LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013227.D

Aca On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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 6.875 637 644 655 rBY 1271320 2178873 27.67% 2.610%
2 7.040 666 672 679 rVB 986898 1457267 18.51% 1.745%
3 7.234 699 705 713 rBVY 1349586 2083914 26.47% 2.496%
4 7.698 776 784 791 rBVY 1103458 1714794 21.78% 2.054%
5 8.404 895 904 912 rBVY 1660843 2695516 34.23% 3.228%
6 8.851 972 980 987 rBVY 1352974 2195304 27.88% 2.629%
7 9.569 1094 1102 1110 rBV2 1143694 1911938 24.28% 2.290%
8 10.104 1186 1193 1204 rBV 1794985 2975066 37.79% 3.563%
9 10.481 1249 1257 1264 rBV 1597941 2580776 32.78% 3.091%
10 10.622 1271 1281 1296 rBVY 1469295 2477537 31.47% 2.967%

11 13.169 1709 1714 1722 rBV 83777 111894 1.42% 0.134%
12 13.757 1807 1814 1818 rBV 3066882 4240068 53.85% 5.078%
13 13.798 1818 1821 1830 rVB 720023 1034370 13.14% 1.239%
14 14.033 1851 1861 1871 rBV 3655090 5322687 67.60% 6.375%
15 14.245 1891 1897 1903 rBV 189225 258100 3.28% 0.309%

16 14.339 1906 1913 1920 rBV2 2237517 3507622 44 ._.55% 4.201%
17 14.551 1941 1949 1965 rBV 1272609 2014839 25.59% 2.413%
18 15.204 2056 2060 2065 rVB 214500 265166 3.37% 0.318%
19 15.339 2073 2083 2089 rBV 4336457 6165721 78.31% 7.385%
20 15.457 2097 2103 2110 rBV 1108369 1559558 19.81% 1.868%

21 15.580 2116 2124 2127 rBV3 64513 130906 1.66% 0.157%
22 16.068 2202 2207 2214 rBV 156800 244778 3.11% 0.293%
23 16.857 2336 2341 2347 rBV5 63605 97752 1.24% 0.117%
24 17.086 2373 2380 2385 rBV2 2897197 4212542 53.50% 5.045%
25 17.127 2385 2387 2391 rVV 293815 338262 4_30% 0.405%

26 17.186 2391 2397 2406 rVB 4758006 6565733 83.39% 7.864%
27 17.992 2530 2534 2544 rVB2 665153 857698 10.89% 1.027%
28 18.145 2556 2560 2566 rBV3 63783 115897 1.47% 0.139%
29 18.315 2580 2589 2595 rBVS 46006 136224 1.73% 0.163%
30 19.145 2721 2730 2738 rBV2 437371 850994 10.81% 1.019%

31 19.274 2748 2752 2762 rBV 713546 982923 12.48% 1.177%
32 19.486 2781 2788 2796 rBV 5689852 7873571 100.00% 9.430%
33 20.398 2940 2943 2949 rBVS 43590 83676 1.06% 0.100%
34 20.998 3041 3045 3053 rBvV 743134 1045798 13.28% 1.253%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013227.D

Aca On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method
Title

35 21.274 3086 3092 3096 rBV 3468587 4383038 55.67% 5.249%
36 22.839 3354 3358 3362 rBV3 145028 233606 2.97% 0.280%

37 23.368 3441 3448 3462 rVB2 2725074 5503432 69.90% 6.591%
38 23.503 3464 3471 3479 rBV 1652824 3086712 39.20% 3.697%

Sum of corrected areas: 83494552
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013227.D

Aca On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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: BM013227.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013227.D

Aca On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 4.07 ng/ul 857698 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2534 (17.992 min): BM013227.D (-2530) (-) m/z 73.00 100.00%
43.1 30
5000
129.1 213.2
97.0 157.1 185.1 256.3 N BN BN DA B

17.60 17.80 18.00 18.20 18.40
2820 "m/z 43.10 79.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

5000 129.0
17.60 17.80 18.00 18.20 18.40

256.0 m/z 60.00 75.47%

157.0 1850 213.0

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

Abundance
43.0 73.0
R e RR RN S R
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 55.10 69.42%
129.0
97.0 213.0
157.0 185.0
236.0
TWWWTTW‘WTWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 41.10 66-80%
5000 129.0
171.0
Fir .
.MJNJMAN¢Mthw=huwmu‘”h.t”.”u.”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013227.D

Aca On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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 2
R.T. EstConc Area Relative to ISTD R.T.
19.27 4.49 ng/ul 982923 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 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2751 (19.268 min): BM013227.D (-2748) (-) m/z 73.00 100.00%

43.0 73.0

5000

B

19.00 19.20 19.40 19.60
m/z 43.05 95.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

-

5000 284.0
19.00 19.20 19.40 19.60
m/z 55.10 82.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
L e B B B
19.00 19.20 19.40 19.60
5000 129.0 m/z 41.05 81.93%
97.0 284.0
185.0 241.0
150 157.0 213.0
B L i B B N B R N R R SRR N EEERIEEEEEEE s naae]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid I B
43.0 | 73.0 19.00 19.20 19.40 19.60
m/z 57.05 T77.47%
5000 129.0
185.0 241.0
J‘u 207.0 284.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BM120617\
Data File : BM013227.D

Aca On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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 (DEL) Alkane: Cyclic21.00 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.00 4.77 ng/ul 1045800 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 3045 (20.998 min): BM013227.D (-3041) (-) m/z 43.10 100.00%

43.1 7.1

%

5000
226.0 T T
lel 20.60 20.80 21.00 21.20 21.40
182.2 281.1 : : : : :
,....,..1.,....,=.J..,....,..3??,1...39.5,2..4.3?,“?7.6.1 m/z 55.10 98.97%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
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97.0
5000 TT T T[T T I T [T T T T[T T TT[TT
20160 20.80 21.00 21.20 21.40
m/z 57.10  97.64%
ag || |]) 900 smo
miz--> 0 50 100 150 200 250 300 350 400 450
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T e
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139.0

181.0 222.0 264.0 306.0 378.0
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EEE

Abundance #155046: 1-Heneicosanol R e P e
553.0 70 20.60 20.80 21.00 21.20 21.40
' m/z 83.10 93.26%
B J—w‘
154 | | ‘ 138.0 155 5 2940 266.0
L B T e B e e L et
m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20. 80 21. OO 21. 20 21. 40

SOM-EPA-BM113017.M Thu Dec 07 12:15:01 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120617\
Data File : BM013227.D

Acq On : 07 Dec 2017 01:42

Operator : SJ/JU

Sample : 16647-07

Misc :

ALS Vial : 18 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 17.99 4.1 ng/ul 857698 4 17.09 4212540 20.0
Octadecanoic acid 19.27 4.5 ng/ul 982923 5 21.27 4383040 20.0
(DEL) Alkane: Cyc... 21.00 4.8 ng/ul 1045800 5 21.27 4383040 20.0
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