LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\

Data File : BM0O04385.D

Aca On : 24 Feb 2016 15:05 Instrument :
Operator : SJ/UM (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i H1560-07 0m1$3&m%3
ALS Vial : 11 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-BM022216 .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 2.740 4 9 19 rBvV 52768 86614 10.08% 1.090%
2 2.822 19 23 29 rvB 14015 16696 1.94% 0.210%
3 6.810 696 701 713 rBV 91425 146125 17 .00% 1.838%
4 6.957 721 726 736 rBV 84647 128999 15.01% 1.623%
5 7.157 755 760 770 rBB 107852 165998 19.31% 2.088%
6 7.622 833 839 846 rBB 84088 129686 15.09% 1.631%
7 8.345 956 962 975 rBB 129088 205746 23.94% 2.588%
8 8.781 1030 1036 1047 rBB 102743 164732 19.16% 2.072%
9 9.504 1153 1159 1167 rBB 86923 141012 16.40% 1.774%
10 10.045 1245 1251 1267 rBB 135948 226435 26.34% 2.848%

11 10.404 1306 1312 1321 rBB 135701 229179 26.66% 2.883%
12 10.557 1332 1338 1362 rBB 129711 226049 26.30% 2.844%
13 13.698 1866 1872 1876 rBV 316501 430600 50.09% 5.417%
14 13.745 1876 1880 1887 rVB 96213 129243 15.04% 1.626%
15 13.975 1913 1919 1934 rBB 359993 524825 61.06% 6.602%

16 14.180 1950 1954 1958 rBB 13755 16275 1.89% 0.205%
17 14.286 1966 1972 1978 rBB2 239278 353552 41.13% 4.448%
18 14.527 2009 2013 2026 rBV 60797 119950 13.95% 1.509%
19 15.133 2113 2116 2121 rBB 19589 23433 2.73% 0.295%
20 15.280 2135 2141 2151 rBB 474008 681305 79.26% 8.571%

21 15.427 2162 2166 2178 rBB 106739 143735 16.72% 1.808%

22 15.521 2179 2182 2190 rBB2 6123 12619 1.47% 0.159%
23 15.998 2259 2263 2274 rBV 19657 31322 3.64% 0.394%
24 16.792 2394 2398 2402 rBB 9116 10034 1.17% 0.126%

25 17.039 2434 2440 2446 rBV2 308331 433051 50.38% 5.448%

26 17.139 2450 2457 2472 rVV 535758 745799 86.76% 9.382%
27 19.445 2843 2849 2857 rBV2 631754 859573 100.00% 10.813%

28 20.951 3101 3105 3115 rBV 39655 56110 6.53% 0.706%
29 21.156 3137 3140 3144 rVB 11739 11231 1.31% 0.141%
30 21.250 3150 3156 3168 rBV 335981 430305 50.06% 5.413%
31 22.503 3365 3369 3373 rBvV 13726 15922 1.85% 0.200%
32 22.768 3410 3414 3418 rVB 11557 16389 1.91% 0.206%
33 22.815 3418 3422 3434 rBV 35569 68053 7.92% 0.856%

34 23.333 3502 3510 3520 rBV 315830 580840 67.57% 7.307%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\
Data File : BM004385.D

Aca On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOMOZ2.2-EPA-BM022216.M
SVOA CALIBRATION

Method
Title

35 23.474 3527 3534 3545 rVB2 167597 308464 35.89% 3.880%

36 23.956 3610 3616 3623 rVB 18268 33598 3.91% 0.423%

37 24.686 3733 3740 3746 rBV2 10491 21252 2.47% 0.267%

38 25.533 3878 3884 3892 rVB2 10995 24611 2.86% 0.310%
Sum of corrected areas: 7949362
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\
Data File : BM004385.D

Aca On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM022216 .M

SVOA CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\
Data File : BM004385.D

Aca On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM022216_M
Quant Title : SVOA CALIBRATION

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 unknown-01 Concentration Rank 4

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

2.82 2.57 ng/ul 16696 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 40
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 4
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 4
4 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 4
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 3

Abundance Scan 23 (2.822 min): BM004385.D (-19) (-) m/z 73.10 100.00%
3
5000
43 55 87
39 51 | 2.80 2.90 3.00 3.10 3.20
0”P“WmW“”W”P”WWW“J¢“LWH“WMW““PWP'Wmﬁ“”W”P“W“ m/z 43.10 27.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73 ?
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.83%
0 ‘2? 33 39 4650 ‘ 59 69| o 80
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 22 .73%
44 58
27
1518 40 54
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 10.94%
5000 43 87
15 72
o 18 27 39 /|46 5154 59 68 |
m/z--> 5'3 1'0 1'5 2'0 25 30 3'5 4'0 4'5 5'0 5'5 6|O 6|5 7'0 7'5 8IO 8|5 9'0 9'5 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\
Data File : BM004385.D

Aca On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM022216 .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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.95 2.61 ng/ul 56110 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
2 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
3 1-Tetracosanol 354 C24H500 000506-51-4 90
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 3105 (20.951 min): BM004385.D (-3101) (-) m/z 83.10 100.00%
g7
5000 111
3 o8 . 20060 2050 21.00 2170
O m/z 57.10 99.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 ENUBAUVEAARBARIARRE S
20.60 20.80 21.00 21.20
97 m/z 97.10 93.98%
o 2& b 125 154 181 205224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
o 20.60 20.80 21.00 21.20
5000 m/z 69.10 90.59%

97

125 155 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R e R
43 20.60 20.80 21.00 21.20
m/z 55.10 85.35%
5000 83
18
o LI s 140 168 196 238 266 308 336
s AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\
Data File : BM004385.D

Aca On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM022216 .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 1-Octadecanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.82 4.41 ng/ul 68053 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 3423 (22.821 min): BM004385.D (-3418) (-) m/z 97.10 100.00%
55 69
43
5000
139 221 252 2260 22.80 23.00 23.20
0 193 209 m/z 83.10 95.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100813: 1-Octadecanol
43 55 g9
5000 BN RARERRARUNUAE
nmnmmmmm
125 m/z 55.10 76.68%
o ‘\ “ il 139153 168 182 196909 224 252
m/z--> ' b éo éo 100 120 140 160 180 200 220 240
Abundance
43 55 69 83
R NI SRR SR
97 22.60 22.80 23.00 23.20
5000 m/z 69.10 76.24%
111
29
125
0 139 154168182 210 238
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 200 250 250
Abundance #148859: Trichloroacetic acid, pentadecy! ester e
43 57 22.60 22.80 23.00 23.20
69 83 m/z 57.10 75.20%
97
5000
111
125
SIS 3T R (N T L. W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 22.60 2280 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022416\
Data File : BM004385.D

Aca On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM022216 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.96 2.18 ng/ul 33598 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 78
Abundance Scan 3617 (23.962 min): BM004385.D (-3610) (-) m/z 57.10 100.00%
57
85
5000
113 F?P"W"”Im”'l”"ﬁ
| || | 207 23.60 23.80 24.00 24.20
o I m/z 71.10 83.04%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
57
1
5000 RN AU AU S
85 23.60 23.80 24.00 24.20
29 m/z 85.10 64 .58%
ol | “h‘khﬁﬁ3}ﬂ11§9197225253281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
2360 23.80 24.00 24.20
5000 85 m/z 43.10 55.57%
29 113141
o 169197 225253 281309337 380
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #162744: Hentriacontane R B B
57 23.60 23.80 24.00 24.20
m/z 55.00 26.00%
5000
85
29 113141
o4 [ 11169197 225253280309 351379407 436
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022416\
Data File : BM004385.D

Acq On : 24 Feb 2016 15:05

Operator : SJ/UM

Sample : H1560-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022216 .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]
unknown-01 2.82 2.6 ng/ul 16696 1 7.62 129686 20.0
Pentafluoropropio... 20.95 2.6 ng/ul 56110 5 21.25 430305 20.0
1-Octadecanol 22.82 4.4 ng/ul 68053 6 23.47 308464 20.0
(DEL) Alkane: Str... 23.96 2.2 ng/ul 33598 6 23.47 308464 20.0
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