LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008929.D

Aca On : 31 Jan 2017 01:31

Operator : SJ/MA

Sample : 11319-07

Misc :

ALS Vial : 24 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\SOMO2.2-EPA-BM013017 .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 7.069 754 762 775 rBV3 621242 1159448 5.83% 1.730%
2 7.245 786 792 799 rVB 367947 553887 2.78% 0.826%
3 7.445 820 826 834 rVB2 575644 904325 4 .54% 1.349%
4 7.916 899 906 912 rBV 403979 639928 3.22% 0.955%
5 8.610 1016 1024 1032 rBV 653134 1043277 5.24% 1.557%
6 9.081 1094 1104 1113 rBV 594573 980001 4.92% 1.462%
7 9.804 1218 1227 1235 rBV 520929 876973 4_.41% 1.309%
8 10.334 1310 1317 1325 rBV 691591 1125133 5.65% 1.679%
9 10.722 1375 1383 1390 rBV 462616 772945 3.88% 1.153%
10 10.857 1399 1406 1414 rBV2 566240 970508 4.88% 1.448%

11 13.963 1926 1934 1938 rBV 1126891 1572448 7.90% 2.346%
12 14.004 1938 1941 1946 rVB2 186291 247982 1.25% 0.370%
13 14.251 1977 1983 1991 rVB 1115238 1581449 7.95% 2.360%
14 14.557 2028 2035 2043 rVB 692960 979744 4.92% 1.462%
15 14.739 2059 2066 2077 rBV 760762 1073849 5.40% 1.602%

16 15.545 2196 2203 2209 rBV 1350236 1986661 9.98% 2.964%
17 15.657 2217 2222 2234 rVB 636091 888129 4._.46% 1.325%
18 17.304 2495 2502 2508 rVB2 864512 1243737 6.25% 1.856%
19 17.398 2511 2518 2527 rBV2 1642717 2303447 11.57% 3.437%
20 18.174 2644 2650 2655 rBV 262603 363836 1.83% 0.543%

21 19.604 2887 2893 2897 rBV 19291820 19900802 100.00% 29.695%
22 19.692 2902 2908 2916 rVB 1978896 2679469 13.46% 3.998%
23 20.645 3064 3070 3074 rBV 16739464 16942999 85.14% 25.282%
24 21.162 3154 3158 3162 rBV 212286 266574 1.34% 0.398%
25 21.474 3205 3211 3216 rBV 1306338 1666800 8.38% 2.487%

26 23.674 3578 3585 3596 rvVB2 1417611 2807596 14.11% 4.189%
27 23.827 3605 3611 3622 rVB2 728295 1484693 7.46% 2.215%

Sum of corrected areas: 67016640
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA M\DATA\BM013017\
: BM008929.D

: 31 Jan 2017 01:31

- SJ/MA

- 11319-07

24 Sample Multiplier: 1

Ouant Method : Z:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM013017.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

1.5e+07

le+07

5000000

TIC: BM008929.D
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1.5e+07
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5000000

TIC: BM008929.D

17.40
13.984.25 4 5474 132%6 17.30
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9.69
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0
Time-->
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5000000

TIC: BM008929.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008929.D

Aca On : 31 Jan 2017 01:31

Operator : SJ/MA

Sample : 11319-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM013017_.M
Quant Title : 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.
18.17 5.85 ng/ul 363836 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance Scan 2649 (18.168 min): BM008929.D (-2644) (-) m/z 43.05 100.00%
48 60 73
5000
97 120 213
I 15 | 143157 T8 g9 | 007 286 17.80 18.00 18.20 18.40
O m/z 41.10 91.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
43 go 73
50001 29
17.80 18.00 18.20 18.40
o7 129 256 m/z 73.00 90.86%
OM 115 | 1 43157171185199213 07
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
17.80 18.00 18.20 18.40
5000{ 29 256 m/z 60.00 90.43%

129

97 115 213
143157171185 99 | 227,,,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R AR .J.\, T
43 60 73 17.80 18.00 18.20 18.40
m/z 55.10 72.52%
5000
213
143157171185199
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008929.D

Aca On : 31 Jan 2017 01:31

Operator : SJ/MA

Sample : 11319-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM013017_.M
Quant Title : 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.60 238.79 ng/ul 19900800 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 78

3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 70
4 Eicosanoic acid 312 C20H4002 000506-30-9 47
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 46
Abundance Scan 2892 (19.598 min): BM008929.D (-2887) (-) m/z 56.10 100.00%
56
5000
a3 120 257 e —
3 Lﬁm 101 157 185 213 19.20 19.40 19.60 19.80 20.00
3 - by | 387,78 2 ,-l. (288 312 341 m/z 57.05 67.27%
m/z--> 50 100 150 200 250 300 350
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 | SIS NI LI L LI LA L
29 19.20 19.40 19.60 19.80 20.00
a3 120 m/z 41.10 59.65%
ol Al ‘\ H‘ L ion, 157 185 213 2927 281312
——r - R e T ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.10 55.29%
239
29 85 129 o
o 111 157 185 213 280 312
R T o e
m/z--> 50 100 150 200 250 300 350
Abundance #154932: Hexadecanoic acid, butyl ester T
56 19.20 19.40 19.60 19.80 20.00
m/z 55.05 46.35%
5000
29 257
83 1 239
o L0 7 asr 1es 213 BT g5 a1
—rh T — i —
m/z--> 50 100 150 200 250 300 350 1920 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008929.D

Aca On : 31 Jan 2017 01:31

Operator : SJ/MA

Sample : 11319-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM013017_.M
Quant Title : 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 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.64 203.30 ng/ul 16943000 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 86
2 Butvl mvristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 49
4 2-Methvl-1-tetradecene 210 C15H30 052254-38-3 35
5 2-Butyl-1-decene 196 C14H28 051655-65-3 35

Abundance Scan 3069 (20.639 min): BM008929.D (-3064) (-) m/z 56.10 100.00%
5000
20.40 20.60 20.80 21.00
o 311340 401 m/z 57.05 72.70%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #177147: Octadecanoic acid, butyl ester
56
5000 285 L UL UL U B
20.40 20.60 20.80 21.00
29 129 340 m/z 43.05 59.77%
185 241
0 S EmE R M\ ‘Huh ‘ 157 \ 213 ‘ ‘ 3:.U.-..‘|....|....|....|
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
56
" 2040 20.60 20.80 21.00
5000 m/z 41.10 56.47%
229
129
185 284
0 83 157 255
m/z-> 0 §0 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester b N mmamay m
57 20.40 20.60 20.80 21.00
m/z 55.05 45 .16%
5000
29 285
83 129 \
o bl g asr gz | foo0 |
m/z—-> 0 50 100 150 200 250 300 350 400 450 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008929.D

Aca On : 31 Jan 2017 01:31

Operator : SJ/MA

Sample : 11319-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM013017_.M
Quant Title : 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 (DEL) Alkane: Cyclic21.16 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.16 3.20 ng/ul 266574 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 1-Eicosene 280 C20H40 003452-07-1 90
3 1-Octadecene 252 C18H36 000112-88-9 87
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
Abundance Scan 3158 (21.162 min): BM008929.D (-3154) (-) m/z 55.05 100.00%
55
5000
139 177 209 267 355 401 20.80 21.00 21.20 21.40
O # m/z 43.10 85.29%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55
97
5000 RSN PN AU B
29 20.80 21.00 21.20 21.40
‘125 m/z 41.05 70.06%
0 ..“.“ I\‘I“I I‘H‘I\H\I l“.“‘. £1|5‘|3|1|8]|' ....|....?98. e B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 97
20.80 21.00 21.20 21.40
5000 m/z 57.10 69.06%
125
280
29 153182210 252
O T T e e e e T
miz--> 0 §o 160 1éo 260 2%0 360 3%0 460 4%0 '
Abundance #104184: 1-Octadecene LA L L B LB N B
57 20.80 21.00 21.20 21.40
83 m/z 69.05 66.32%
5000
29 111
11—
miz--> 0 §o 160 1éo 260 2éo 360 3%0 460 4%0 ' 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013017\
Data File : BM008929.D

Acq On : 31 Jan 2017 01:31

Operator : SJ/MA

Sample - 11319-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM013017_-M
Quant Title : 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 18.17 5.8 ng/ul 363836 4 17.30 1243740 20.0
Hexadecanoic acid... 19.60 238.8 ng/ul 19900800 5 21.47 1666800 20.0
Octadecanoic acid... 20.64 203.3 ng/ul 16943000 5 21.47 1666800 20.0
(DEL) Alkane: Cyc... 21.16 3.2 ng/ul 266574 5 21.47 1666800 20.0
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