LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 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-BM041918.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 3.340 4 9 16 rVB 2801184 3746582 69.61% 5.003%
2 3.640 56 60 73 rvVB 71886 115610 2.15% 0.154%
3 4.228 156 160 168 rBvV 73440 103248 1.92% 0.138%
4 5.481 367 373 385 rVB2 28628 55772 1.04% 0.074%
5 7.616 729 736 748 rBVY 1175515 2051006 38.11% 2.739%
6 7.792 759 766 779 rBV 900936 1474168 27.39% 1.968%
7 8.010 796 803 812 rBY 1205924 1967402 36.55% 2.627%
8 8.492 875 885 897 rBVY 1555237 2575445 47 .85% 3.439%
9 9.186 995 1003 1015 rBVY 1141288 1953081 36.29% 2.608%
10 9.675 1078 1086 1094 rBV 1042412 1784036 33.15% 2.382%
11 10.028 1140 1146 1152 rVB 36981 56206 1.04% 0.075%

12 10.404 1201 1210 1223 rBV 815980 1398818 25.99% 1.868%
13 10.939 1294 1301 1312 rBV 1256096 2139844 39.76% 2.857%
14 11.333 1360 1368 1376 rBV 2021955 3411629 63.38% 4 _555%
15 11.457 1381 1389 1402 rBV 1064595 1914822 35.58% 2.557%

16 13.892 1797 1803 1810 rBV 49713 70894 1.32% 0.095%
17 14.486 1895 1904 1908 rBV 1982721 2718103 50.50% 3.629%
18 14.533 1908 1912 1917 rVB 497834 688200 12.79% 0.919%
19 14.798 1950 1957 1971 rBV 2300214 3430698 63.74% 4_.581%
20 14.945 1976 1982 1987 rVV 172096 221959 4.12% 0.296%

21 15.098 1999 2008 2015 rBV2 2531414 3867571 71.86% 5.164%
22 15.257 2029 2035 2051 rBV 778978 1212208 22.52% 1.619%
23 15.492 2071 2075 2080 rVB4 32832 54598 1.01% 0.073%
24 15.845 2130 2135 2138 rBV 44179 59000 1.10% 0.079%
25 15.886 2138 2142 2147 rVB 227382 280631 5.21% 0.375%

26 16.074 2167 2174 2180 rBV 2823557 4024632 74.77% 5.374%
27 16.174 2186 2191 2200 rVB 660244 945711 17.57% 1.263%
28 16.286 2202 2210 2213 rBV2 50466 116976 2.17% 0.156%
29 16.733 2282 2286 2297 rBV 178652 315247 5.86% 0.421%
30 17.521 2415 2420 2425 rBV 101791 133424 2.48% 0.178%

31 17.809 2463 2469 2474 rBV 2861421 4137008 76.86% 5.524%
32 17.851 2474 2476 2480 rVvV 289778 355781 6.61% 0.475%
33 17.909 2480 2486 2497 rVB 2818235 4089028 75.97% 5.460%
34 18.251 2540 2544 2548 rVB 49295 56433 1.05% 0.075%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
SVOA CALIBRATION

Method
Title

35 18.639 2605 2610 2619 rBV 864341 1299952 24.15% 1.736%

36 18.715 2620 2623 2632 rVB2 62113 114302 2.12% 0.153%
37 18.862 2643 2648 2651 rBV3 52614 88972 1.65% 0.119%
38 19.815 2806 2810 2816 rVB 669800 930076 17.28% 1.242%
39 19.880 2816 2821 2831 rBV 457296 716411 13.31% 0.957%
40 20.150 2861 2867 2877 rBV2 3202249 5382434 100.00% 7.187%

41 21.556 3102 3106 3114 rBV3 975893 1364891 25.36% 1.822%
42 21.897 3158 3164 3169 rBV 3441015 5024647 93.35% 6.709%

43 24.215 3553 3558 3564 rVB 2017296 3945817 73.31% 5.269%
44 24.380 3579 3586 3593 rBV 2147030 4498272 83.57% 6.006%

Sum of corrected areas: 74891545
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM014958.D
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2000000 11,33
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.34 29.09 ng/ul 3746580 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 9 (3.340 min): BM014958.D (-4) (-) m/z 73.10 100.00%

7B
5000 43
55 87

36| 65 9 135 340 350 360 3.70 3.80
Oberprrrrprrrr Ok e 88 UL 95 185 0 "m/z 43.05  46.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 3.40 3.50 3.60 3.70 3.80
55 87 m/z 55.10 29.33%

29 ‘ ‘
o Ll |, 80
T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
73

3.40 3.50 3.60 3.70 3.80

5000 m/z 87.10 24 _76%
55
43
87
27
0 36 62 101

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13743: 2,2,4-Trimethyl-3-pentanol R AR EaE s Ea S
73 3.40 350 360 3.70 3.80

m/z 41.10 15.09%

41 g 87
5000
29
1? ‘\ ‘ l ‘ ! ‘ | \‘ ! 97

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.40 3.50 3.60 3.70 3.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 2
R.T. EstConc Area Relative to ISTD R.T.
18.64 6.28 ng/ul 1299950 Phenanthrene-d10 17.81
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 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2610 (18.639 min): BM014958.D (-2605) (-) m/z 43.05 100.00%
73
5000
129
o ‘ 157 185 ZT3 256 18.40 18.60 18.80 19.00
o! b Ll L1288 827 358 1 a7 73,00  88.51%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 TTTT T T I [T T T [T T T [TTT
83 18.40 18.60 18.80 19.00
0
H o 157 1g5 213 256 m/z 60.00 83.47%
oL— "“IH‘“ hl‘\ .‘““‘.]“.h‘l“ ;‘H‘\Ihl I\ ‘. .‘ .‘. | .‘ —— “. —— —
m/z--> 50 100 150 200 250 300 350
Abundance
43 78
" 1840 18.60 18.80 19.00
5000 256 m/z 41.10 77 .65%
129
97 157 213
S0 OO T o -1 A
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid R e e e
4 78 18.40 18.60 18.80 19.00
m/z 55.05 70.97%
5000 129 -—A—*—#“/xﬁj\\‘~w~J_ﬁ~”~
97 199 242
157
0 |15| l‘. MIHI IH ‘I\m‘l iI\IL Ili‘llnl .‘ I ‘. .[]-E.;(p. L |\2|23| '{I e ———
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 4
R.T. EstConc Area Relative to ISTD R.T.
19.88 2.85 ng/ul 716411 Chrysene-di12 21.90
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 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
Abundance Scan 2821 (19.880 min): BM014958.D (-2816) (-) m/z 43.10 100.00%
73
5000
129
97 J 185 241 SRR SR SR B
284 19.60 19.80 20.00 20.20
o b 257 Loor LU ST a0 o3 00 74 360
miz--> 0 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SRR SR R B
97 185 241 19.60 19.80 20.00 20.20
m/z 57.10 70.57%
" M\ ST ‘ 213
fo) I \;\\lehl i M“‘Mlml ‘-“|‘- .‘ A ‘I .‘.“. | I" i .‘. e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43 g
19.|60 19.I80 20.'00 20.'20
5000 m/z 60.00 68.33%
129
97 185 onl 284
o 18 157 213
miz--> 0 §o 160 1%0 260 250 360 3%0 460
Abundance #131261: Octadecanoic acid R e AR R
43 78 19.60 19.80 20.00 20.20
m/z 41.05 68.26%
5000 129
o1 185
241 284
Oty Mhﬂ‘ﬂfﬁ7}.y.fe7.n. U R i
miz--> 0 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014958.D

Aca On : 04 May 2018 00:28

Operator : SJ/JU

Sample : J2554-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 (DEL) Alkane: Cyclic21.56 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 5.43 ng/ul 1364890 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Docosene 308 C22H44 001599-67-3 95
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
Abundance Scan 3107 (21.562 min): BM014958.D (-3102) (-) m/z 43.10 100.00%
a3
83
5000
111
LN BRI B B
39 239 21.20 21.40 21.60 21.80
ol A AL [T167, 207299 281 urausare 18 476 59 st 57 10 97.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
43 97
5000 VLA AR SRS B
2120 21.40 21.60 21.80
25 m/z 55.10 90.27%
ol 15, 11 11! ‘\ \F54182210238266
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
o7 21.20 21.40 21.60 21.80
5000 m/z 83.10 73.86%
125
0 2 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115907: Z-5-Nonadecene e A RRRRE
56 83 21.20 21.40 21.60 21.80
m/z 69.10 69.09%
5000 11
266
0 ‘ P39168 210238
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050318\
Data File : BM014958.D

Acq On : 04 May 2018 00:28

Operator : SJ/JU

Sample - J2554-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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]
Butane, 2-methoxy... 3.34 29.1 ng/ul 3746580 1 8.49 2575450 20.0
n-Hexadecanoic acid 18.64 6.3 ng/ul 1299950 4 17.81 4137010 20.0
Octadecanoic acid 19.88 2.9 ng/ul 716411 5 21.90 5024650 20.0
(DEL) Alkane: Cyc... 21.56 5.4 ng/ul 1364890 5 21.90 5024650 20.0
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