LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMO2.2-EPA-BM010617 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.098 759 767 777 rBV2 598345 1110488 11.54% 2.123%
2 7.281 791 798 805 rvB 359818 563463 5.86% 1.077%
3 7.475 823 831 838 rBVY 556255 890046 9.25% 1.702%
4 7.951 905 912 918 rBV 421338 679780 7.07% 1.300%
5 8.639 1022 1029 1039 rVB 617386 1007764 10.48% 1.927%
6 9.116 1102 1110 1118 rBVY 582412 967823 10.06% 1.851%
7 9.833 1224 1232 1243 rBV2 527821 876687 9.11% 1.676%
8 10.363 1314 1322 1333 rBvV2 712350 1141612 11.87% 2.183%
9 10.751 1381 1388 1394 rBV 495801 845374 8.79% 1.616%
10 10.886 1404 1411 1420 rBV 631394 1034365 10.75% 1.978%

11 13.986 1931 1938 1942 rBV 1177547 1621556 16.86% 3.100%
12 14.033 1942 1946 1953 rVB 337217 467947 4._86% 0.895%
13 14.274 1981 1987 1995 rVB 1152580 1652112 17.17% 3.159%
14 14.580 2030 2039 2048 rBvV 771688 1110159 11.54% 2.123%
15 14.762 2062 2070 2080 rBV 751269 1122079 11.66% 2.145%

16 15.568 2201 2207 2213 rBV 1429987 2111326 21.95% 4_.037%
17 15.680 2220 2226 2234 rVB 702061 967489 10.06% 1.850%
18 16.268 2322 2326 2334 rBV4 73649 117383 1.22% 0.224%
19 17.062 2453 2461 2466 rBV 79517 113155 1.18% 0.216%
20 17.321 2499 2505 2511 rBV 1043049 1466179 15.24% 2.803%

21 17.421 2515 2522 2528 rVB 1812830 2553120 26.54% 4.882%
22 17.798 2582 2586 2590 rBV 104609 113999 1.19% 0.218%
23 18.198 2649 2654 2664 rBV 369732 534973 5.56% 1.023%
24 19.468 2865 2870 2876 rBV 247289 315681 3.28% 0.604%
25 19.621 2890 2896 2901 rVV 8980924 9619921 100.00% 18.394%

26 19.703 2904 2910 2920 rVB 2279034 3183645 33.09% 6.087%
27 20.662 3068 3073 3077 rBV 8221922 8511787 88.48% 16.275%
28 21.174 3157 3160 3165 rBV3 218556 259685 2.70% 0.497%
29 21.486 3208 3213 3218 rBV 1652959 2112665 21.96% 4._.039%
30 23.697 3582 3589 3597 rVB2 1746947 3402545 35.37% 6.506%

31 23.844 3608 3614 3623 rVB 922808 1825773 18.98% 3.491%

Sum of corrected areas: 52300581
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA_M\METHODS\SOMO2.2-EPA-BM010617 .M
SVOA CALIBRATION

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

Abundance TIC: BM008794.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .M
SVOA CALIBRATION

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.
18.20 7.30 ng/ul 534973 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2654 (18.198 min): BM008794.D (-2649) (-) m/z 73.00 100.00%

43 73
5000 129 213

97
115 185 [Trrr[rrrr[rrrr[rrrorrr
1435 109 | 227 256 17.80 18.00 18.20 18.40 18.60

262 m/z 43.10 88.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

17.80 18.00 18.20 18.40 18.60

83
m/z 55.05 82.51%
213
J“ 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 L3
IR B i e L
57 17.80 18.00 18.20 18.40 18.60
5000 m/z 60.00 81.58%
29
129
87 115 171 214
101 143157 | 185
wﬁwmmmmwwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 |73 17.80 18.00 18.20 18.40 18.60
5 m/z 41.05 80.77%
5000 129
29
199
5 L#H 193157171185 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .M
SVOA CALIBRATION

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.
19.47 2.99 ng/ul 315681 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 72
Abundance Scan 2870 (19.468 min): BM008794.D (-2865) (-) m/z 55.05 100.00%
73
5000
119.20 19.40 19.60 19.80
m/z 43.10 98.00%
miz--> 0 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SRR SN BN B
97 185 241 19.20 19.40 19.60 19.80
M ‘ m/z 73.05 89.59%
. .“.‘ H“IM‘H“ “l“. ol i) ‘.‘:ll?.?.“ A \IZIJF:?\I I \2|6|5 .‘. S
miz--> 0 50 100 150 200 250 300 350
Abundance
a3
19!20 19)40 19)60 19!80
5000 m/z 41.10 87.81%
129
97 185 - 284
18 157 213 265
miz--> 0 55 160 1%0 260 250 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B L B
43 19.20 19.40 19.60 19.80
m/z 57.00 84.41%
73
5000 284
129
97
185
213 241
IIIIIIH\IJ,HLI]I J"‘:‘L I\:II-??I{I{I\I |{|\||‘|‘2|6|5|||3:!-1|||||3|72| A
miz--> 0 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .M
SVOA CALIBRATION

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 Eicosanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.62 91.07 ng/ul 9619920 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosanoic acid 312 C20H4002 000506-30-9 70
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 70
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 62
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 60
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 50
Abundance Scan 2896 (19.621 min): BM008794.D (-2890) (-) m/z 56.05 100.00%

6
5000
257
8 213 ~19.40 19.60 19.80 20.00
157 185 : . . )
3 nﬂog l : , 247,'. 283 312 3% A0l nzz 57.10 67.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154907: Eicosanoic acid
43
312
5000 LRI BN BN SN

19.40 19 60 19.80 20.00
129 m/z 41.10 59.20%
185 213 269
h ] um‘ ‘\H H 157 | | \241 ‘

m/z--> 150 200 250 300 350 400

Abundance
56
R B b e
19.40 19.60 19.80 20.00
5000 m/z 43.05 56.58%
23 257
129
8 109 157 185 213 537 283 312
e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #154930: Hexadecanoic acid, butyl ester B B !
56 19.40 19.60 19.80 20.00
m/z 55.10 45.67%
5000
257
29‘ SRR ‘
312
RN N Rt N S O |
m/z--> 50 100 150 200 250 300 350 400 19.40 19 60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .M
SVOA CALIBRATION

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 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.66 80.58 ng/ul 8511790 Chrysene-d12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 60
3 Butyl myristate 284 C18H3602 000110-36-1 58
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 43
5 Docosanoic acid 340 C22H4402 000112-85-6 40

Abundance Scan 3073 (20.662 min): BM008794.D (-3068) (-) m/z 56.10 100.00%
56
5000
285
& 07179 157 185 515 20 1 a1 M0 a0t 40 20.40 2060 20.80 21.00
dd P L e, ey St A A A m/z 57.10 74.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177147: Octadecanoic acid, butyl ester
56
5000 285 LRI BRI SULLIN BN R
20.40 20.60 20.80 21.00
20 129 340 m/z 43.10 59.73%
185 241
.‘|. ‘IHI h H‘ M\ Moﬁ‘ 157 213 4?.“. |3:||-1| 1 ———————
m/z--> 50 150 200 250 300 350 400
Abundance
56
20.40 2060 20.80 21.00
5000 m/z 41.10 55.69%
285 340
g3 & 185 241
107 | 153 213 311
m/z--> 50 100 150 200 250 300 350 400
Abundance #131257: Butyl myristate e R B!
56 20.40 20.60 20.80 21.00
m/z 55.00  45.95%
5000 229
\8 129 185 284
B0 [asr Toop | s
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .M
SVOA CALIBRATION

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 (DEL) Alkane: Cyclic21.17 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.17 2.46 ng/ul 259685 Chrysene-d12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 Cyclopentadecane 210 C15H30 000295-48-7 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3159 (21.168 min): BM008794.D (-3157) (-) m/z 55.00 100.00%

55

5000

||||||||H|||||||

20.80 21.00 21.20 21.40
m/z 43.00 85.04%

IIIII.II
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #69584: Cyclopentadecane
55
83
5000 ||||||||||{\||||||||||||
1 20.80 21.00 21.20 21.40
m/z 57.00 69.60%
Gt
Bl TR ——
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
210 e o N EEmme
20.80 21.00 21.20 21.40
5000 111 m/z 69.05 64 .30%
27 139 182
T [ T T T T T
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)- Sy N —
57 20.80 21.00 21.20 21.40
m/z 83.05 63.68%
97
5000
29
25
| 153182210 252280
e e e e e e e e e e R e e e  RREmEN
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08794.D

Acq On : 22 Jan 2017 05:22

Operator : UM/SJ

Sample : 11316-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .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 18.20 7.3 ng/ul 534973 4 17.32 1466180 20.0
Octadecanoic acid 19.47 3.0 ng/ul 315681 5 21.49 2112670 20.0
Eicosanoic acid 19.62 91.1 ng/ul 9619920 5 21.49 2112670 20.0
Octadecanoic acid... 20.66 80.6 ng/ul 8511790 5 21.49 2112670 20.0
(DEL) Alkane: Cyc... 21.17 2.5 ng/ul 259685 5 21.49 2112670 20.0
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