LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

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-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 6.869 635 643 656 rVB2 471259 890327 18.74% 2.132%
2 7.034 665 671 681 rVB 378709 580469 12.22% 1.390%
3 7.228 698 704 711 rBV 496422 796444 16.76% 1.907%
4 7.692 777 783 791 rBV 427460 682217 14.36% 1.634%
5 8.398 897 903 912 rVB 615502 1006643 21.18% 2.411%
6 8.845 972 979 986 rBV 506273 842257 17.72% 2.017%
7 9.563 1094 1101 1108 rBV 462380 754778 15.88% 1.807%
8 10.098 1184 1192 1202 rBV 677341 1102812 23.21% 2.641%
9 10.475 1247 1256 1264 rBV 629687 1031263 21.70% 2.469%
10 10.616 1272 1280 1290 rBvV 629750 1068752 22.49% 2.559%

11 13.751 1806 1813 1817 rBV 1388823 1886755 39.71% 4.518%
12 13.798 1817 1821 1830 rVB 196654 283826 5.97% 0.680%
13 14.027 1849 1860 1866 rBV 1447934 2148740 45.22% 5.145%
14 14.245 1892 1897 1902 rVB2 63270 90092 1.90% 0.216%
15 14.333 1905 1912 1923 rBV2 967816 1524343 32.08% 3.650%

16 14.551 1943 1949 1960 rBV 671056 1088381 22.90% 2.606%
17 15.198 2055 2059 2065 rVB 68597 87215 1.84% 0.209%
18 15.333 2074 2082 2088 rBV 1830395 2591850 54.54% 6.206%
19 15.457 2097 2103 2110 rBV 669304 910025 19.15% 2.179%
20 16.062 2201 2206 2214 rBV2 69284 122548 2.58% 0.293%

21 16.851 2336 2340 2346 rBV3 49585 73783 1.55% 0.177%
22 17.086 2374 2380 2390 rBV2 1424901 2036564 42.86% 4._.877%
23 17.180 2390 2396 2405 rVB 2174938 3028147 63.73% 7.251%
24 17.986 2528 2533 2542 rBV 396260 539126 11.35% 1.291%

25 19.115 2721 2725 2729 rBV3 37679 60985 1.28% 0.146%
26 19.274 2747 2752 2762 rBV 242366 361106 7.60% 0.865%
27 19.362 2764 2767 2775 rVB2 28650 55743 1.17% 0.133%
28 19.480 2781 2787 2793 rBV 2861714 3818196 80.35% 9.143%
29 19.533 2793 2796 2801 rVB2 63405 91578 1.93% 0.219%

30 20.992 3040 3044 3050 rBV 339585 405411 8.53% 0.971%

31 21.274 3086 3092 3097 rBV 2223586 2828325 59.52% 6.773%
32 22.556 3307 3310 3316 rVB4 168646 223644 4.71% 0.536%
33 22.833 3353 3357 3360 rBV3 180538 273943 5.77% 0.656%
34 22.874 3360 3364 3372 rVB3 381318 604155 12.71% 1.447%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

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

35 23.362 3440 3447 3460 rVB2 2406270 4751812 100.00% 11.379%
36 23.503 3464 3471 3479 rVB 1486119 2798676 58.90% 6.702%
37 24.038 3559 3562 3568 rVB3 192557 319499 6.72% 0.765%

Sum of corrected areas: 41760430
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

Misc :

ALS Vial : 6 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

Abundance TIC: BM013268.D
2500000
2000000
1500000
1000000

500000 Gﬂﬁ{ oén- 2 769
0 A

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013268.D

10.10 1014762
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Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM013268.D
23.36
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SOM-EPA-BM113017.M Mon Dec 18 13:15:50 2017 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

Misc :

ALS Vial : 6 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 1
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.29 ng/ul 539126 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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 81

Abundance Scan 2534 (17.992 min): BM013268.D (-2528) (-) m/z 72.95 100.00%

74.0
411
5000 129.1
. 213.2

185.1 ] L N e e e
o7t 2%6.3 17.60 17.80 18.00 18.20 18.40

m/z 41.10 72 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

D
o
o

5000 129.0 R e
17. 60 17. 80 1800 18 20 1840

83.0
1570 1500 2130 2560 m/z 55.10  70.63%
40 il I\l‘l‘l
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
17:60 17,80 18.00 18.20 18.40
5000 256.0 m/z 43.10 68.78%
129.0
97.0 213.0
157.0 185.0

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

%

Abundance #72646: Tridecanoic acid S e e
43.0 73.0 17.60 17.80 18.00 18.20 18.40
' m/z 60.00 68.01%
5000
129.0
214.0

O
e A e NSNS . S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

Misc :

ALS Vial : 6 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 4

R.T. EstConc Area Relative to ISTD R.T.
19.27 2.55 ng/ul 361106 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 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2751 (19.268 min): BM013268.D (-2747) (-) m/z 73.00 100.00%
5000 ,VMAMM
119.00 19.20 19.40 19.60
m/z 43.05 97.82%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 SRR SN BN B
3.0 19.00 19.20 19.40 19.60
1850 o410 2840 m/z 55.10 87.20%
""HI “k“‘h.“l‘.‘l‘..‘.‘.‘l.‘.‘..‘ ——
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
73.0
1200 119.00 19.20 19.40 19.60
5000 280 284.0 m/z 41.05 82.84Y%
‘ 185.0 241.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid A e
43.0 19.00 19.20 19.40 19.60
m/z 60.00 80.82%
5000
20 129.0
M ‘ 1850 2410 284.0
IIlIHI\ ‘: II{I]\I\ILMIAII\I‘I }:lu‘l::‘: i T
miz—-> 0 50 100 150 200 250 300 350 400 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\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

Misc :

ALS Vial : 6 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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.87 ng/ul 405411 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
Abundance Scan 3044 (20.992 min): BM013268.D (-3040) (-) m/z 55.05 100.00%
55.0
- ML
LN AU SR B
207.1 20.60 20.80 21.00 21.20 21.40
281.1 357.0
| 452 "m/z 43.10 98.86%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LN AU SR B
20.60 20.80 21.00 21.20 21.40
m/z 57.10 96.47%
150 | || [1%90 1960 2690 3300
10

0 150 200 250 300 350 400 450

m/z--> 0 50
Abundance
57.0
97.0 o
20.60 20.80 21.00 21.20 21.40
5000 m/z 83.05 95.69%
15.0 140.0 182.0 255.0 306.0
A B A A e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152719: Tetradecy! trifluoroacetate
55.0 20.60 20.80 21.00 21.20 21.40
7.0 m/z 97.10 83.74%
5000
168.0
1?:d.., AL JRJ:,. . ..zﬁ?"F..%g?;q e —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

Misc :

ALS Vial : 6 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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.87 4.32 ng/ul 604155 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 87
Abundance Scan 3363 (22.868 min): BM013268.D (-3360) (-) m/z 97.10 100.00%
551 97.1
e ‘\/L\}j\w“/
USRS NI S B
147.0 207.1 267.0 22.60 22.80 23.00 23.20
369.1
oAb .,l.L*.l,-.---'- o Ay S1EL S02 4151 8303 7 57.10  94.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55.0 oo ¢
5000 IBRABARUEUERUARE
22 60 22. 80 23. oo 23 20
m/z 55.10 94 .59Y%
Il { M %39?182022402660
miz--> 0 55 100 150 200 250 300 3éo 460 4%0 560 '
Abundance
57.0
| 22.60 22.80 23.00 23.20
5000 111.0 m/z 83.05 90.83%

153019502360 3080

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol A o Ls amaieea e e S
57.0 22.60 22.80 23.00 23.20

m/z 43.10 89.63%

B

11.0
5000

%

3 153.0195.0236.0278.0320.0 378.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013268.D

Aca On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample : 16759-06

Misc :

ALS Vial : 6 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 5 Decane, 1-i1odo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .04 2.28 ng/ul 319499 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1l-i1odo- 268 C10H211 002050-77-3 74
2 Eilcosane 282 C20H42 000112-95-8 74
3 Decane. 4-ethvl- 170 C12H26 001636-44-8 64
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 59
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50
Abundance Scan 3562 (24.038 min): BM013268.D (-3559) (-) m/z 57.10 100.00%
57.1
. \M__/\/L—V\/\
9.1
147.0 SR N BN U B
197.1 267.0 341.1 23.80 24.00 24.20 24.40
3.2 4183 m/z 43.10  83.97%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #116707: Decane, 1-iodo-
85.0
43.0
5000 U A SRR SRR B
23.80 24.00 24.20 24.40
141.0 m/z 71.10 74 .75%
1 \‘h ‘ Wl ‘ L4 183.0 26\80
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo '
Abundance
57.0
" 23.80 24.00 24.20 24.40
5000 m/z 85.05 74.07%
99.0

141.0 1830 2950 282.0

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

-

Abundance #38320: Decane, 4-ethyl- e T
43.0 23.80 24.00 24.20 24.40
m/z 55.05 33.43%
5000 85.0
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 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\BM120817\
Data File : BM013268.D

Acq On : 08 Dec 2017 14:56

Operator : SJ/JU

Sample - 16759-06

Misc :

ALS Vial : 6 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 5.3 ng/ul 539126 4 17.09 2036560 20.0
Octadecanoic acid 19.27 2.5 ng/ul 361106 5 21.27 2828330 20.0
Trifluoroacetoxy ... 20.99 2.9 ng/ul 405411 5 21.27 2828330 20.0
1-Heneicosanol 22.87 4.3 ng/ul 604155 6 23.50 2798680 20.0
Decane, l1l-iodo- 24.04 2.3 ng/ul 319499 6 23.50 2798680 20.0
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