LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample = 14455-11

Misc :

ALS Vial : 25 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-BG080217 .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 3.843 38 43 50 rvB5 6453 12585 1.15% 0.100%
2 4.337 125 127 134 rBV4 2891 4009 0.37% 0.032%
3 5.982 403 407 413 rVB3 1331 3217 0.29% 0.025%
4 6.428 479 483 488 rBV4 2432 3136 0.29% 0.025%
5 6.605 510 513 516 rVB 1824 2592 0.24% 0.021%

6.769 536 541 542 rVB2 2016 2762 0.25% 0.022%

7.503 658 666 677 rBv2 105248 222222 20.24% 1.761%
694 704 rBV 75768 132514 12.07% 1.050%
7.885 723 731 742 rVV 99186 176702 16.09% 1.400%

O © o~ O
\l
o
o)
o
o)
s
\l

1 8.355 803 811 824 rVB2 134634 236915 21.57% 1.877%
11 8.485 824 833 836 rBv2 1180 2978 0.27% 0.024%
12 8.626 851 857 864 rBvV3 1337 2811 0.26% 0.022%

13 9.043 919 928 944 rBVv3 125187 239785 21.84% 1.900%
14 9.519 998 1009 1019 rBV 100249 190976 17.39% 1.513%
15 10.247 1125 1133 1141 rBV 85852 162706 14.82% 1.289%

16 10.412 1160 1161 1168 rBV 1441 2813 0.26% 0.022%
17 10.788 1217 1225 1237 rBvV2 123771 243522 22.18% 1.930%
18 11.176 1283 1291 1300 rVB 188781 358479 32.64% 2.840%
19 11.305 1304 1313 1326 rBv2 100714 216776 19.74% 1.718%

20 12.327 1481 1487 1491 rVB4 3198 6688 0.61% 0.053%
21 12.621 1531 1537 1546 rBV3 3684 7772 0.71% 0.062%
22 12.733 1551 1556 1561 rVB2 2205 3943 0.36% 0.031%
23 13.555 1692 1696 1699 rBV2 2174 3293 0.30% 0.026%
24 14.219 1801 1809 1814 rBV2 1306 4148 0.38% 0.033%

25 14.348 1823 1831 1835 rVV 338182 491601 44.77% 3.895%

26 14.395 1835 1839 1848 rVB 180418 266044 24.23% 2.108%
27 14.654 1875 1883 1894 rVB 294182 484740 44.14% 3.841%
28 14.813 1906 1910 1917 rBV5 4772 9184 0.84% 0.073%
29 14.959 1926 1935 1948 rVB2 370504 603180 54.93% 4._779%
30 15.147 1957 1967 1987 rBV3 95515 231880 21.12% 1.837%

31 15.312 1991 1995 1998 rVB4 2571 3044 0.28% 0.024%
32 15.371 1999 2005 2010 rVB4 2910 5423 0.49% 0.043%
33 15.418 2010 2013 2020 rVB5 3465 6642 0.60% 0.053%
34 15.471 2020 2022 2025 rBV 1992 2729 0.25% 0.022%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample = 14455-11

Misc :

ALS Vial : 25 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-BG080217 .M

Title = SVOA CALIBRATION

35 15.676 2046 2057 2061 rBv4 3650 10688 0.97% 0.085%
36 15.723 2062 2065 2066 rVV3 2682 3039 0.28% 0.024%
37 15.758 2066 2071 2076 rVB3 10565 16416 1.49% 0.130%
38 15.811 2077 2080 2086 rVB3 2007 3916 0.36% 0.031%
39 15.876 2086 2091 2094 rVB2 2384 3913 0.36% 0.031%

40 15.947 2094 2103 2113 rBVY 449449 706198 64.31% 5.596%

41 16.058 2116 2122 2133 rBVY 177339 284022 25.86% 2.250%

42 16.182 2134 2143 2153 rVB7 5789 21008 1.91% 0.166%
43 16.258 2153 2156 2161 rBV5 2555 3580 0.33% 0.028%
44 16.323 2164 2167 2170 rVB3 2255 2863 0.26% 0.023%
45 16.381 2174 2177 2185 rVB3 3719 5525 0.50% 0.044%
46 16.622 2214 2218 2229 rVB3 13154 22601 2.06% 0.179%
47 16.822 2249 2252 2255 rVB4 2302 2997 0.27% 0.024%
48 16.904 2260 2266 2269 rBV4 3304 4743 0.43% 0.038%
49 16.975 2273 2278 2284 rBV4 3580 8520 0.78% 0.068%
50 17.086 2291 2297 2299 rBV4 1865 2696 0.25% 0.021%
51 17.357 2337 2343 2345 rBV3 1867 2706 0.25% 0.021%
52 17.415 2347 2353 2359 rBV3 7762 13001 1.18% 0.103%
53 17.503 2359 2368 2373 rVB6 4339 9554 0.87% 0.076%

54 17.709 2394 2403 2412 rBV 581442 925813 84.31% 7.336%
55 17.803 2412 2419 2429 rVV 552207 873958 79.59% 6.925%

56 17.880 2429 2432 2440 rVB6 4500 8604 0.78% 0.068%
57 17.962 2442 2446 2449 rBV4 2130 3213 0.29% 0.025%
58 18.167 2474 2481 2485 rVB5 2604 5026 0.46% 0.040%
59 18.332 2505 2509 2516 rVB5 4907 8873 0.81% 0.070%
60 18.555 2542 2547 2556 rBV2 44568 87001 7.92% 0.689%
61 18.773 2581 2584 2588 rVB3 2074 2879 0.26% 0.023%
62 18.843 2591 2596 2599 rVB4 2045 3280 0.30% 0.026%
63 18.937 2608 2612 2617 rBV7 3834 6495 0.59% 0.051%
64 19.296 2667 2673 2678 rBV2 60434 80166 7.30% 0.635%
65 19.419 2690 2694 2697 rBV2 2289 2777 0.25% 0.022%
66 19.466 2697 2702 2709 rVB7 3892 9923 0.90% 0.079%
67 19.542 2709 2715 2717 rBvV4 3532 5316 0.48% 0.042%
68 19.595 2717 2724 2725 rVB4 2417 2810 0.26% 0.022%
69 19.619 2725 2728 2733 rBV5 3574 5516 0.50% 0.044%
70 19.707 2735 2743 2753 rBVS 10554 32128 2.93% 0.255%
71 19.813 2754 2761 2772 rBvV4 33660 66041 6.01% 0.523%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample = 14455-11

Misc :

ALS Vial : 25 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-BG080217 .M

Title = SVOA CALIBRATION

72 19.959 2784 2786 2795 rVB6 8070 14374 1.31% 0.114%
73 20.077 2800 2806 2814 rVB 703398 1050812 95.69% 8.326%
74 21.070 2972 2975 2979 rBV5 8526 7826 0.71% 0.062%
75 21.193 2995 2996 2999 rBV3 2703 2750 0.25% 0.022%
76 21.258 3004 3007 3009 rBV3 5740 6385 0.58% 0.051%
77 21.381 3021 3028 3038 rVB10 13452 45734 4.16% 0.362%
78 21.569 3058 3060 3062 rBV2 2871 2856 0.26% 0.023%
79 21.605 3062 3066 3080 rVv2 8660 33624 3.06% 0.266%
80 21.939 3122 3123 3126 rBV3 2952 3537 0.32% 0.028%
81 22.033 3131 3139 3152 rBV 613725 1061741 96.69% 8.413%
82 22.844 3272 3277 3284 rBVS 10757 16004 1.46% 0.127%
83 23.138 3325 3327 3329 rBV3 4266 4641 0.42% 0.037%
84 23.590 3397 3404 3411 rBV6 19476 42762 3.89% 0.339%
85 24.125 3492 3495 3498 rBvV4 3735 4024 0.37% 0.032%
86 24.460 3544 3552 3559 rBV3 36851 81960 7.46% 0.649%
87 25.294 3681 3694 3708 rBV 324473 988171 89.99% 7.830%
88 25.430 3715 3717 3719 rVB3 4591 2953 0.27% 0.023%

89 25.541 3719 3736 3752 rVB2 316173 1098142 100.00% 8.701%
90 26.716 3925 3936 3951 rBv4 41952 144681 13.18% 1.146%

91 26.846 3957 3958 3961 rBV2 3249 2842 0.26% 0.023%
92 27.744 4109 4111 4113 rBV3 4792 4066 0.37% 0.032%
93 28.185 4177 4186 4202 rVB4 36965 144119 13.12% 1.142%
94 28.967 4317 4319 4321 rBV3 5417 4179 0.38% 0.033%
95 29.965 4475 4489 4506 rBV6 28953 131907 12.01% 1.045%
96 30.153 4518 4521 4522 rVB3 3015 2850 0.26% 0.023%
97 30.864 4640 4642 4645 rBv4 3507 4039 0.37% 0.032%
98 31.099 4680 4682 4685 rBv4 3729 3293 0.30% 0.026%
99 31.223 4700 4703 4704 rBV2 3379 2750 0.25% 0.022%

100 32.122 4847 4856 4871 rVBS8 20769 101895 9.28% 0.807%

Sum of corrected areas: 12620533
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample : 14455-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG028243.D
700000

600000
500000
400000
300000
200000 1118

100000

ol 5.98 6.4@77 12.332.873

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG028243.D
700000 20.08

22.03

17.71
600000 ‘50

500000
15.95

400000 14.96
14.35

300000 14.65
200000 14.40 16.06

100000

13.56 14, 44L ki

O e TR A e B o o e B e B e R R e e B e e e i e e e e

Time-->  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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG028243.D
700000

600000
500000

400000

25.28 54
300000

200000

100000
26.72

24.46 28.19 29.
p3.14 239 o413 [ . 26.85 27.74 |\ 28.97 %015 s0amie 8212

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample : 14455-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 1
R.T. EstConc Area Relative to ISTD R.T.
26.72 2.64 ng/ul 144681 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 72
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 3937 (26.722 min): BG028243.D (-3925) (-) m/z 57.10 100.00%
57.1
5000 J
31 1911 2820 26.40 26.60 26.80 27.00
,J]],,,,%,SO,,,,, m/z 43.10 54.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
5000

26.40 26.60 26.80 27.00
m/z 71.10 52.16%

L \ | 1130 169.0 225.0 282.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
26.40 26.60 26.80 27.00
5000 m/z 85.10 37.89%

113.0 169.0 221 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0 26.40 26.60 26.80 27.00
m/z 69.05 18.85%
5000

1130 169.0 225.0 281.0 337. 03930 4630 5610 6150

m/z--> 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\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample : 14455-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 2
R.T. EstConc Area Relative to ISTD R.T.
28.19 2.62 ng/ul 144119 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octadecane 254 C18H38 000593-45-3 80
3 Tetracosane. 1ll1-decvl- 479 C34H70 055429-84-0 80
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 4187 (28.191 min): BG028243.D (-4177) (-) m/z 57.10 100.00%
57.1
5000
113.1 27.80 28.00 28.20 28.40 28.60
155.2 207.0
...,].'..J.i';.ll.-.-.--,'...~.,--..-'..,.2:8.?:1,....,....,....,‘.‘7.5.'2: m/z 71.10 58.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000

27.80 28.00 28.20 28.40 28.60
‘ 99.0 m/z 43.10 42 _.79%
|

¥ h‘ | 141.0 183.0 225.0 282.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
27.80 28.00 28.20 28.40 28.60
5000 m/z 85.05 30.82%

0
141.0 1830  254.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232379: Tetracosane, 11-decyl-
57.0 27.80 28.00 28.20 28.40 28.60
m/z 55.10 20.44%
5000

99.0
\ J | j 14101830 2250  295.0 337.0 378,09 420.0

m/z--> 50 100 150 200 250 300 350 400 450 27.80 28.00 28.20 28.40 28.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028243.D

Aca On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample : 14455-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 3

R.T. EstConc Area Relative to ISTD R.T.
20.97  2.40 ng/ul 131007  perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 72

2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 64

5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64

Abundance Scan 4490 (29.971 min): BG028243.D (-4475) (-) m/z 57.10 100.00%
57.1
5000
Jno 207.0 29.60 29.80 30.00 30.20
269.0 341.1 400.9 : : : :
e b L A0 S A e M/Z 43.15  55.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0
5000
29.60 29.80 30.00 30.20
m/z 71.10 55.63%
13.
5N ﬁ | 169.0 2250  309.0 365.0 436.0
.”.,.” T T e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
29.60 29.80 30.00 30.20
5000 m/z 85.10 35.59Y%
113.0
169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o o T L S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0 29.60 29.80 30.00 30.20
m/z 55.10 25.29%
5000
13.0
| 1690 2250 309.0 365.0__437.0
e e T i b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 29.60 29.80 30.00 30.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080917\
Data File : BG028243.D

Acq On : 10 Aug 2017 2:23

Operator : SJ/JU

Sample : 14455-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
SVOA CALIBRATION

Quant Method
Quant Title

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... 26.72 2.6 ng/ul 144681 6 25.54 1098140 20.0
(DEL) Alkane: Str... 28.19 2.6 ng/ul 144119 6 25.54 1098140 20.0
(DEL) Alkane: Str... 29.97 2.4 ng/ul 131907 6 25.54 1098140 20.0
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