LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 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-BM050516 .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 2.734 4 8 16 rVB 53774 73937 2.73% 0.248%
2 3.010 51 55 71 rvVB 75126 114450 4.23% 0.384%
3 6.940 717 723 736 rBV 323540 533585 19.73% 1.790%
4 7.104 745 751 764 rVB 266505 407623 15.07% 1.368%
5 7.304 778 785 795 rBV 329581 535662 19.81% 1.797%
6 7.769 857 864 874 rVB 334918 537674 19.88% 1.804%
7 8.475 978 984 996 rBV 374454 614316 22.72% 2.061%
8 8.922 1054 1060 1072 rBV 316873 543032 20.08% 1.822%
9 9.645 1176 1183 1192 rBV 284181 469543 17.36% 1.575%
10 10.181 1268 1274 1286 rBvV 442424 755882 27 .95% 2.536%

11 10.557 1331 1338 1350 rBV 524137 889938 32.91% 2.986%
12 10.692 1355 1361 1381 rBV 311124 586540 21.69% 1.968%
13 13.816 1885 1892 1897 rBV 873612 1277360 47.24% 4._.285%
14 13.863 1897 1900 1907 rVB 216637 294826 10.90% 0.989%
15 14.104 1934 1941 1952 rBV 973714 1499438 55.45% 5.030%

16 14.304 1969 1975 1980 rBV 39724 51586 1.91% 0.173%
17 14.410 1980 1993 2001 rBV2 854606 1309723 48.44% 4_.394%
18 14.621 2024 2029 2046 rBV 300141 522164 19.31% 1.752%
19 15.257 2132 2137 2141 rVB 57899 68724 2.54% 0.231%
20 15.404 2156 2162 2172 rVB 1294461 1939573 71.73% 6.507%

21 15.533 2178 2184 2196 rVB 422162 603082 22.30% 2.023%

22 15.645 2198 2203 2210 rBV2 25005 49933 1.85% 0.168%
23 16.115 2279 2283 2293 rBV 59344 105747 3.91% 0.355%
24 16.910 2411 2418 2421 rBV 31981 37764 1.40% 0.127%

25 17.157 2455 2460 2466 rBV2 1109767 1636402 60.52% 5.490%

26 17.257 2471 2477 2487 rVB2 1443737 2116788 78.28% 7.102%

27 17.933 2586 2592 2597 rBV2 18692 30425 1.13% 0.102%
28 17.992 2597 2602 2606 rBV 21552 31452 1.16% 0.106%
29 18.051 2607 2612 2622 rBV 178548 266275 9.85% 0.893%
30 19.186 2801 2805 2807 rBV 22455 29790 1.10% 0.100%
31 19.221 2807 2811 2820 rVB 63531 107796 3.99% 0.362%
32 19.333 2826 2830 2844 rVB 34338 54207 2.00% 0.182%
33 19.556 2861 2868 2877 rBV 1855582 2704038 100.00% 9.072%
34 20.086 2946 2958 2963 rBv4 16080 38693 1.43% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 1 % of largest Peak
Max Peaks: 100

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-BM050516 .M
Title - SVOA CALIBRATION
35 21.050 3117 3122 3134 rBV3 137260 232390 8.59% 0.780%
36 21.350 3167 3173 3178 rBVY 1552514 2094718 77 .47% 7.028%
37 21.927 3267 3271 3273 rBV2 33684 39746 1.47% 0.133%
38 21.950 3273 3275 3284 rVB10 24594 46651 1.73% 0.157%
39 22.392 3346 3350 3354 rBV 36730 49920 1.85% 0.167%
40 22.527 3369 3373 3379 rVB 39353 55067 2.04% 0.185%
41 22.627 3385 3390 3398 rBV 171179 218097 8.07% 0.732%
42 22.903 3432 3437 3441 rBV 139895 205975 7.62% 0.691%
43 22.956 3441 3446 3458 rVvB2 607738 1092632 40.41% 3.666%
44 23.480 3527 3535 3550 rVvB2 1168543 2345903 86.76% 7.870%
45 23.621 3551 3559 3577 rVvB2 888851 1759362 65.06% 5.902%
46 23.791 3586 3588 3594 rVB4 23865 33091 1.22% 0.111%
47 24.127 3638 3645 3654 rVB 203986 400983 14.83% 1.345%
48 24.221 3656 3661 3672 rvv4 31828 73624 2.72% 0.247%
49 24.874 3767 3772 3787 rVB 57685 136765 5.06% 0.459%
50 25.756 3915 3922 3930 rBV 78142 184295 6.82% 0.618%
Sum of corrected areas: 29807187
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005341.D

1500000

1000000

500000 8.47 10.18

6.97418.30 7.77 i 8.92 9.65 0.69
D e g e e e b
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005341.D
19,56
1500000 17.26
15.40 J
17.16
1000000 14.10
13.82 | 1441
500000 15.53
14.62
13.86 18.05
15.26 16.12 t HZ%
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM005341.D
21.35
1500000
23.48
1000000 P3.62
22.96
500000
21.05
O o s o L P e e L T e LN B A we S

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Amylene Hydrate Concentration Rank 5

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

2.73 2.75 ng/ul 73937 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene Hvdrate 88 C5H120 000075-85-4 83
2 Amvlene Hvdrate 88 C5H120 000075-85-4 78
3 Amvlene Hvdrate 88 C5H120 000075-85-4 74
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 40
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 40

Abundance Scan 7 (2.728 min): BM005341.D (-4) (-) m/z 59.10 100.00%

59.1
73.1
5000
43.0

280 290 300 3.10
52. 87.9
,””“m“”q””””“m““hLJ“”“”qm,””“m“”quqnupuwnq“ m/z 73.10 60.92%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2068: Amylene Hydrate
59.0
73.0
5000

2.80 2.90 3.00 3.10

o

43.0
310 m/z 55.10 45.21%
0,,15,0,,,?79,,,53, ,65,0,‘,,,,,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59.0
R RERERmamas SIS
2.80 2.90 3.00 3.10
5000 73.0 m/z 43.05 33.94%
31.0 43.0
0 250 370 53.0 67.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2070: Amylene Hydrate R R e
59.0 280 290 3.00 3.10

m/z 41.10 18.57%

5000 3.0
31.0 43.0
250 | 370 53-4? 650 | 87.0
errprerrrererr 290 SO L L 830 | eso | 810

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 2.90 3.00 3.10

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.01 4.26 ng/ul 114450 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 55 (3.010 min): BM005341.D (-51) (-) m/z 73.10 100.00%
741
5000
43.0
| 2k 5t 35 3w
b b e e e e 2o m/z 43.05  33.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 SSEEB SRR SRR
43.0 280 3.00 3.20 3.40
' m/z 55.10 26 .84%
27.0 ‘ ‘
0"'I“L'wj”'l'”ul'”'l'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
280 300 320 3.40
0
5000 550 m/z 87.10 25.92%
39.0
o 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13286: 2,2,4—Trimethy|—3—pentano| L AL NN BN N B
73.0 280 3.00 3.20 3.40
m/z 71.10 11.09%
410 o
5000
0 |1|5|.0|||||||||||||||||||9?.|()||||||||||||||||||||||||||||| [\.luuuuluuuuluuuuluu
m/z--> 20 40 60 80 100 120 140 160 180 200 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.05 3.25 ng/ul 266275 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2612 (18.051 min): BM005341.D (-2607) (-) m/z 73.05 100.00%
431 730
5000 1291
97.1 213.2
| 157.1 185.2 256.3 17.80 18.00 18.20 18.40
() S m/z 60.00 85.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 LS UL SR BULEL B
129.0 17.80 18.00 18.20 18.40
97.0 o , m/z 43.10 82.10%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
R R RSN AR B
43.0 17.80 18.00 18.20 18.40
5000 129.0 m/z 57.10 73.15%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0 17.80 18.00 18.20 18.40
m/z 55.10 66.90%
73.0
5000
129.0 256.0
o, \ Il W70 T 15201710 194.02130 2370~
m/z--> 2'0 4'0 80 100 12'0 14'10 160 180 200 220 240 2('30 17. 80 18 00 18. 20 18I40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.05 2.22 ng/ul 232390 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 3122 (21.050 min): BM005341.D (-3117) (-) m/z 57.05 100.00%
57.0
7.0 k
5000
391 1941 20.80 21.00 21.20 21.40
0 ...-.,....,.“..,....,...2‘.‘6,?...,...??5.1...,....,...., m/z 43.10 75.23%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 RN NN AR AR B
2080 21.00 21.20 21.40
m/z 55.10 73.06%
196.
Olﬁ"{’ll \\ h “3?9”,,“,‘ 280
miz--> 0 50 200 250 300 350 400 450
Abundance
57.0
A S
97.0 2080 21.00 21.20 21.40
5000 m/z 83.10 70.31%
0 1390 181 0 2240 271,049
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0 20.80 21.00 21.20 21.40
97.0 m/z 69.10 59.23%
5000
39.0
0154‘ |, h , 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
miz--> 0 55 160 150 200 250 300 350 400 450 ' 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.48 ng/ul 218097 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 3391 (22.633 min): BM005341.D (-3385) (-) m/z 57.10 100.00%
1
5000 ?!&
211621 193122222510 2811 3411 22.40 22.60 22.80 23.00
0 ' : m/z 82.05 82.89%
m/z--> 50 100 150 200 250 300 350
Abundance #99461: Oxirane, hexadecyl-
82.0
55.0
5000
10.0 22.40 22.60 22.80 23.00
']380 m/z 43.05 77 .71%
0 270 \H\ H‘“ “h H\u. \\}690\\ \2]\-}(\) 2590
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 820
2240 22.60 22.80 23.00
5000 m/z 55.05 66 .18%
110.0
. 138.0166.0104.0 236.0264.0
m/z--> 50 100 150 200 250 300 350
Abundance #99460: Oxirane, hexadecy!- R e AR RE R
58.0 82.0 22.40 22.60 22.80 23.00
m/z 96.05 59.13%
5000
09.0
N 2710 I L 137:0166.0194.0222.0 250.0
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.90 2.34 ng/ul 205975 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3436 (22.897 min): BM005341.D (-3432) (-) m/z 57.10 100.00%
571.1
5000 /JL
\
s 22,60 22.80 23.00 23.20
141.1 - - - -
ol d ALy 2915 1832 2231 om1a spro 4151 i 6N GGy
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 \‘1--}\--- SRS
22.60 22.80 23.00 23.20
99.0 m/z 43.05 53.44%
ol280l L\ 110 1830 2250 267.0 300.0 3510 _408.0
m/z--> §o 100 150 200 250 300 350 400
Abundance
57.0
22,60 22.80 23.00 23.20
5000 m/z 85.10 47 .71%
99.0
o 26.0 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane o REamE S
57.0 22.60 22.80 23.00 23.20
m/z 55.05 22 .05%
5000
99.0
oL.26lof | | | J | 1410 1830 2250 296.0
m/z--> 50 100 1% 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7 1-Heneicosyl formate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22 .96 12.42 ng/ul 1092630 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 87
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87
Abundance Scan 3447 (22.962 min): BM005341.D (-3441) (-) m/z 57.10 100.00%

57.1 97.1
5000

9.2 260 22.80 23.00 2 ””I
1812
oL M 22522680 820 4010 m/z 83.10 92.53%

22. 60 22. 80 23. OO 23 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosyl formate
57.0
97.0
5000

22.60 22.80 23.00 23.20
m/z 97.10 92 .20%

39.0 294.0
oLl 0 ss202200 B0 300
m/z--> 50 100 150 200 250 300 350 400 450
Abundance

43.0

22.60 22.80 23.00 23.20

L

5000 83.0 m/z 55.05 86.37%
125.0
0 167.0 210.0 267.0 307.0 490.0
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0 22.60 22.80 23.00 23.20

m/z 69.10 79 .35%

5000 83.0

L ‘ ]ﬂz 1680 2100 2520
oL , — L o A e o |

m/z--> 50 100 150 200 250 300 350 400 450 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.13 4.56 ng/ul 400983 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 3646 (24.133 min): BM005341.D (-3638) (-) m/z 57.10 100.00%
57.1
5000 { \
99.1
1412 1g3 0532 23.80 24.00 24.20 24.40
Ol 1|, Lo 32 232 2951 3851 4151 | Tn/z 71.10 69.58%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000
23.80 24.00 24.20 24.40
99.0 m/z 43.05 52.97%
oLl | 2410 1830 2250 267.0 3090 3510 _408.0
e B T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—
23.80 24.00 24.20 24.40
5000 m/z 85.05 51.53%
99.0
0250 141.0 183.0 225.0 267.0 3110 367.0 4100
T T T T T T [ T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57.0 23.80 24.00 24.20 24.40
m/z 55.10 21.75%
5000
9.0
ok | |1 1410 1830 2250 267.0 309.0 351.0 3930 436.0
A e e e e e L e T
m/z--> 0 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO050716\
Data File : BM005341.D

Aca On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.76 2.10 ng/ul 184295 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3923 (25.762 min): BM005341.D (-3915) (-) m/z 57.10 100.00%
51.1
5000
99.1
41.1 207.1 25.40 25.60 25.80 26.00
ol ] .J-.~‘|, L%, 200 ees1 o it 10 66,510
m/z--> 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane
57.0
5000
25.40 25.60 25.80 26.00
99.0 m/z 43.05 54 .30%
ol Ll h 1 \\ | %410 ;830 2250 2810 337.0 3940
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
25.40 25.60 25.80 26.00
5000 m/z 85.10 52.27%
99.0
0260, L 110 1830 2250 267.0 3090 10 4220
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57.0 25.40 25.60 25.80 26.00
m/z 55.10 21.79%
- A/\M//\‘/\‘/\r
99.0
ol A ULy 140 1830 DY 2810 3230
m/z--> 50 100 150 200 250 300 350 400 2540 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050716\
Data File : BM005341.D

Acq On : 08 May 2016 11:32

Operator : UM/SJ

Sample : H2772-13

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Amylene Hydrate 2.73 2.8 ng/ul 73937 1 7.77 537674 20.0
Butane, 2-methoxy... 3.01 4.3 ng/ul 114450 1 7.77 537674 20.0
n-Hexadecanoic acid 18.05 3.3 ng/ul 266275 4 17.16 1636400 20.0
Ethanol, 2-(tetra... 21.05 2.2 ng/ul 232390 5 21.35 2094720 20.0
Oxirane, hexadecyl- 22.63 2.5 ng/ul 218097 6 23.62 1759360 20.0
(DEL) Alkane: Str... 22.90 2.3 ng/ul 205975 6 23.62 1759360 20.0
1-Heneicosyl formate 22.96 12.4 ng/ul 1092630 6 23.62 1759360 20.0
(DEL) Alkane: Str... 24.13 4.6 ng/ul 400983 6 23.62 1759360 20.0
(DEL) Alkane: Str... 25.76 2.1 ng/ul 184295 6 23.62 1759360 20.0
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