LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial : 11 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-BM101217 .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 6.957 652 658 678 rBV2 810997 1647903 25.48% 2.686%
2 7.116 678 685 698 rBV 644095 1089483 16.85% 1.776%
3 7.316 713 719 733 rBV 855662 1479295 22.87% 2.411%
4 7.786 793 799 814 rBV 494604 881562 13.63% 1.437%
5 8.504 914 921 937 rBVY 1021055 1939813 29.99% 3.162%
6 8.957 991 998 1014 rBV 797114 1427760 22.08% 2.327%
7 9.680 1114 1121 1140 rBV 736848 1381315 21.36% 2.251%
8 10.222 1206 1213 1235 rBV 1115413 2118155 32.75% 3.452%
9 10.586 1268 1275 1290 rVB 846505 1423109 22.00% 2.320%
10 10.733 1294 1300 1322 rBvV 871990 1815876 28.08% 2.960%
11 11.922 1495 1502 1510 rBvV 33946 66092 1.02% 0.108%

12 13.851 1823 1830 1834 rBV 2158244 3012642 46.58% 4.910%
13 13.898 1834 1838 1847 rVB 835274 1210877 18.72% 1.974%
14 14.133 1872 1878 1894 rVB 2314877 3452788 53.39% 5.628%
15 14.310 1899 1908 1916 rBV3 35844 93262 1.44% 0.152%

16 14.439 1924 1930 1941 rVB2 1124410 1785648 27.61% 2.910%
17 14.668 1961 1969 1991 rBV 538210 1246079 19.27% 2.031%
18 15.439 2093 2100 2114 rBV 2979705 4420866 68.36% 7.206%
19 15.580 2118 2124 2135 rBV 746117 1258368 19.46% 2.051%
20 15.804 2156 2162 2169 rBV 155997 220418 3.41% 0.359%

21 17.192 2391 2398 2405 rBV2 1917835 2740062 42.37% 4._.466%
22 17.292 2408 2415 2425 rBV 4081367 5916191 91.48% 9.643%
23 18.068 2542 2547 2557 rBV 793061 1131191 17.49%% 1.844%
24 19.227 2737 2744 2752 rBV 62751 130757 2.02% 0.213%
25 19.350 2760 2765 2776 rBV 286401 498098 7.70% 0.812%

26 19.586 2799 2805 2815 rBV 4679020 6467404 100.00% 10.541%
27 21.056 3051 3055 3063 rBvV 612629 772071 11.94% 1.258%
28 21.374 3104 3109 3117 rBV 2208050 3043129 47.05% 4._.960%
29 22.409 3282 3285 3293 rVB2 331792 454773 7.03% 0.741%
30 23.527 3468 3475 3486 rVB2 2935370 5756212 89.00% 9.382%

31 23.674 3494 3500 3508 rVB 1197342 2472249 38.23% 4 _.030%

Sum of corrected areas: 61353448
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM012259.D
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Abundance TIC: BM012259.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.80 2.47 ng/ul 220418 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H100 000119-61-9 87
Abundance Scan 2161 (15.798 min): BM012259.D (-2156) (-) m/z 104.95 100.00%
10%.0
77.0 I
182.0
5000
51.0
| . | 160 1521 | 15.40 15.60 15.80 16.00 16.20
it m/z 76.95 76 .79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47242: Benzophenone
77.0 105.0
51.0
5000
182.0 15.40 15.60 15.80 16.00 16.20
' m/z 182.00 68 .14%
2o ?0 | | 1260 15201660 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 182.0 15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 30.39%
51.0
27.0 126.0 152.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone RS L e
105.0 15.40 15.60 15.80 16.00 16.20
m/z 181.10 11.06%
77.0 182.0
5000
51.0
‘ N 126.0 1520
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 1
R.T. EstConc Area Relative to ISTD R.T.
18.07 8.26 ng/ul 1131190 Phenanthrene-d10 17.19
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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2547 (18.068 min): BM012259.D (-2542) (-) m/z 73.00 100.00%

5000

17.80 18.00 18.20 18.40
m/z 43.05 86.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

ﬁ

17. 80 18. 00 18. 20 18 40
256.0 m/z 60.00 78.47%

5000

157.0 1g50 213.0

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

43.0 73.0

—z

17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 78.25%
129.0

97.0 213.0
157.0 185.0

TWWWW’TWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R R e S AR RS
73.0 17.80 18.00 18.20 18.40

m/z 55.05 71.05%

—

43.0
5000 129.0
185.0 228.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

97.0

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.35 3.27 ng/ul 498098 Chrysene-di12 21.37
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 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86

Abundance Scan 2765 (19.350 min): BM012259.D (-2760) (-) m/z 73.05 100.00%
129.1
5000
185.1 241.2 4WMMN~WMA~N/LV«A~¢¢w~wmA
284.2 NSNS DU
157.0 213.2 3120 19.00 19.20 19.40 19.60
ol Y o N i D Y B~ m/z 43.05 92.97%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 SNBSS DU
19.00 19.20 19.40 19.60
‘ oo 1850 o4 2840 m/z 41.05 76.76%
1|5-|0\‘| \I‘\I hl‘\ Al ?I M ol ¥\1|5‘7|'0|\ .“. \21:73'.0\. | .“. ——
m/z--> 50 100 150 200 250 300
Abundance
73.0
43.0 USRNSSR DU
1290 19.00 19.20 19.40 19.60
5000 284.0 m/z 60.00 76.35%
185.0 241.0
99.0 157.0 213.0
m/z--> L '55' ' "160" "150" "200" "250" "300" !
Abundance #131259: Octadecanoic acid P T YT Y
430 o, 19.00 19.20 19.40 19.60
: m/z 55.05 73.59%
5000
129.0
‘ w00 ‘ 185.0 i 2840
]'ISIO‘I ‘:“l‘“:.:“'”:ﬁl; N:‘l|‘15‘7|.O|L|{|‘2]:3.|0‘| I‘ ——lr ———t AL e R
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 n-Nonadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.06 5.07 ng/ul 772071 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3056 (21.062 min): BM012259.D (-3051) (-) m/z 83.05 100.00%
43.1 83.0
5000 /
{251 TS
20.80 21.00 21.20 21.40
168.1
il ‘l iy a 200024500810 8571 4312 4751 7y 55.05  97.83%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1 »*_Jw’\
83.0
43.0
5000 UGN AR B
20. 80 21. 00 21 20 21. 40
%50 m/z 43.10 92.04%
A ese w0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 HRU R BN BN B
20.80 21.00 21.20 21.40
5000 m/z 69.10 88.56%
miz--> 0 éo 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #155046: 1-Heneicosanol R e e AR
580 o4 20.80 21.00 21.20 21.40
: m/z 97.10 87.46%
5000 f_*vEAd-~ﬁf_J\\vh,mﬁahvvﬂﬂﬁ
19.0 | I ?[3?'9 182.0 224.0 266.0
miz--> 0 éo 160 1%0 260 2%0 360 3éo 460 4éo 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM101717\
Data File : BM012259.D

Aca On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample : 15664-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.41 2.99 ng/ul 454773 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 94
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 94
3 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 93
4 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 74
5 9-Octadecenamide, (2)- 281 C18H35N0O 000301-02-0 70

Abundance Scan 3285 (22.409 min): BM012259.D (-3282) (-) m/z 59.05 100.00%

59.0
5000

281.0 22.00 22.20 22.40 22.60 22.80

m/z 72.00 66 .38%

147.0185 2 226.2 320.3  385.1 431.1 475.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #128446: 9-Octadecenamide, (2)-
59.0
5000 LI L L L Y L L BB

22. OO 22. 20 22. 40 22. 60 22. 80
126.0 m/z 55.05 52 .56%

281.0
h“\ mh u‘\ ol 184.0 2380 |

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
I REEREREEEE
22.00 22.20 22.40 22.60 22.80
5000 m/z 41.05 38.22%
126.0
1MOBM%N
e e e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #128443: 9-Octadecenamide, (2)- B BEE e e
59. 22.00 22.20 22.40 22.60 22.80

m/z 43.10 36.96%

5000

§

281.0

114.0154 0 108.0238.0
miz--> 50 100 150 200 250 300 350 400 450 500 22100 2220 22.40 2260 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
Data File : BM012259.D

Acq On : 17 Oct 2017 21:35

Operator : SJ/JU

Sample - 15664-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
Benzophenone 15.80 2.5 ng/ul 220418 3 14.44 1785650 20.0
n-Hexadecanoic acid 18.07 8.3 ng/ul 1131190 4 17.19 2740060 20.0
Octadecanoic acid 19.35 3.3 ng/ul 498098 5 21.37 3043130 20.0
n-Nonadecanol-1 21.06 5.1 ng/ul 772071 5 21.37 3043130 20.0
9-Octadecenamide, ... 22.41 3.0 ng/ul 454773 5 21.37 3043130 20.0
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