LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO071717 .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 3.861 41 46 54 rVB3 8508 14987 0.83% 0.086%
2 4.120 87 90 99 rBv4 2667 6271 0.35% 0.036%
3 6.576 503 508 514 rVB2 1637 3832 0.21% 0.022%
4 6.999 574 580 585 rBV3 1261 2439 0.14% 0.014%
5 7.510 656 667 687 rBV 169081 344768 19.13% 1.970%
6 7.686 687 697 710 rvVv 132264 234794 13.03% 1.342%
7 7.774 710 712 720 rVB3 1715 2955 0.16% 0.017%
8 7.904 724 734 746 rVB 178953 331482 18.39% 1.894%
9 8.374 804 814 824 rBV 160492 284185 15.77% 1.624%
10 9.055 922 930 941 rBV 220133 408264 22.65% 2.333%

11 9.537 1003 1012 1029 rVB 169502 323957 17.98% 1.851%
12 10.260 1126 1135 1145 rBV 158060 293012 16.26% 1.674%
13 10.800 1218 1227 1244 rBV 232450 444726 24.68% 2.541%
14 11.188 1285 1293 1304 rVB 224164 428372 23.77% 2.448%
15 11.323 1304 1316 1329 rBV 207025 421308 23.38% 2.407%

16 11.411 1329 1331 1338 rVB 1654 2439 0.14% 0.014%
17 12.351 1486 1491 1495 rBV2 1541 2219 0.12% 0.013%
18 12.751 1553 1559 1567 rVB3 3602 6080 0.34% 0.035%

19 14.361 1823 1833 1838 rBV 516212 795475 44 .14% 4._.545%
20 14.408 1838 1841 1852 rVB 218155 310008 17.20% 1.771%

21 14.672 1876 1886 1896 rBV 524910 846998 47 .00% 4._.840%
22 14.825 1910 1912 1919 rBV3 1852 2798 0.16% 0.016%
23 14.972 1928 1937 1949 rBV2 400336 666087 36.96% 3.806%
24 15.160 1962 1969 1994 rBV2 65714 175511 9.74% 1.003%

25 15.383 2002 2007 2013 rVB2 2572 4567 0.25% 0.026%
26 15.454 2013 2019 2022 rBV 1549 2247 0.12% 0.013%
27 15.777 2064 2074 2078 rVB5 5124 10904 0.61% 0.062%

28 15.959 2093 2105 2117 rBV 756095 1210915 67.19% 6.919%
29 16.071 2117 2124 2136 rBV 144381 235643 13.08% 1.346%

30 16.200 2140 2146 2155 rVB3 8093 12713 0.71% 0.073%
31 16.335 2163 2169 2174 rBV 1483 2200 0.12% 0.013%
32 16.635 2214 2220 2232 rVB4 6029 12291 0.68% 0.070%
33 16.746 2232 2239 2241 rBV 1287 2261 0.13% 0.013%
34 17.434 2349 2356 2361 rBv4 4753 7302 0.41% 0.042%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BGO71717 .M
Title = SVOA CALIBRATION
35 17.504 2361 2368 2375 rVB4 2998 6220 0.35% 0.036%

36 17.722 2396 2405 2415 rBV2 548488 877448 48.69% 5.014%
37 17.821 2415 2422 2432 rBV 887239 1344709 74.62% 7.684%

38 18.174 2477 2482 2486 rVB4 2843 3782 0.21% 0.022%
39 18.368 2510 2515 2521 rBV3 1094 2439 0.14% 0.014%
40 18.573 2546 2550 2556 rBV2 11450 20487 1.14% 0.117%
41 19.243 2663 2664 2670 rVB2 1685 2188 0.12% 0.013%
42 19.725 2742 2746 2751 rBV2 9982 17226 0.96% 0.098%
43 19.837 2760 2765 2770 rBV5 5890 10449 0.58% 0.060%
44 19.978 2784 2789 2796 rVB2 9706 17038 0.95% 0.097%
45 20.095 2800 2809 2822 rBV 1138252 1691540 93.86% 9.666%
46 20.982 2956 2960 2963 rBV5 1599 2565 0.14% 0.015%
47 21.018 2963 2966 2971 rVV6 1747 2826 0.16% 0.016%
48 21.441 3034 3038 3040 rBVS5 3534 4731 0.26% 0.027%
49 21.499 3043 3048 3057 rVB10 9754 27026 1.50% 0.154%
50 22.052 3135 3142 3153 rBV 668888 1196469 66.39% 6.837%
51 22.205 3166 3168 3174 rVB6 5194 6825 0.38% 0.039%
52 22.868 3275 3281 3288 rVB5 10650 21389 1.19% 0.122%
53 23.244 3341 3345 3348 rBV5 2299 3990 0.22% 0.023%
54 23.621 3402 3409 3416 rVB2 27483 50183 2.78% 0.287%
55 23.838 3440 3446 3453 rVBS8 8119 18551 1.03% 0.106%

56 24.496 3549 3558 3570 rVB 49505 112403 6.24% 0.642%
57 25.230 3680 3683 3686 rBV5 2706 3811 0.21% 0.022%
58 25.330 3686 3700 3722 rVV2 563317 1802140 100.00% 10.298%
59 25.571 3725 3741 3765 rVB 369788 1343481 74.55% 7.677%
60 26.764 3934 3944 3957 rVB3 77497 245134 13.60% 1.401%

61 27.093 3996 4000 4002 rBvV4 3809 4781 0.27% 0.027%
62 28.250 4186 4197 4212 rVB3 81455 291848 16.19% 1.668%
63 29.895 4475 4477 4480 rBvV4 3007 3526 0.20% 0.020%
64 30.048 4487 4503 4520 rVB4 60777 267926 14.87% 1.531%
65 32.099 4848 4852 4854 rBV3 2727 5061 0.28% 0.029%

66 32.216 4857 4872 4888 rBV5 45519 238335 13.23% 1.362%

Sum of corrected areas: 17500537
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.M
SVOA CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG027995.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.76 3.65 ng/ul 245134 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 3943 (26.758 min): BG027995.D (-3934) (-) m/z 57.00 100.00%
57.0
5000
127.1 26.40 26.60 26.80 27.00
183.1 280.9
A e | M/Z 43.00  63.61%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000
26.40 26.60 26.80 27.00
m/z 71.00 57.94%
h | ] 1? ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

PO
LIS L L L L L L L L B

26.40 26.60 26.80 27.00
5000 m/z 85.00 47 . 70%

113.0
169.0 225 0 281. 0 365 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0 26.40 26.60 26.80 27.00

m/z 55.00 26 .54%

5000

1130 160.0 2250 2810 337.0 304.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.25 4.34 ng/ul 291848 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90

Abundance Scan 4197 (28.250 min): BG027995.D (-4186) (-) m/z 57.00 100.00%

57.0
5000

mnmwwlmwwu 4151 28.00 28.20 28.40 28.60

,1, SR s bt S st m/z 43.00 60.00%
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57.0
5000 LA L L LR

28. OO 28 20 28. 40 28. 60
m/z 70.95 54 .20%

Iy F M L] 141, 0183 0225.0267.0309.0  380.0

15.0 |
e L R B B s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
B e Rk
28.00 28.20 28.40 28.60
5000 m/z 85.05 39.16%
99.0
18.0 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
T T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane
28.00 28.20 28.40 28.60
m/z 55.00 25.56%
5000

141.0183.0 225.0 267.0 309.0 351.0 393.0 436.0

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 28.00 28.20 28.40 28.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
30.05 3.99 ng/ul 267926 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane. 1ll-decvl- 437 C31H64 055320-06-4 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 4503 (30.048 min): BG027995.D (-4487) (-) m/z 57.00 100.00%
57.0
5000 J/ﬂ\\
e e e
13.1 29.80 30.00 30.20 30.40
169.1 280.9
_— ...]II,.‘.‘.f',‘.‘..~.,2.2.5.'.3,...‘.,...3.5,5.'9..,....,....,....,....,... m/z 43.00 66.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
5000
29.80 30.00 30.20 30.40
m/z 71.00 57.17%
h i H]] 3.0 169.0 225.0 282.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

N

29.80 30.00 30.20 30.40
5000 m/z 85.10 44 _87%

113.0 4690 225 0 281. o 338.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #241528: Tetratetracontane
57.0 29.80 30.00 30.20 30.40
m/z 55.00 24 . 74%
5000
130
,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 29.80 30.00 30.20 30.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072017\
Data File : BG027995.D

Aca On 20 Jul 2017 12:46

Operator : SJ/JU

Sample : 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 4
R.T. EstConc Area Relative to ISTD R.T.

32.22 3.55 ng/ul 238335 Perylene-d12 25.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 4873 (32.222 min): BG027995.D (-4857) (-) m/z 57.00 100.00%

5000

—

295.0 32.00 32.20 32.40
m/z 43.00 64.53%

211.2

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000
32.00 32.20 32.40
m/z 71.10 52.42%
h | ] 1? ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

%

32.00 32.20 32.40
5000 m/z 85.05 43 _.57%

113.0
169.0 225 0 281. o 337. 0 393.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #215181: 2-methyloctacosane
57.0 32.00 32.20 32.40
m/z 55.00 21.47%
5000
13.0
1 | 169.0 22502810 3650

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG072017\
Data File : BG027995.D

Acq On 20 Jul 2017 12:46

Operator : SJ/JU

Sample - 14209-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG0O71717 .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]
(DEL) Alkane: Str... 26.76 3.6 ng/ul 245134 6 25.57 1343480 20.0
(DEL) Alkane: Str... 28.25 4.3 ng/ul 291848 6 25.57 1343480 20.0
(DEL) Alkane: Str... 30.05 4.0 ng/ul 267926 6 25.57 1343480 20.0
(DEL) Alkane: Str... 32.22 3.5 ng/ul 238335 6 25.57 1343480 20.0
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