LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 height area % max. total
1 3.840 37 43 50 rBV 23450 34261 1.75% 0.186%
2 3.969 63 65 69 rvB2 2493 3970 0.20% 0.022%
3 4.222 105 108 113 rVB3 2136 3466 0.18% 0.019%
4  4.339 126 128 137 rBV3 2606 4871 0.25% 0.027%
5 4_568 165 167 175 rBV6 1906 3014 0.15% 0.016%
6 4.680 182 186 190 rVB3 1918 3138 0.16% 0.017%
7 4.739 191 196 201 rBvV4 1922 4022 0.21% 0.022%
8 5.873 386 389 393 rvB4 1871 2890 0.15% 0.016%
9 6.061 417 421 426 rBV3 1908 3009 0.15% 0.016%
10 6.172 436 440 444 rBV3 1583 3095 0.16% 0.017%
11 6.572 502 508 512 rBV5 2345 4000 0.20% 0.022%

12 7.500 659 666 682 rBvV 209560 399797 20.46% 2.176%
13 7.671 686 695 707 rVB 167918 281628 14.41% 1.533%
14 7.888 724 732 746 rBV 201026 371866 19.03% 2.024%
15 7.994 746 750 755 rvB4 1425 2887 0.15% 0.016%

16 8.358 803 812 822 rBV 155895 277469 14.20% 1.510%
17 8.758 875 880 882 rBv2 1642 3179 0.16% 0.017%
18 9.046 921 929 941 rBV 263089 474355 24.28% 2.582%
19 9.521 1002 1010 1026 rVvB3 217607 411650 21.07% 2.241%
20 10.250 1124 1134 1150 rBV 182084 350938 17.96% 1.910%

21 10.791 1217 1226 1251 rBV 245801 487771 24.96% 2.655%
22 11.090 1274 1277 1284 rVB3 2006 4033 0.21% 0.022%
23 11.172 1284 1291 1302 rBV 227109 416824 21.33% 2.269%
24 11.308 1303 1314 1326 rBV2 251721 500755 25.63% 2.726%
25 12.735 1552 1557 1562 rBV5 3695 5150 0.26% 0.028%

26 13.317 1651 1656 1658 rBvV4 2199 3096 0.16% 0.017%
27 14.351 1823 1832 1843 rBV 634216 956406 48.95% 5.206%
28 14.663 1873 1885 1902 rBV 571388 952172 48.73% 5.183%
29 14.962 1925 1936 1945 rVB2 395532 643730 32.95% 3.504%
30 15.144 1958 1967 1995 rBV 232232 482291 24.68% 2.625%

31 15.955 2097 2105 2116 rBV 826652 1296026 66.33% 7.054%
32 16.061 2116 2123 2137 rBV 344147 557483 28.53% 3.034%
33 16.190 2140 2145 2155 rVB4 9058 14179 0.73% 0.077%
34 16.525 2195 2202 2207 rBV5 1993 3467 0.18% 0.019%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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

35 16.907 2263 2267 2270 rBV3 2905 3247 0.17% 0.018%
36 17.500 2362 2368 2374 rBvV4 3236 5961 0.31% 0.032%

37 17.712 2395 2404 2412 rBV 607388 931379 47.67% 5.070%
38 17.812 2412 2421 2436 rVB 1037635 1615258 82.67% 8.792%

39 18.111 2466 2472 2475 rVB4 1948 4205 0.22% 0.023%
40 18.358 2511 2514 2520 rVB4 1798 3046 0.16% 0.017%
41 18.928 2603 2611 2617 rBV4 2724 6640 0.34% 0.036%
42 19.163 2646 2651 2655 rBV5 1974 4243 0.22% 0.023%
43 19.721 2742 2746 2751 rVB 10366 15406 0.79% 0.084%
44 19.851 2763 2768 2770 rBV3 2518 2994 0.15% 0.016%
45 19.874 2770 2772 2780 rVV6 2427 4549 0.23% 0.025%
46 19.974 2784 2789 2793 rBV2 10817 16520 0.85% 0.090%
47 20.086 2801 2808 2826 rBV 1364214 1953914 100.00% 10.635%
48 20.591 2892 2894 2898 rBV3 3178 4715 0.24% 0.026%
49 20.685 2905 2910 2912 rVB5 2575 3593 0.18% 0.020%
50 21.190 2993 2996 2998 rBV2 3625 3710 0.19% 0.020%
51 21.402 3027 3032 3034 rBV6 7311 10336 0.53% 0.056%
52 21.725 3084 3087 3089 rBv4 3595 3429 0.18% 0.019%
53 22.042 3132 3141 3154 rBV 587143 1060596 54.28% 5.773%
54 22.195 3165 3167 3173 rVB6 6598 8690 0.44% 0.047%
55 22.847 3273 3278 3283 rBV3 12649 22292 1.14% 0.121%
56 23.088 3316 3319 3321 rBV3 3291 3998 0.20% 0.022%
57 23.599 3400 3406 3413 rBV3 24117 45508 2.33% 0.248%
58 23.811 3438 3442 3446 rBV6 5064 7602 0.39% 0.041%
59 24.104 3489 3492 3494 rBvV4 3403 2915 0.15% 0.016%
60 24.469 3547 3554 3565 rVB3 34770 80423 4.12% 0.438%
61 24.974 3637 3640 3642 rBV3 5808 5858 0.30% 0.032%
62 25.221 3680 3682 3684 rBV3 4076 3068 0.16% 0.017%

63 25.309 3684 3697 3716 rVB2 574974 1765277 90.35% 9.609%
64 25.550 3720 3738 3751 rBV2 314695 1123173 57.48% 6.114%

65 26.055 3823 3824 3830 rBV6 3323 3776 0.19% 0.021%
66 26.737 3930 3940 3950 rBVS5 47136 149440 7.65% 0.813%
67 27.406 4052 4054 4062 rBV7 4240 6457 0.33% 0.035%
68 27.489 4066 4068 4071 rBv4 3123 4139 0.21% 0.023%
69 28.211 4181 4191 4208 rVB5 49208 188533 9.65% 1.026%
70 28.787 4288 4289 4293 rBV4 4385 4991 0.26% 0.027%
71 29.422 4395 4397 4400 rBv4 3560 4113 0.21% 0.022%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

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

72 30.015 4481 4498 4514 rVB7 34845 173808 8.90% 0.946%
73 32.160 4852 4863 4883 rVB7 27322 142572 7.30% 0.776%
74 32.406 4903 4905 4909 rvB4 4989 4577 0.23% 0.025%

Sum of corrected areas: 18371839
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

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

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 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

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.

26.74 2.66 ng/ul 149440 Perylene-d12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80
2 Tetratetracontane 619 C44H90 007098-22-8 68
3 Tetracosane 338 C24H50 000646-31-1 64
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 3941 (26.742 min): BG028176.D (-3930) (-) m/z 57.10 100.00%

5000

26.40 26.60 26.80 27.00

0 m/z 71.10 49_.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194499: Eicosane, 7-hexyl-
57
5000

26.40 26.60 26.80 27.00
m/z 43.10 46.21%

141 182 225 281 322

0..”H....”.“.” P e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
26.40 26.60 26.80 27.00
5000 m/z 85.10 34.94%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57 26.40 26.60 26.80 27.00
m/z 55.10 18.86%
5000

99
26 ] | 141 183 225 267 338

M

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\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 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

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 Sulfurous acid, butyl tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.21 3.36 ng/ul 188533 Perylene-di12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86
2 2-methyloctacosane 408 C29H60 1000376-72-8 81
3 Tetratetracontane 619 C44H90 007098-22-8 76
4 Hexacosane 366 C26H54 000630-01-3 74
5 2-methyltetracosane 352 C25H52 1000376-72-6 74
Abundance Scan 4191 (28.211 min): BG028176.D (-4181) (-) m/z 57.10 100.00%
57
5000
99 ) 5200 98190 98 40 98 &0
141 209 27.80 28.00 28.20 28.40 28.60
- .J.l,al.i.:,n-..l.-,-.... A S e M7z 43.10 52.79%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57
5000
27.80 28.00 28.20 28.40 28.60
o7 m/z 85.10 42.83%
ol ‘ h p L | :\L%g 197231
mz> 0 55 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
27.80 28.00 28.20 28.40 28.60
5000 m/z 71.10 42 _.17%
99
ol 26 141 183 225 267 309 365
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 27.80 28.00 28.20 28.40 28.60
m/z 55.10 26 .54%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
32.16 2.54 ng/ul 142572 Perylene-di12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 64
2 Nonadecane 268 C19H40 000629-92-5 58
3 Octacosane 394 C28H58 000630-02-4 53
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 52
5 Hentriacontane 437 C31H64 000630-04-6 52

Abundance Scan 4863 (32.160 min): BG028176.D (-4852) (-) m/z 57.10 100.00%
57
5000
85
3, 127147169 207 249 81 a5 31.80 32.00 32.20 32.40 :
okl m/z 43.10 45 .60%
m/z--> 50 100 150 200 250 300 350
Abundance #28421: Undecane
57
5000
- 31.80 32.00 32.20 32.40
29 m/z 71.10 39.47%
‘ \“ ‘\ \‘ \‘ | 113 156
e L L [ WL UL LR BB
m/z--> 50 100 150 200 250 300 350
Abundance
57
a5 31.80 32.00 32.20 32.40
5000 m/z 85.10 28.24Y%
29
o 113 141 169 197 268
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #209565: Octacosane
57 31.80 32.00 32.20 32.40
m/z 55.05 18.40%
5000 85
29 118 441
ol 1| LT 14T 169 197 225 253 281 300 337 365 304
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3&1;0 ' 31.80 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028176.D

Acq On : 8 Aug 2017 4:19

Operator : SJ/JU

Sample : PB101300BL

Misc :

ALS Vial : 27 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... 26.74 2.7 ng/ul 149440 6 25.55 1123170 20.0
Sulfurous acid, b... 28.21 3.4 ng/ul 188533 6 25.55 1123170 20.0
(DEL) Alkane: Str... 32.16 2.5 ng/ul 142572 6 25.55 1123170 20.0
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