76.31% 6.908%
28 17.892 2528 2534 2539 rBV3 134723 197690 6.70% 0.606%
29 19.033 2723 2728 2731 rBvV4 29592 50274 1.70% 0.154%
30 19.180 2749 2753 2757 rBV6 51574 74165 2.51% 0.227%

31 19.386 2782 2788 2796 rBV 1848821 2601136 88.13% 7.978%
32 19.445 2796 2798 2804 rVB5 31830 37642 1.28% 0.115%
33 20.909 3043 3047 3058 rvB2 221887 388011 13.15% 1.190%
34 21.186 3089 3094 3104 rBV 1499627 2007050 68.00% 6.156%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012818\
Data File : BM013924.D

Aca On : 28 Jan 2018 16:16

Operator : SJ/JU

Sample : J1282-16

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

35 23.239 3436 3443 3453 rVB 1598186 2951392 100.00% 9.053%

36 23.374 3460 3466 3474 rVB 1053904 1972368 66.83% 6.050%

Sum of corrected areas: 32602439
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA M\DATA\BM012818\
Data File : BM013924.D

Aca On - 28 Jan 2018 16:16

Operator : SJ/JU

Sample : J1282-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM013924.D
1500000
1000000
1035
7.12 7.58 8.29
500000 6.7 3
3.14 3.75 4.73 9.13
Time--> 3.00 350 400 450 5.00 550 600 650 7.00 7.0 800 850 900 950 1000 10.50 11.00 11.50
Abundance TIC: BM013924.D
19,39
17.09
1500000 15.23
13.92
13.65 16.99
1000000 14.23
500000
15.37
14.47
18.70 17.89
14.1 ‘\ 15.04 15.96 16.76 19163189.44
O B B e L e B e i B e e
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013924.D
2324
21.19
1500000
P3.37
1000000
500000
O o o I S O o o o S R o I o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012818\
Data File : BM013924.D

Aca On : 28 Jan 2018 16:16

Operator : SJ/JU

Sample : J1282-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Acetic acid, 3-[1,3]dioxola... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.73 2.28 ng/ul 109083 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 50
2 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 38
3 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 36
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 28
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 296 (4.728 min): BM013924.D (-292) (-) 73.05 100.00%
73.0
5000 430
103.0 440 4.60 4.80 5.00
o .'..5?,2].'|.'.,.'...,....,....,....,....,....,297..1. m/z 43.00 36.88%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #41478. Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73.0
5000
440 4.60 4.80 5.00
43.0 m/z 40.90 11.64%
o 27.0 H | 880 113.0 131.0 174.0
mz-> 20 4 60 80 100 130 140 160 10 200
Abundance
73.0
43.0 4.40 4.60 4.80 5.00
5000 m/z 45.00 11.17%
o 58.0 1020 1260
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0 440 4.60 4.80 5.00
m/z 71.10 10.64%
5000
43.0
oL 20 \‘ 80 | 880
mz-> 20 40 60 80 100 130 140 160 180 200 440 4.60 480 500
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012818\
Data File : BM013924.D

Aca On : 28 Jan 2018 16:16

Operator : SJ/JU

Sample : J1282-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.38 ng/ul 197690 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 60
Abundance Scan 2534 (17.892 min): BM013924.D (-2528) (-) m/z 73.00 100.00%
431, 73.0
5000 97.0 213.2
129.0
157.2 256.2
185.0 282.2 17160 17.80 18.00 18 20
o} m/z 60.10 94 _.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 17.60 17.80 18.00 18.20
J' 1570 1900 2130 2560 m/z 43.10 93.25%
0‘

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

Abundance
73.0
43.0 17.60 17.80 18.00 18.20
5000 129.0 m/z 55.00 91.47%
171.0
97.0 214.0

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

43.0 73 17.60 17.80 18.00 18.20

m/z 41.00 88 .80%

5000

213.0

157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012818\
Data File : BM013924.D

Aca On : 28 Jan 2018 16:16

Operator : SJ/JU

Sample : J1282-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Pentafluoropropionic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.91 3.87 ng/ul 388011 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 87

Abundance Scan 3047 (20.909 min): BM013924.D (-3043) (-) m/z 69.10 100.00%

1

(2]

5000 11.1

153.3 193.0 20.60 20.80 21.00 21.20

249.8283.8

342.1

0 m/z 55.10 96.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LA L L L L L L LB L |
20.60 20.80 21.00 21.20
m/z 97.05 93.21%
059 | L ‘ \‘ ‘\ 132, D 177.02190 2850 356.0
. T T L B ERAR A
m/z--> 50 150 200 250 300 350 400
Abundance
83.0
43.0
20.60 20.80 21.00 21.20
5000 m/z 57.10 91.77%
125.0
168.0 238.0
O L e e o o B LA AL s e e e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-

20.60 20.80 21.00 21.20
m/z 83.10 90.85%

5000

39.0 1820 2240 280.0
miz--> 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\BM012818\
Data File : BM013924.D

Acq On : 28 Jan 2018 16:16

Operator : SJ/JU

Sample - J1282-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.M
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]
Acetic acid, 3-[1... 4.73 2.3 ng/ul 109083 1 7.58 957234 20.0
n-Hexadecanoic acid 17.89 2.4 ng/ul 197690 4 16.99 1657890 20.0
Pentafluoropropio... 20.91 3.9 ng/ul 388011 5 21.19 2007050 20.0
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