LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 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-BM111617.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 3.252 23 28 34 rvVB 61789 82632 3.76% 0.334%
2 3.752 109 113 118 rBvV 27697 34398 1.56% 0.139%
3 3.964 145 149 159 rBv4 30934 48864 2.22% 0.197%
4 4.864 298 302 309 rVB 118781 168840 7.68% 0.682%
5 6.887 637 646 655 rBV2 264342 478780 21.78% 1.935%
6 7.052 668 674 682 rVB 209172 309694 14.09% 1.252%
7 7.246 700 707 714 rBV 283363 430828 19.60% 1.741%
8 7.710 780 786 793 rBV 798423 1254458 57.06% 5.070%
9 8.416 899 906 914 rBV2 251740 404770 18.41% 1.636%
10 8.863 974 982 991 rBV 280579 446006 20.29% 1.802%
11 9.293 1049 1055 1061 rVB3 13391 23825 1.08% 0.096%

12 9.581 1098 1104 1111 rBV 207561 337264 15.34% 1.363%
13 10.116 1189 1195 1202 rBV 320893 514666 23.41% 2.080%
14 10.493 1252 1259 1272 rVB 1016774 1673524 76.12% 6.763%
15 10.634 1272 1283 1291 rBV2 136969 256305 11.66% 1.036%

16 12.028 1514 1520 1525 rBV3 31760 52319 2.38% 0.211%
17 13.763 1809 1815 1820 rBV 550957 749737 34.10% 3.030%
18 13.810 1820 1823 1832 rVB 106092 149115 6.78% 0.603%
19 14.039 1855 1862 1872 rBV 594219 883806 40.20% 3.572%
20 14.263 1895 1900 1905 rBV3 34580 43515 1.98% 0.176%

21 14.351 1908 1915 1923 rBV2 1335536 2018995 91.83% 8.159%
22 14.563 1945 1951 1962 rBV 147956 251999 11.46% 1.018%
23 15.216 2058 2062 2068 rVB2 35135 47095 2.14% 0.190%
24 15.345 2078 2084 2091 rVB 717500 1039775 47.29% 4.202%
25 15.463 2099 2104 2109 rBV2 141012 195500 8.89% 0.790%

26 16.080 2204 2209 2215 rBV2 27702 35576 1.62% 0.144%
27 17.098 2375 2382 2388 rBV2 1492821 2176431 98.99%% 8.795%
28 17.192 2393 2398 2407 rVB2 677081 988061 44.94% 3.993%
29 18.004 2530 2536 2541 rBV3 114056 157801 7.18% 0.638%
30 18.069 2543 2547 2551 rVB2 33395 45501 2.07% 0.184%

31 19.157 2728 2732 2736 rVB 21838 30180 1.37% 0.122%
32 19.286 2750 2754 2761 rBv4 76431 102702 4.67% 0.415%
33 19.492 2783 2789 2796 rBV 785724 1080530 49.15% 4_.367%
34 19.545 2796 2798 2803 rVB3 26950 34273 1.56% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
Title = SVOA CALIBRATION
35 20.051 2882 2884 2889 rVB4 19196 22109 1.01% 0.089%

36 21.010 3042 3047 3052 rBV3 198238 263437 11.98% 1.065%
37 21.280 3088 3093 3099 rBV 1775402 2198601 100.00% 8.885%
38 21.627 3149 3152 3156 rBV6 33797 41373 1.88% 0.167%
39 21.892 3192 3197 3203 rBV2 197680 379102 17.24% 1.532%
40 22.574 3310 3313 3318 rVB7 80857 100690 4._.58% 0.407%

41 22.856 3357 3361 3365 rBV2 167837 255102 11.60% 1.031%
42 22.898 3365 3368 3375 rVB5 188611 292726 13.31% 1.183%
43 23.368 3442 3448 3453 rBV2 517296 914871 41.61% 3.697%
44 23.509 3465 3472 3480 rVB2 1129493 2072104 94.25% 8.374%
45 23.733 3506 3510 3518 rVB6 193496 336032 15.28% 1.358%

46 24.074 3563 3568 3576 rVB3 194037 355930 16.19% 1.438%
47 25.697 3839 3844 3856 rVB6 154543 383257 17.43% 1.549%
48 26.562 3986 3991 4001 rVB9 207659 581922 26.47% 2.352%

Sum of corrected areas: 24745021
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM013090.D
1500000
1000000 10.49
7.71
500000
10.12
7.25 8.86
o 6.89 05 8.42 9.58 .63
4. .
| s=]
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013090.D
1500000 17.10
14.35
1000000
19.49
15.35 17 19
13.764.04
500000
14.56 5.46
18.81 18.00
) 20.05
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: BM013090.D
21]28
1500000
23.51
1000000
23.3
500000 21.89 23.7324.07 25,70 26.56
O B B o o e I B e o B I B B I B R
Time--> 21.00 21.50 22.00 22.50 23.00 2350 24.00 2450 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\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4._86 2.69 ng/ul 168840 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
4 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 301 (4.858 min): BM013090.D (-298) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SO 1 SO
| | 730 829 460 4.80 5.00 5.20
O e e et e e m/z 59.10 57.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U SR AR R
460 4.80 5.00 5.20
59.0 m/z 101.10 24.55%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 59.0 m/z 58.10 15.65%
31.0 83.0 101.0
e S S UL SULIULS SUSII IS IULILS IULI LS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- R B e .
43.0 460 4.80 5.00 5.20
m/z 41.10 13.97%
5000 59.0
15.0 101.0
31.0
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Oxalic acid, isobutyl octad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.01 2.40 ng/ul 263437 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 78
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
Abundance Scan 3047 (21.010 min): BM013090.D (-3042) (-) m/z 57.10 100.00%
57.1
5000
155.2 2211 267.0 20.60 20.80 21.00 21.20 21.40
o 3420 4021 “n/z 43.10 82.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57.0
5000 LRI AN SUNIRA
20,60 20.80 21.00 21.20 21.40
97.0 m/z 71.10 63.63%
oL Lall L \ L0 g0 MO
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.05 60.99%
97.0
o 139.0 22402690
m/z--> 50 100 150 200 250 300 350 400
Abundance #167790: Methoxyacetic acid, heptadecy! ester
57.0 910 20.60 20.80 21.00 21.20 21.40
L m/z 69.05 59.11%
5000
283.0
25-0 238.0
m/z--> 50 100 1&'30 " 200 250 300 3&1,0 400 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 E-14-Hexadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.89 3.45 ng/ul 379102 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
5 Cyclohexadecane 224 C16H32 000295-65-8 90
Abundance Scan 3197 (21.892 min): BM013090.D (-3192) (-) m/z 57.05 100.00%
57.
5000
141.1176.9 2911 281.1 355.1 21.60 21.80 22.00 22.20
- 823.2 M0 Tmsz 71.05  77.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92510: E-14-Hexadecenal
43.0
83.0
5000
21.60 21.80 22.00 22.20
05 0 m/z 43.05 77.33%
o b H\ | k\ _ 168.0199.0 238.0
m/z--> 55 160 1%0 260 2%0 300 3éo 460
Abundance
43.0
97.0 280.0 21,60 21.80 22.00 22.20
5000 m/z 55.00 55.18%
) 139.0 o019 2230
miz-> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)- i e e LR
57. 21.60 21.80 22.00 22.20
m/z 85.10 51.43%
97.0
5000
0 za\ox LLi l 1390 1820 2240  280.0
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 3éo 4(')0 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .86 2.46 ng/ul 255102 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Tetracosane 338 C24H50 000646-31-1 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 3362 (22.862 min): BM013090.D (-3357) (-) m/z 57.10 100.00%
57.1
5000
208.0
248.9 282 1 3422 4009 22.60 22.80 23.00 23.20
0 ..jJ.J' m/z 71.10 78.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000
22.60 22.80 23.00 23.20
99.0 m/z 43.05 64 .41%
0 27\"0“\ ‘ H\ Il u‘. ] ‘\14:\"0\ ;830 225.0 26\80
m/z--> §0 160 1éo 260 250 360 3%0 460
Abundance
57.0
| 22.60 22.80 23.00 23.20
5000 m/z 85.00 43.56%
99.0
0 27.0 141.0 183.0 225.0254.0
miz-> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0 22.60 22.80 23.00 23.20
m/z 41.05 24 .27%
5000
99.0
miz-> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Nonadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.90 2.83 ng/ul 292726 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 64
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 64
5 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 64
Abundance Scan 3368 (22.898 min): BM013090.D (-3365) (-) m/z 57.10 100.00%
7.1
5000 111
3.1 2080 28L1 4.4 489.2 22.60 22.80 23.00 23.20
ol N30 e SB3 w7z 43.10  97.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecyl trifluoroacetate
57.0
11.0
5000 ULV IR U
22.60 22.80 23.00 23.20
m/z 97.05 92 .89%
o,...w.‘.\,w\ ||l 2oe0 meosmomeze
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
430 97.0
22.60 22.80 23.00 23.20
5000 m/z 55.10 86 .94%
o 1390185 0224.0266.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239098: Tetracosy! heptafluorobutyrate B BB B e B e e
57.0 22.60 22.80 23.00 23.20
m/z 69.05 82.07%
5000 110
0 | | 169.0 597 0264.0 33603810 532.0
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 6 Oxirane, heptadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.73 3.24 ng/ul 336032 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 90
3 Octadecanal 268 C18H360 000638-66-4 90
4 Octadecanal 268 C18H360 000638-66-4 87
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
Abundance Scan 3510 (23.733 min): BM013090.D (-3506) (-) m/z 57.10 100.00%
51.1
96.1
5000
3416 3904 409 23.40 23.60 23.80 24.00
Y § 1293 "m/z 43.10 86.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43.0 820
5000 AU AAARAR
23140 23.60 23.80 24.00
240 m/z 82.00 76 .51%
‘ W\\ 166.0 222.0 264.0
04 “.“‘|.“.".H‘.|“.‘...‘|....i....|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0, 82.0
23.40 23.60 23.80 24.00
5000 m/z 55.10 56 .76%
123.0
0 166.0 222.0 268.0
mz-> 50 100 150 200 250 300 350 400
Abundance #117605: Octadecanal B Eaan
43.0 820 23.40 23.60 23.80 24.00
m/z 96.10 54 _67%
5000
0 i A
m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

24 .07 3.44 ng/ul 355930 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octadecane. 3-methvl- 268 C19H40 006561-44-0 87
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3567 (24.068 min): BM013090.D (-3563) (-) m/z 57.10 100.00%

5%.1
5000
99.0
141.1 209.1 267.1 23.80 24.00 24.20 24.40

ol b b bl oo T 979 4150 4611 270 10 88.94%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #117649: Octadecane, 2-methyl-
57.0
5000
23.80 24.00 24.20 24.40
%go . m/z 43.05 81.36%
" 1410 '
20 [l L 100 a0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T [T
23.80 24.00 24.20 24.40
5000 m/z 85.10 65.09%
o 141.0 183.0 225.0 267.0 309.0  366.0
L o o o e o I o e e L LB A B i o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117650: Octadecane, 3-methyl-
57.0 23.80 24.00 24.20 24.40
m/z 55.10 34.16%
5000
0 L0 239.0
Lo ]
O T e e T R ERRERE SRR

m/z--> 0 50 100 150 200 250 300 350 400 450

T I I T
23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.70 3.70 ng/ul 383257 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Eicosane 282 C20H42 000112-95-8 74
3 Pentacosane 352 C25H52 000629-99-2 74
4 Eicosane 282 C20H42 000112-95-8 74
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 3844 (25.697 min): BM013090.D (-3839) (-) m/z 57.10 100.00%
57.1
o j\\p\J\/\'\q
2 wo % 220 25,40 25.60 25.80 26.00
- .0 3430
0 ,l ! .J|,-.‘.-~t. rl,m.»u.-b.'.-,h-:-:ﬂ. o209 A0 L Thzz 71.00  62.85%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57.0

5000 R EEEREmEE s
25 40 25. 60 25 80 26 00

m/z 43.10 52 .39%

9.0
| L h | || 141.0183.0 225.0 268.0

O+ A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
T
25.40 25.60 25.80 26.00
5000 m/z 85.10 49 .34%
99.0
o 141.0 1830 2250 2820
T L o o e LA o o o o o o e S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57.0 25.40 25.60 25.80 26.00
m/z 69.10 20.43%
5000
9.0
oy | | 1419183.0 225.0 267.0 309.0 352.0
L o o S B o o o o I
m/z--> 50 100 150 200 250 300 350 400 450 25 40 25. 60 25 80 26 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013090.D

Aca On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 9 _gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26 .56 5.62 ng/ul 581922 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 51
2 _beta.-Sitosterol 414 C29H500 000083-46-5 38
3 .beta.-Sitosterol 414 C29H500 000083-46-5 38
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 30
5 _gamma.-Sitosterol 414 C29H500 000083-47-6 15
Abundance Scan 3991 (26.562 min): BM013090.D (-3986) (-) m/z 43.10 100.00%
431
133.1
5000 93.0 2131
2553 303.1 414.4 RUNSNBUAB UL RS
43, 475.2 26.20 26.40 26.60 26.80
(I | m/z 57.00 46.86%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 UNABUUNABAUUNUUURRE B
145.0 414.0 26,20 26.40 26.60 26.80
213.0 5., 3030 m/z 133.05 46.62%
0 T \I “l“.“ﬁ
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
26.20 26.40 26.60 26.80
5000 m/z 92.95 45_.32%
107.01450 414.0
: 213.0
. 2550 3030 o010
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0 26.20 26.40 26.60 26.80
m/z 55.05 42 _.96%
5000 81.0
26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112217\
Data File : BM013090.D

Acq On : 22 Nov 2017 17:56

Operator : SJ/JU

Sample : 16514-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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]
2-Pentanone, 4-hy... 4.86 2.7 ng/ul 168840 1 7.71 1254460 20.0
Oxalic acid, isob... 21.01 2.4 ng/ul 263437 5 21.28 2198600 20.0
E-14-Hexadecenal 21.89 3.5 ng/ul 379102 5 21.28 2198600 20.0
(DEL) Alkane: Str... 22.86 2.5 ng/ul 255102 6 23.51 2072100 20.0
Nonadecyl trifluo... 22.90 2.8 ng/ul 292726 6 23.51 2072100 20.0
Oxirane, heptadecyl- 23.73 3.2 ng/ul 336032 6 23.51 2072100 20.0
(DEL) Alkane: Str... 24.07 3.4 ng/ul 355930 6 23.51 2072100 20.0
(DEL) Alkane: Str... 25.70 3.7 ng/ul 383257 6 23.51 2072100 20.0
-gamma.-Sitosterol 26 .56 5.6 ng/ul 581922 6 23.51 2072100 20.0
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