LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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 39 43 53 rvB5 11975 22902 1.30% 0.130%
2 4.930 225 228 232 rBV3 2458 2246 0.13% 0.013%
3 5.277 280 287 288 rBv4 1770 3137 0.18% 0.018%
4 5.476 315 321 323 rBV2 2265 2835 0.16% 0.016%
5 5.800 369 376 379 rBvV2 1699 3874 0.22% 0.022%
6 6.029 411 415 421 rBvV2 1644 2906 0.16% 0.016%
7 6.557 501 505 510 rBv4 2222 3153 0.18% 0.018%
8 7.086 591 595 597 rBV2 1458 2410 0.14% 0.014%
9 7.221 613 618 623 rVB2 1927 3289 0.19% 0.019%
10 7.498 658 665 680 rBV 209042 398166 22.59% 2.259%

11 7.668 687 694 705 rBV 162443 271498 15.41% 1.540%
12 7.885 721 731 746 rVB 206680 369849 20.99% 2.098%

13 8.226 784 789 795 rBvV2 1097 2276 0.13% 0.013%
14 8.355 802 811 821 rBV 160056 285952 16.23% 1.622%
15 8.878 898 900 905 rBVvV2 1594 2330 0.13% 0.013%
16 9.043 920 928 943 rBV 252889 486083 27.58% 2.758%
17 9.295 966 971 975 rBV2 1390 3031 0.17% 0.017%
18 9.519 999 1009 1018 rBV 214836 395080 22.42% 2.241%
19 9.748 1041 1048 1051 rBV 1554 3245 0.18% 0.018%

20 10.247 1123 1133 1144 rBV 183917 351483 19.95% 1.994%

21 10.788 1213 1225 1239 rBV 256080 502562 28.52% 2.851%
22 11.170 1281 1290 1300 rVB 235193 441989 25.08% 2.508%
23 11.299 1303 1312 1328 rBV 253794 503843 28.59% 2.858%

24 11.399 1328 1329 1335 rVB 1957 2310 0.13% 0.013%
25 12.733 1550 1556 1564 rBV2 3650 7737 0.44% 0.044%
26 13.003 1595 1602 1605 rBV2 1296 2565 0.15% 0.015%
27 13.026 1605 1606 1613 rVB3 1399 2398 0.14% 0.014%
28 13.250 1642 1644 1650 rVB2 1196 2372 0.13% 0.013%
29 13.414 1665 1672 1677 rBV2 1308 2352 0.13% 0.013%
30 13.549 1693 1695 1700 rVB 1718 2795 0.16% 0.016%

31 14.348 1823 1831 1849 rBV 597175 900457 51.10% 5.109%
32 14.654 1875 1883 1897 rBV 602763 932672 52.93% 5.291%
33 14.754 1899 1900 1907 rVB3 1416 2239 0.13% 0.013%
34 14.959 1926 1935 1943 rBV2 406992 672243 38.15% 3.814%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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

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

Method
Title

35 15.142 1955 1966 1989 rBV 191528 421470 23.92% 2.391%

36 15.711 2062 2063 2067 rBV 1712 2278 0.13% 0.013%
37 15.946 2094 2103 2113 rBV 838191 1267530 71.93% 7.191%
38 16.058 2113 2122 2136 rVV 318718 498934 28.31% 2.831%

39 16.187 2139 2144 2151 rVB4 9688 16685 0.95% 0.095%
40 16.740 2232 2238 2242 rBVY 1994 3397 0.19% 0.019%
41 16.904 2264 2266 2274 rVB2 2406 2844 0.16% 0.016%
42 17.492 2361 2366 2372 rVB2 3061 4360 0.25% 0.025%

43 17.703 2393 2402 2411 rBV 551144 889039 50.45% 5.044%
44 17.803 2411 2419 2429 rVV2 936376 1478637 83.91% 8.389%

45 17.915 2436 2438 2443 rVB2 1679 2397 0.14% 0.014%
46 18.156 2475 2479 2482 rVB 2251 2577 0.15% 0.015%
47 18.432 2524 2526 2533 rVB4 1630 2927 0.17% 0.017%
48 18.508 2536 2539 2541 rBV3 1487 2227 0.13% 0.013%
49 18.655 2559 2564 2568 rVB3 1526 2566 0.15% 0.015%
50 19.201 2653 2657 2660 rBV3 2397 3477 0.20% 0.020%
51 19.454 2696 2700 2703 rBV3 2046 2843 0.16% 0.016%
52 19.613 2726 2727 2732 rBV4 2260 3220 0.18% 0.018%
53 19.718 2739 2745 2752 rBV2 9256 16768 0.95% 0.095%
54 19.783 2755 2756 2763 rVB6 3185 4663 0.26% 0.026%
55 19.907 2773 2777 2780 rBV3 3235 4372 0.25% 0.025%
56 19.965 2780 2787 2792 rVB3 10344 18974 1.08% 0.108%
57 20.083 2796 2807 2820 rBV 1163022 1762248 100.00% 9.998%
58 20.253 2835 2836 2843 rVB5 3085 4590 0.26% 0.026%
59 20.318 2843 2847 2849 rBV3 2733 3592 0.20% 0.020%
60 20.447 2867 2869 2873 rBv4 4022 3087 0.18% 0.018%
61 20.894 2942 2945 2946 rBV3 3288 2939 0.17% 0.017%
62 20.999 2961 2963 2966 rVB4 4875 5151 0.29% 0.029%
63 21.052 2970 2972 2976 rBv4 3025 4033 0.23% 0.023%
64 21.375 3017 3027 3045 rVB5 22618 100554 5.71% 0.570%
65 21.599 3063 3065 3069 rBV5 3951 5076 0.29% 0.029%
66 22.033 3131 3139 3150 rBvV 583192 1042504 59.16% 5.915%
67 22.838 3274 3276 3283 rVB5 5764 9420 0.53% 0.053%
68 23.596 3398 3405 3410 rVB4 15495 35328 2.00% 0.200%
69 24.460 3545 3552 3560 rVB3 22892 54694 3.10% 0.310%
70 24.536 3563 3565 3567 rBV3 5719 3797 0.22% 0.022%
71 25.065 3653 3655 3658 rBv4 3135 4021 0.23% 0.023%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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

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

Method :
Title :
72 25.300 3683 3695 3711 rVvB2 570253 1745578 99.05% 9.903%
73 25.541 3720 3736 3752 rVB 315844 1077791 61.16% 6.115%
74 25.700 3760 3763 3765 rBV3 4042 4986 0.28% 0.028%
75 25.888 3793 3795 3797 rBV3 3770 4401 0.25% 0.025%

76 26.722 3927 3937 3951 rVB4 37910 113160 6.42% 0.642%
77 28.191 4178 4187 4204 rVB3 37730 141399 8.02% 0.802%

78 29.466 4402 4404 4406 rBV3 3331 2955 0.17% 0.017%

79 29.971 4479 4490 4507 rVB5 26503 120967 6.86% 0.686%

80 31.728 4787 4789 4791 rVB3 3947 3061 0.17% 0.017%

81 32.139 4845 4859 4872 rVB6 23251 119901 6.80% 0.680%

82 32.380 4897 4900 4902 rBvV4 4155 4490 0.25% 0.025%
Sum of corrected areas: 17626187
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG081017\

BG028269.D

10 Aug 2017 22:01

SJ/Ju

PB101310BL

15 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

3.84

TIC: BG028269.D

9.04 10.791 11330

7.50 7.89

9.52
8.36

12.78303.

0
Time-->

4.00 450 5.00 5.50

7.67 10.25
4.93 5.28.485.86.03  6.56 7.0922& A 8.2{}\9 8.8 9.30A9.75 A 40

T T
6.00 6.50 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1000000

800000

600000

400000

200000

1313155

TIC: BG028269.D

24.08

17.80
15.95

14.334.65 22.03

17.7

14.96
16.06

15.14

22.8

17.49 L\Z.Q:Blm% 19.ZW1MEB(RBZS 207005138 .60 “_

b

15.71/| 46.19 1616190

O
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

1000000

800000

600000

400000

200000

TIC: BG028269.D

25.30

25.54

26.72 28.19
A

23.60 28484 250 5.76.89 29.47 2997 31.7332%b 38

05

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\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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 4

R.T. EstConc Area Relative to ISTD R.T.
26.72 2.10 ng/ul 113160 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 74
3 Hexadecane 226 C16H34 000544-76-3 74
4 Hexadecane 226 C16H34 000544-76-3 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 3937 (26.722 min): BG028269.D (-3927) (-) m/z 57.15 100.00%
5%.1
5000
85.1
11.0 1551 207.0 2952 355.1 26.40 26.60 26.80 27.00
— ,| e -li,l W S0 T 2909 PRS2l 0 Tm/z 43.10  61.80%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000
85.0 26.40 26.60 26.80 27.00
29.0 m/z 71.10 59.62%
‘kkwwﬁQM%MwMWM%mmmmo
m/z--> §o 160 150 260 250 360 350
Abundance
57.0
26.40 26.60 26.80 27.00
5000 85.0 m/z 85.10 33.48%
29.0
113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> §o 160 1%0 260 2éo 300 3%0
Abundance #83028: Hexadecane
57.0 26.40 26.60 26.80 27.00
m/z 55.05 20.16%
5000 85.0
20| | | | [FPOM0160010702280
m/z--> 50 100 150 200 250 300 350 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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 1
R.T. EstConc Area Relative to ISTD R.T.
28.19 2.62 ng/ul 141399 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 78
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 72
4 Eicosane 282 C20H42 000112-95-8 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 4187 (28.191 min): BG028269.D (-4178) (-) m/z 57.10 100.00%
57.1
5000
1411 1832 2250 2810 27.80 28.00 28.20 28.40 28.60
...,Jrfq....,.... o A | m/z 43.10 47.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0

27.80 28.00 28.20 28.40 28.60
m/z 71.10 44 _32%

5000
‘
|

141.0 1830 225.0 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
27.80 28.00 28.20 28.40 28.60
5000 m/z 85.10 32.10%
97.0
1390 1830 2250  280.0
e L A ma e e e e aa e
m/z--> 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0 27.80 28.00 28.20 28.40 28.60
m/z 55.10 23.29%
5000

‘ LY

9.0 1410 1930
...,....,....,.... T
miz--> 100 150 200 250 300 350 400 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\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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 Sulfurous acid, butyl decyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.97 2.24 ng/ul 120967 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvyl decvl ester 278 C14H3003S 1000309-17-7 72
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Nonadecane 268 C19H40 000629-92-5 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Hentriacontane 437 C31H64 000630-04-6 64
Abundance Scan 4490 (29.971 min): BG028269.D (-4479) (-) m/z 57.05 100.00%
57.0
5000
J I 132 1929 294.1342.0 29.60 29.80 30.00 30.20
RN e RS m/z 43.10 49.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #125656: Sulfurous acid, butyl decy! ester
57.0
5000
29.60 29.80 30.00 30.20
m/z 71.10 47 .36%
e
m/z--> 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 44 .57%
111.0 169.0 2250 2810 337.0 393.0 4630 5190 5750
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #117638: Nonadecane
57.0 29.60 29.80 30.00 30.20
m/z 55.05 31.63%
5000
13.0
;' 169.0 299 0268.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 29.60 29.80 30.00 30.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081017\
Data File : BG028269.D

Aca On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 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 4 Sulfurous acid, butyl tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
32.14 2.22 ng/ul 119901 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 59
2 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 53
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 53
4 Tetratetracontane 619 C44H90 007098-22-8 50
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 50
Abundance Scan 4859 (32.139 min): BG028269.D (-4845) (-) m/z 57.10 100.00%
57.1
5000
7.1 207.1
- A-, J--.-fll-.-'--.-'.--.' p b S e e e m/Z 71.10 31.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57.0
5000
31.80 32.00 32.20 32.40
. m/z 85.05 31.74%
\‘ \\‘ h ul \‘\ M I ]\-390 19\702310
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
31.80 32.00 32.20 32.40
5000 m/z 43.10 28.40%
99.0 155.0 207.0
mz-> 50 100 150 200 250 300 350 400
Abundance #59888: 3,5-Dimethyldodecane
57.0 31.80 32.00 32.20 32.40
m/z 55.15 21.57%
5000
mz-> 50 100 150 200 250 300 350 400 31.80 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081017\
Data File : BG028269.D

Acq On : 10 Aug 2017 22:01

Operator : SJ/JU

Sample : PB101310BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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... 26.72 2.1 ng/ul 113160 6 25.54 1077790 20.0
(DEL) Alkane: Str... 28.19 2.6 ng/ul 141399 6 25.54 1077790 20.0
Sulfurous acid, b... 29.97 2.2 ng/ul 120967 6 25.54 1077790 20.0
Sulfurous acid, b... 32.14 2.2 ng/ul 119901 6 25.54 1077790 20.0
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