LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013226.D

Aca On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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 6.875 635 644 656 rBY 1183910 2111646 28.59% 2.661%
2 7.040 666 672 683 rVB 919529 1404060 19.01% 1.770%
3 7.234 697 705 713 rBVY 1241105 1982015 26.83% 2.498%
4 7.698 777 784 791 rBVY 1050398 1634343 22.13% 2.060%
5 8.404 896 904 914 rBVY 1598468 2611502 35.35% 3.291%
6 8.851 972 980 989 rBVY 1289079 2099033 28.42% 2.645%
7 9.569 1094 1102 1113 rBvY 1107825 1840507 24.92% 2.320%
8 10.104 1184 1193 1205 rBV 1715910 2832758 38.35% 3.570%
9 10.481 1248 1257 1265 rBV 1482698 2457808 33.27% 3.098%
10 10.622 1270 1281 1292 rBVY 1088625 1898244 25.70% 2.392%
11 13.169 1707 1714 1721 rVB 63265 92784 1.26% 0.117%

12 13.757 1807 1814 1818 rBV 3001392 4247075 57.50% 5.353%
13 13.798 1818 1821 1830 rVB 574170 824048 11.16% 1.039%
14 14.033 1851 1861 1869 rBV 3452977 5032925 68.14% 6.343%
15 14.245 1893 1897 1905 rVB 150460 202357 2.74% 0.255%

16 14.339 1905 1913 1922 rBV2 2152409 3351239 45.37% 4.224%
17 14.551 1940 1949 1959 rBV 1429038 2227580 30.16% 2.807%
18 15.204 2056 2060 2066 rVB 189353 218400 2.96% 0.275%
19 15.339 2074 2083 2089 rBV 4342274 6183765 83.72% 7.793%
20 15.457 2096 2103 2112 rBV 1156853 1630019 22.07% 2.054%

21 15.574 2118 2123 2127 rBV3 55131 100704 1.36% 0.127%
22 16.069 2202 2207 2215 rBV 127816 213913 2.90% 0.270%
23 16.857 2335 2341 2346 rBV2 56018 85369 1.16% 0.108%
24 17.086 2374 2380 2391 rVB2 2778481 4040882 54.71% 5.093%
25 17.186 2391 2397 2404 rBV 4597269 6580389 89.09% 8.293%

26 17.992 2529 2534 2542 rBV 728893 975190 13.20% 1.229%
27 19.121 2721 2726 2728 rBV2 91937 143222 1.94% 0.181%
28 19.274 2748 2752 2761 rBV 464143 679331 9.20% 0.856%
29 19.368 2764 2768 2772 rVV 55879 88427 1.20% 0.111%
30 19.486 2782 2788 2794 rBV 5498380 7386531 100.00% 9.309%

31 19.545 2794 2798 2802 rVB4 63964 85876 1.16% 0.108%
32 20.998 3041 3045 3051 rBV 936560 1263141 17.10% 1.592%
33 21.274 3087 3092 3098 rBV2 3361184 4123652 55.83% 5.197%
34 23.362 3441 3447 3459 rVB2 2789985 5431442 73.53% 6.845%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013226.D

Aca On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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 23.503 3465 3471 3479 rVB 1710431 3265978 44.22% 4.116%

Sum of corrected areas: 79346155
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013226.D

Aca On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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: BM013226.D

5000000
4000000
3000000

2000000
10.10
8.40 10.48

8.85
687 7.23 .o 9.57 0.62

1000000 7.04 “L ﬂ AL
0

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013226.D

19,49

5000000
17.19

15.34
4000000
14.03

3000000 13.76 17.09

14.34
2000000

14.55
5.46

1000000 ﬂ 17.99
18.80 19.27
14, 15. 16.07 U\, 19.129.39.54
13.17 ﬂ_ 25,57 160 16.86

N T o L e R e e e i A

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013226.D

5000000

4000000 21.27
23.36

3000000

3.50
2000000

21.00

1000000

VAW S

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SOM-EPA-BM113017.M Thu Dec 07 12:14:34 2017 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013226.D

Aca On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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.
17.99 4.83 ng/ul 975190 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2534 (17.992 min): BM013226.D (-2529) (-) m/z 72.95 100.00%
431 30
5000 129.1
213.2
185.1 AR R AR B
99.1 157-1| ‘ 25‘13'2 220 4550 17.60 17.80 18.00 18.20 18.40
o Lt b L2829 855, m/z 43.10 81.46%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
17.60 17.80 18.00 18.20 18.40
H\w\o | 157.0135.021T-0 56,0 m/z 60.00 80.17%
1 h“ H“ HM bl ol | ‘ ‘ ‘ | A
m/z--> 50 160 1%0 260 250 360 3%0
Abundance
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 78.92%
129.0
213.0
101.0 157.0 185.0
m/z--> B '55' ' "160' B '150' - '260' B '2é0' - '360' ' "3éo'
Abundance #131261: Octadecanoic acid AR EEE S B S
43.0,,73.0 17.60 17.80 18.00 18.20 18.40
m/z 55.10 76.89%
5000 129.0
Lt | g =0
Iwwlll\lwl\\ltltw‘\lul .‘1|57..0.‘.‘.‘|2l.3'.0‘..‘ ...‘. ——— R e A
m/z--> 50 100 150 200 250 300 350 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 : BM013226.D

Aca On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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.
19.27 3.29 ng/ul 679331 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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2751 (19.268 min): BM013226.D (-2748) (-) m/z 43.10 100.00%

5000

B3

241.3

284.

3 TTrTr[rrrr[rrrr[rrrr[rrrr

19.00 19.20 19.40 19.60
3190 3851 7z 73.00  99.54%

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
m/z 60.00 91.86%

99 | ao o
15-0\‘ \ H H“ HH m m ‘1570\ ‘ ?13'0\ ‘ ‘\

T T T T I T I I I‘ T T I‘ I - T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0,,73.0
19.00 19.20 19.40 19.60
5000 129.0 m/z 41.05 84 .40%
185.0 241.0 284.0
101.0 157.0 213.0
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid B
43.0 19.00 19.20 19.40 19.60
m/z 55.10 80.06%
5000
129 0 284.0
a0z 185.0 241.0
m/z--> 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\BM120617\
Data File : BM013226.D

Aca On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.00 6.13 ng/ul 1263140 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3045 (20.998 min): BM013226.D (-3041) (-) m/z 43.05 100.00%
43.0 83.1
5000 /"“L
J 125'1 20,60 20.80 21.00 21.20 21.40
167.2 : : : : :
ol 4 L1 " 0 21202522 8112 3570 4011 4543 | sz 55.10  96.10%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55.0
5000 AU R A B
20. 60 20. 80 21. oo 21. 20 21. 40
m/z 83.10 88.68%
150 | \‘ H M | 39?18202240 266.0
miz--> 0 50 2%0 360 3%0 460 4éo '
Abundance
57.0 97.0
20,60 20.80 21.00 21.20 21.40
5000 m/z 69.10 88.03%
139.0
181.0222.0 264.0 306.0 378.0
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #166292: Behenic alcohol o o B T
23 83. 20.60 20.80 21.00 21.20 21.40
‘ m/z 57.05 86.48%
5000
25.0
Ll | 4 167.0 210.0 280.0
LA DAL L IR IR DL UL LN DL UL LA L TTTTTTT T T T T T T T

T
m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20. 80 21. OO 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120617\
Data File : BM013226.D

Acq On : 07 Dec 2017 01:07

Operator : SJ/JU

Sample : 16647-06

Misc :

ALS Vial : 17 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 4.8 ng/ul 975190 4 17.09 4040880 20.0
Octadecanoic acid 19.27 3.3 ng/ul 679331 5 21.27 4123650 20.0
1-Heneicosanol 21.00 6.1 ng/ul 1263140 5 21.27 4123650 20.0
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