LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121317\
Data File : BM013393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial : 29 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 6.857 635 641 656 rVB 715076 1310990 21.66% 2.320%
2 7.022 663 669 676 rBV 561509 862037 14.24% 1.526%
3 7.216 696 702 713 rVB 754542 1196347 19.76% 2.117%
4 7.681 774 781 791 rBV 612449 978692 16.17% 1.732%
5 8.386 894 901 915 rBV 961554 1588463 26.24% 2.811%
6 8.834 971 977 986 rBV 789521 1284700 21.22% 2.274%
7 9.551 1092 1099 1107 rBV 692507 1129525 18.66% 1.999%
8 10.086 1183 1190 1203 rBV2 981680 1691165 27.94% 2.993%
9 10.457 1247 1253 1263 rVB 835637 1418067 23.43% 2.510%
10 10.604 1267 1278 1288 rBvV 875767 1573905 26.00% 2.786%

11 13.739 1804 1811 1816 rBV 2037302 2810890 46.44% 4_975%
12 13.786 1816 1819 1827 rVB 358999 474290 7.84% 0.839%
13 14.016 1849 1858 1866 rBV 2264078 3238750 53.51% 5.732%
14 14.321 1902 1910 1919 rVB2 1288251 2012256 33.24% 3.561%
15 14.539 1940 1947 1960 rBV 838942 1418562 23.44% 2.511%

16 15.321 2073 2080 2087 rBV 2903189 4000797 66.10% 7.081%
17 15.445 2095 2101 2112 rBV 779887 1129084 18.65% 1.998%
18 15.562 2116 2121 2129 rBV6 36051 64513 1.07% 0.114%
19 16.045 2199 2203 2211 rBV3 35691 60682 1.00% 0.107%
20 17.074 2372 2378 2384 rBV2 1947905 2714883 44.85% 4 _805%

21 17.174 2388 2395 2405 rVV 3447827 4791718 79.16% 8.480%
22 17.980 2527 2532 2541 rBV 376132 566508 9.36% 1.003%

23 19.109 2719 2724 2727 rBV2 42228 66442 1.10% 0.118%
24 19.262 2745 2750 2756 rBV 267053 379456 6.27% 0.672%
25 19.356 2763 2766 2772 rVB 43821 60724 1.00% 0.107%

26 19.474 2779 2786 2792 rBV 4392176 6052888 100.00% 10.712%
27 20.980 3038 3042 3049 rBvV 822753 1033977 17.08% 1.830%
28 21.262 3085 3090 3098 rBV 2724798 3334013 55.08% 5.901%
29 22.821 3352 3355 3358 rVB4 65448 77867 1.29% 0.138%
30 23.350 3437 3445 3456 rBV2 2996591 5835030 96.40% 10.327%

31 23.491 3462 3469 3477 rVB 1544390 2878696 47.56% 5.095%

32 24.021 3556 3559 3566 rVB5 92837 148884 2.46% 0.263%
33 24.109 3570 3574 3582 rVB7 153684 318479 5.26% 0.564%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121317\
Data File : BM013393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial : 29 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

Sum of corrected areas: 56503280
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA M\DATA\BM121317\
Data File : BM0O13393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

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

Abundance TIC: BM013393.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121317\
Data File : BM013393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.98 4.17 ng/ul 566508 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2532 (17.980 min): BM013393.D (-2527) (-) m/z 73.10 100.00%
411 731
5000 129.1 }\kuﬂv&NAMme
213.2
185.1 SRR
99.1 15|7-1| ‘ 25?'3 -y 17160 17.80 18.00 18.20
IR IRRTNRE NS AE A A A BN m/z 41.10 85.79%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 B RANES RS S
17. 60 17. 80 1800 18. 20

97.0 256.0 m/z 43.10 85.53%
h A

157.0 185.0 213.0 .
— I ‘“ u‘m \\H Ll I\I‘I .‘ .‘. ‘I .‘.‘. : I" T
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 78.45%
129.0
213.0
101.0 157.0 185.0
m/z--> 5|O 1(I)O 15|O 2(|)0 25|0 3CI)O 35|O
Abundance #131261: Octadecanoic acid
43.0,,73.0 17.60 17.80 18.00 18.20

m/z 60.00 T74.77%

5000 129.0
L
LT | asto, | iz | ]

T
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121317\
Data File : BM013393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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.
19.26 2.28 ng/ul 379456 Chrysene-di12 21.26
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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
Abundance Scan 2750 (19.262 min): BM013393.D (-2745) (-) m/z 73.00 100.00%
431 73.0
129.1
5000
185.1 241.2
w0 | prag | | 2 e 190 1950 000 00
ol A EPA 302 o T3 10 94.674%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
19.00 19.20 19.40 19.60
‘ 1850 5410 2840 m/z 60.10 88.56%
101.
%59¢ WI |||%?|||1??9|| 30, | w“ I
m/z--> 50 100 150 200 250 300 350
Abundance
430 o
19.00 19.20 19.40 19.60
5000 m/z 41.05 87.91%
129.0
185.0 2410 284.0
15.0 101.0 157.0 213.0
m/z--> §0 160 1%0 260 2%0 360 3%0
Abundance #131262: Octadecanoic acid
73.0 19.00 19.20 19.40 19.60
43.0 m/z 55.00 82.80%
129.0
5000 284.0
‘ ‘ 185.0 241.0
101.
} il ‘.H\%ﬁh o I T U N S
m/z--> 50 100 150 200 250 300 350 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\BM121317\
Data File : BM013393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.98 6.20 ng/ul 1033980 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3042 (20.980 min): BM013393.D (-3038) (-) m/z 57.05 100.00%

57.0
97.0
5000

I 39.2 207.0 20.60 20.80 21.00 21.20
e Ry S 2823 2050 3411 401 sz 83.10 0 95.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830

5000 P e T
20.60 20.80 21.00 21.20

25.0 m/z 55.05 94 . 75%

Jd | | ] ‘ | 167.0 210.0 280.0
e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0

20.60 20.80 21.00 21.20

5000 m/z 43.10 89.87%
139.0
19.0 181.0 222.0 264.0 308.0
T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol et o
55.0 97.0 20 60 20. 80 21. 00 21 20

m/z 69.05 81.28%

5000
190 | ‘ | | 1390 1650 240 2660

m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. 00 21 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121317\
Data File : BM013393.D

Aca On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample : 16801-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 4 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.11 2.21 ng/ul 318479 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 80
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 80
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 68
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 64
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 64
Abundance Scan 3574 (24.109 min): BM013393.D (-3570) (-) m/z 43.10 100.00%
Al 970
5000
821.0 301 24151 23.80 24.00 24.20 24.40
il m/z 57.10 85.10%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
97.0
5000 UL BN SRR
23.80 24.00 24.20 24.40
m/z 96.95 80.89%
AL \\ 2o oz s
m/z--> 50 150 250 300 350 400 450 500
Abundance
57.0
97.0 23.80 24.00 24.20 24.40
5000 m/z 83.10 76.72%
13905 0222 0264.0 336.0381.0 532.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209361: Eicosy! trifluoroacetate
57.0 970 23.80 24.00 24.20 24.40
’ m/z 71.10 74.35%
5000
.0
‘ Jlﬁ , 182.0224.0 28003250 376.0
m/z--> 5'0 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM121317\
Data File : BM013393.D

Acq On : 14 Dec 2017 02:43

Operator : SJ/JU

Sample - 16801-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
n-Hexadecanoic acid 17.98 4.2 ng/ul 566508 4 17.07 2714880 20.0
Octadecanoic acid 19.26 2.3 ng/ul 379456 5 21.26 3334010 20.0
Behenic alcohol 20.98 6.2 ng/ul 1033980 5 21.26 3334010 20.0
Pentafluoropropio... 24.11 2.2 ng/ul 318479 6 23.49 2878700 20.0
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