LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028191.D

Acq On : 8 Aug 2017 15:46

Operator : SJ/JU

Sample - 14600-10

Misc :

ALS Vial : 11 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 40 43 46 rBV3 7644 8798 0.52% 0.063%
2 4.628 175 177 181 rBvV4 1446 2194 0.13% 0.016%
3 4.733 191 195 198 rBV4 2623 4846 0.29% 0.035%
4 6.761 537 540 543 rBV3 2283 3623 0.21% 0.026%
5 7.507 656 667 677 rBv2 38003 78092 4_60% 0.561%
6 7.671 687 695 709 rBV 116068 207932 12.26% 1.495%
7 7.889 724 732 743 rBY 123969 229999 13.56% 1.654%
8 8.359 803 812 821 rBvV 111074 205199 12.10% 1.475%
9 8.664 862 864 870 rvB4 1316 2277 0.13% 0.016%
10 8.929 906 909 914 rBV3 1714 3112 0.18% 0.022%
11 9.046 918 929 942 rBvV2 103630 210238 12.40% 1.511%
12 9.416 987 992 997 rVB3 1080 2365 0.14% 0.017%
13 9.522 1003 1010 1021 rBvV2 171021 317251 18.71% 2.281%
14 9.892 1066 1073 1075 rBv4 1663 2933 0.17% 0.021%
15 9.939 1076 1081 1083 rVvB2 1607 2467 0.15% 0.018%
16 10.104 1104 1109 1114 rVB4 1592 3094 0.18% 0.022%

17 10.245 1126 1133 1147 rVB2 146570 269943 15.92% 1.941%
18 10.785 1217 1225 1244 rBV 169717 357236 21.06% 2.568%
19 10.985 1257 1259 1264 rVB2 2130 2474 0.15% 0.018%
20 11.173 1284 1291 1301 rBV 174435 317978 18.75% 2.286%

21 11.314 1311 1315 1322 rBV6 5767 12745 0.75% 0.092%
22 12.166 1455 1460 1462 rVB3 2335 2947 0.17% 0.021%
23 12.736 1551 1557 1564 rVB3 2524 5714 0.34% 0.041%
24 13.000 1599 1602 1606 rVB3 1902 2784 0.16% 0.020%
25 13.036 1606 1608 1612 rBV2 2040 3016 0.18% 0.022%
26 13.312 1652 1655 1660 rBV3 2642 3493 0.21% 0.025%
27 13.517 1686 1690 1692 rBV2 1666 2297 0.14% 0.017%
28 13.558 1692 1697 1701 rVB4 2263 4093 0.24% 0.029%
29 13.711 1716 1723 1726 rBV3 1503 3254 0.19% 0.023%
30 13.823 1738 1742 1746 rBV2 3225 5398 0.32% 0.039%

31 14.352 1824 1832 1844 rBV 514088 767348 45.25% 5.517%
32 14.657 1877 1884 1896 rBV 483980 768565 45.32% 5.525%
33 14.963 1928 1936 1947 rVB2 312415 521165 30.73% 3.747%
34 15.157 1962 1969 1986 rBV2 36303 89737 5.29% 0.645%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028191.D

Acq On : 8 Aug 2017 15:46

Operator : SJ/JU

Sample - 14600-10

Misc :

ALS Vial : 11 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 15.280 1989 1990 1993 rBV 2324 2330 0.14% 0.017%
36 15.491 2025 2026 2030 rBVZ2 1698 2181 0.13% 0.016%
37 15.750 2066 2070 2074 rVB3 4070 5055 0.30% 0.036%
38 15.903 2091 2096 2097 rVB3 1763 2301 0.14% 0.017%

39 15.950 2097 2104 2114 rBV 696311 1095605 64.60% 7.877%
40 16.061 2114 2123 2133 rBY 298965 461233 27.20% 3.316%

41 16.191 2141 2145 2150 rVB4 7983 12951 0.76% 0.093%
42 16.614 2212 2217 2224 rBV4 2018 5099 0.30% 0.037%
43 16.890 2257 2264 2271 rVB3 2145 5501 0.32% 0.040%
44 17.325 2334 2338 2342 rBV2 1610 2781 0.16% 0.020%
45 17.501 2364 2368 2370 rBV3 2415 2557 0.15% 0.018%

46 17.712 2396 2404 2413 rBV2 498875 764886 45.10% 5.499%
47 17.812 2413 2421 2435 rBVY 869913 1377516 81.23% 9.903%

48 18.447 2522 2529 2531 rBV4 1467 3635 0.21% 0.026%
49 18.647 2559 2563 2566 rVB3 1549 2209 0.13% 0.016%
50 18.976 2616 2619 2623 rBV2 2121 3620 0.21% 0.026%
51 19.075 2633 2636 2638 rBV2 2490 2187 0.13% 0.016%
52 19.105 2638 2641 2646 rVB2 1818 2531 0.15% 0.018%
53 19.281 2669 2671 2677 rVB3 1269 2246 0.13% 0.016%
54 19.569 2716 2720 2727 rBV5 2111 4302 0.25% 0.031%
55 19.634 2727 2731 2734 rVV4 2230 3013 0.18% 0.022%
56 19.716 2740 2745 2754 rVB2 9499 16848 0.99% 0.121%
57 19.822 2761 2763 2766 rBV2 2054 2611 0.15% 0.019%
58 19.974 2780 2789 2794 rBV2 10358 21379 1.26% 0.154%
59 20.086 2799 2808 2824 rBV 1143262 1695906 100.00% 12.192%
60 20.515 2879 2881 2883 rBV2 2407 2274 0.13% 0.016%
61 20.568 2888 2890 2893 rVB4 2890 3339 0.20% 0.024%
62 20.591 2893 2894 2901 rBV4 3201 5742 0.34% 0.041%
63 20.668 2901 2907 2909 rVV5 2923 5010 0.30% 0.036%
64 20.709 2911 2914 2920 rBV7 2976 5224 0.31% 0.038%
65 20.932 2949 2952 2955 rBV5 2553 2702 0.16% 0.019%
66 20.956 2955 2956 2961 rBvV4 3457 4761 0.28% 0.034%
67 21.009 2961 2965 2968 rBV4 4078 4822 0.28% 0.035%
68 21.185 2992 2995 3000 rBV6 2575 4873 0.29% 0.035%
69 21.396 3020 3031 3038 rBV9 9544 31842 1.88% 0.229%
70 21.449 3038 3040 3050 rVB6 5977 15895 0.94% 0.114%
71 21.778 3094 3096 3102 rBV5 3864 4476 0.26% 0.032%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028191.D
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Title = SVOA CALIBRATION

72 21.878 3110 3113 3118 rVB5 6037 9187 0.54% 0.066%
73 22.043 3133 3141 3150 rBV 507217 919080 54.19% 6.608%
74 22.201 3163 3168 3170 rBv4 5579 9113 0.54% 0.066%
75 22.424 3205 3206 3209 rBV3 4745 2686 0.16% 0.019%
76 22.654 3243 3245 3249 rVB5 3059 2351 0.14% 0.017%
77 22.848 3274 3278 3284 rVB6 4646 8377 0.49% 0.060%
78 23.511 3389 3391 3398 rBVS 3009 4336 0.26% 0.031%
79 23.600 3398 3406 3414 rVB10 10781 26307 1.55% 0.189%
80 23.682 3418 3420 3422 rBV3 4035 3830 0.23% 0.028%
81 23.782 3435 3437 3441 rBvV4 3986 6616 0.39% 0.048%
82 24.299 3524 3525 3534 rBV7 4604 11942 0.70% 0.086%
83 24.475 3550 3555 3561 rVB5 17315 39848 2.35% 0.286%
84 24.587 3572 3574 3579 rBV5 2397 2940 0.17% 0.021%
85 24.681 3587 3590 3591 rBV3 4045 4397 0.26% 0.032%

86 25.309 3684 3697 3714 rBV3 500444 1569264 92.53% 11.282%
87 25.544 3723 3737 3752 rVB3 277909 918790 54.18% 6.605%

88 26.220 3849 3852 3855 rBV5 4821 6588 0.39% 0.047%
89 26.432 3885 3888 3889 rBV3 3704 3895 0.23% 0.028%
90 26.737 3932 3940 3953 rVB6 23628 73261 4.32% 0.527%
91 27.613 4086 4089 4095 rBV7 4385 7734 0.46% 0.056%
92 28.218 4178 4192 4204 rBV6 22793 99740 5.88% 0.717%
93 28.447 4228 4231 4233 rBv4 3053 3769 0.22% 0.027%
94 28.511 4239 4242 4245 rBV4 4119 5365 0.32% 0.039%
95 29.992 4481 4494 4510 rVB6 18927 86744 5.11% 0.624%
96 30.744 4620 4622 4627 rBV5 2296 3038 0.18% 0.022%
97 32.154 4854 4862 4879 rVB10 13950 64350 3.79% 0.463%
Sum of corrected areas: 13909598
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028191.D

Acq On : 8 Aug 2017 15:46

Operator : SJ/JU

Sample - 14600-10

Misc :

ALS Vial : 11 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

Abundance TIC: BG028191.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028191.D

Acq On : 8 Aug 2017 15:46

Operator : SJ/JU

Sample - 14600-10

Misc :

ALS Vial : 11 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 Sulfurous acid, butyl nonyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.22 2.17 ng/ul 99740 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 50
3 Eicosane 282 C20H42 000112-95-8 46
4 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 43
5 13-Methylhentriacontane 451 C32H66 1000131-19-4 43
Abundance Scan 4192 (28.218 min): BG028191.D (-4178) (-) m/z 57.10 100.00%
57
5000 g5
207
3 113 148 327 28.00 28.20 28.40 28.60
oJ-J 143 28 A 3% m/z 43.10  40.59%
m/z--> 50 100 150 200 250 300 350
Abundance #113721: Sulfurous acid, butyl nonyl ester
57
5000
85 28.00 28.20 28.40 28.60
29 m/z 71.10 37.19%
0 \‘ 1l ‘\ Lo 1%7 161179
m/z--> 50 100 150 200 250 300 350
Abundance
57
28.00 28.20 28.40 28.60
5000 85 m/z 85.20 35.73%
29
o 112 141 175103
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57 28.00 28.20 28.40 28.60
m/z 56.10 14.03%
5000 85
29
0 L‘ I ‘ |4 M3, 14 160 197 225 p53 282
m/z--> 50 100 150 200 250 300 350 28.00 28.20 28.40 28.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028191.D

Acq On : 8 Aug 2017 15:46

Operator : SJ/JU

Sample - 14600-10

Misc :

ALS Vial : 11 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]

Sulfurous acid, b... 28.22 2.2 ng/ul 99740 6 25.54 918790 20.0
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