LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028184.D

Acq On : 8 Aug 2017 11:09

Operator : SJ/JU

Sample : 14578-03

Misc :

ALS Vial : 4 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 3.834 38 42 46 rBv2 8195 12747 1.04% 0.120%
2 3.875 46 49 54 rvVB5 7336 11428 0.94% 0.107%
3 4.316 120 124 128 rVB5 2193 2443 0.20% 0.023%
4 4.416 136 141 143 rBV4 2311 3487 0.29% 0.033%
5 4.574 163 168 171 rBV3 1789 2848 0.23% 0.027%
6 4_756 198 199 203 rVB2 2886 2182 0.18% 0.020%
7 4.874 215 219 227 rVB3 9240 16650 1.36% 0.156%
8 5.074 251 253 258 rVvB3 2310 3929 0.32% 0.037%
9 5.109 258 259 263 rBvV2 1859 2268 0.19% 0.021%
10 5.150 263 266 271 rvv4 1690 3376 0.28% 0.032%
11 5.461 310 319 331 rBvV2 72816 125723 10.30% 1.180%
12 5.579 338 339 343 rvB4 2443 2448 0.20% 0.023%
13 5.920 390 397 399 rvB2 1198 2365 0.19% 0.022%
14 6.143 434 435 442 rVB2 1955 3305 0.27% 0.031%
15 6.202 442 445 450 rBV3 1684 2775 0.23% 0.026%
16 6.402 478 479 484 rVB3 2145 2185 0.18% 0.021%
17 6.454 484 488 493 rBV3 1314 2453 0.20% 0.023%
18 6.983 570 578 581 rBV3 3308 5656 0.46% 0.053%
19 7.083 591 595 598 rVvB3 1551 2152 0.18% 0.020%
20 7.506 658 667 676 rBv2 22889 49124  4.02% 0.461%
21 7.577 676 679 683 rvB2 2070 2718 0.22% 0.026%

22 7.671 688 695 707 rBvV 74434 129340 10.59% 1.214%
23 7.888 725 732 745 rBV 83128 154452 12.65% 1.450%
24 8.299 800 802 805 rvv3 1727 2229 0.18% 0.021%
25 8.358 805 812 824 rVB 128758 234793 19.23% 2.204%

26 8.452 824 828 831 rBV3 1447 2201 0.18% 0.021%
27 9.045 922 929 944 rBV2 60154 121596 9.96% 1.141%
28 9.421 992 993 1002 rVB3 1300 2447 0.20% 0.023%
29 9.521 1002 1010 1018 rBV2 94344 183536 15.03% 1.722%
30 9.651 1028 1032 1036 rBV 1506 2626 0.22% 0.025%
31 10.250 1125 1134 1146 rVB2 77209 155677 12.75% 1.461%
32 10.555 1185 1186 1191 rBV2 2081 2413 0.20% 0.023%
33 10.790 1215 1226 1236 rBV 108293 225084 18.43% 2.112%
34 11.108 1274 1280 1281 rBV3 2312 2375 0.19% 0.022%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028184.D

Acq On : 8 Aug 2017 11:09

Operator : SJ/JU

Sample : 14578-03

Misc :

ALS Vial : 4 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
Title

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

35 11.178 1282 1292 1303 rVB 174423 327020 26.78% 3.069%

36 11.507 1339 1348 1355 rVB4 2037 5455 0.45% 0.051%
37 11.601 1361 1364 1369 rBV2 1490 3145 0.26% 0.030%
38 12.271 1472 1478 1482 rVB2 1643 2487 0.20% 0.023%
39 12.430 1501 1505 1510 rBVZ2 1766 2762 0.23% 0.026%
40 12.671 1538 1546 1554 rBV2 16182 31608 2.59% 0.297%
41 12.753 1557 1560 1562 rVB3 1978 2338 0.19% 0.022%

42 14.351 1824 1832 1844 rBVY 330321 496355 40.65% 4.658%
43 14.657 1875 1884 1893 rBVY 267041 435153 35.63% 4.084%
44 14.962 1926 1936 1949 rBV2 303469 505044 41.36% 4._.740%

45 15.162 1963 1970 1988 rBV6 20382 53528 4_.38% 0.502%
46 15.285 1988 1991 1996 rVB3 1896 2685 0.22% 0.025%
47 15.626 2046 2049 2055 rVB2 1488 2486 0.20% 0.023%
48 15.691 2055 2060 2062 rBV2 1800 3119 0.26% 0.029%

49 15.949 2095 2104 2112 rBVY 440989 689250 56.44% 6.469%
50 16.061 2112 2123 2137 rVV2 205592 324685 26.59% 3.047%

51 16.196 2142 2146 2150 rVB3 5601 8455 0.69% 0.079%
52 16.919 2264 2269 2275 rBV2 1904 3653 0.30% 0.034%
53 17.500 2363 2368 2373 rVB3 2708 3944 0.32% 0.037%
54 17.635 2388 2391 2397 rVB2 1149 2188 0.18% 0.021%

55 17.712 2397 2404 2413 rBV2 488541 766414 62.76% 7.193%

56 17.812 2413 2421 2434 rVV 603672 973013 79.68% 9.132%

57 18.646 2556 2563 2565 rVB4 1911 2792 0.23% 0.026%
58 18.681 2566 2569 2576 rVB5 1949 3275 0.27% 0.031%
59 18.758 2576 2582 2587 rBV3 1741 3461 0.28% 0.032%
60 19.040 2627 2630 2635 rBV2 1451 2248 0.18% 0.021%
61 19.145 2642 2648 2650 rBV2 2705 3301 0.27% 0.031%
62 19.357 2677 2684 2686 rBv4 2214 4897 0.40% 0.046%
63 19.551 2712 2717 2718 rBV3 1853 2311 0.19% 0.022%
64 19.721 2742 2746 2752 rBV 6765 11136 0.91% 0.105%
65 19.786 2754 2757 2759 rVB3 2704 2493 0.20% 0.023%
66 19.821 2761 2763 2767 rVB3 2549 2865 0.23% 0.027%
67 19.868 2767 2771 2773 rBV4 2547 3520 0.29% 0.033%
68 19.968 2785 2788 2795 rBV3 7098 11277 0.92% 0.106%
69 20.085 2800 2808 2816 rBV 830600 1221165 100.00% 11.461%
70 20.291 2841 2843 2848 rVB4 1433 2331 0.19% 0.022%
71 20.890 2938 2945 2947 rBV7 4393 6155 0.50% 0.058%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028184.D

Acq On : 8 Aug 2017 11:09

Operator : SJ/JU

Sample : 14578-03

Misc :

ALS Vial : 4 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:\HPCHEMI1I\BNA_G\METHODS\SOM-EPA-BG080217 .M
Title - SVOA CALIBRATION
72 21.237 3001 3004 3005 rBV3 3100 3252 0.27% 0.031%
73 21.407 3021 3033 3035 rBV3 10650 30628 2.51% 0.287%
74 21.748 3088 3091 3094 rvB4 4711 7505 0.61% 0.070%
75 22.042 3133 3141 3152 rBV 517331 937632 76.78% 8.800%
76 22.248 3173 3176 3177 rBV2 3194 2835 0.23% 0.027%
77 22.847 3275 3278 3283 rBV6 5637 7806 0.64% 0.073%
78 23.605 3401 3407 3413 rVB9 9461 20999 1.72% 0.197%
79 23.652 3414 3415 3422 rVB5 2902 4976 0.41% 0.047%
80 23.916 3458 3460 3463 rBV3 5426 4068 0.33% 0.038%
81 24.228 3510 3513 3516 rBV5 3723 6233 0.51% 0.058%
82 24.474 3549 3555 3564 rVB5 11990 28673 2.35% 0.269%
83 24.574 3570 3572 3574 rBV3 2705 2925 0.24% 0.027%
84 25.309 3685 3697 3714 rVB2 349729 1076329 88.14% 10.101%
85 25.450 3719 3721 3723 rBV3 3279 2410 0.20% 0.023%
86 25.550 3723 3738 3751 rVvVv 273168 894658 73.26% 8.396%
87 26.578 3912 3913 3916 rBV3 3366 3605 0.30% 0.034%
88 26.736 3933 3940 3951 rVB6 18393 46288 3.79% 0.434%
89 26.878 3960 3964 3966 rVB4 2540 3222 0.26% 0.030%
90 27.359 4045 4046 4054 rVB6 3878 5786 0.47% 0.054%
91 27.641 4092 4094 4095 rBV2 3159 2570 0.21% 0.024%
92 28.223 4178 4193 4204 rBV9 19578 72200 5.91% 0.678%
93 28.987 4320 4323 4324 rBV3 4521 4818 0.39% 0.045%
94 29.333 4377 4382 4384 rBV5 2815 4284 0.35% 0.040%
95 29.909 4479 4480 4484 rBV3 3342 4131 0.34% 0.039%
96 29.991 4487 4494 4508 rVB9 12809 45852 3.75% 0.430%
97 30.232 4532 4535 4538 rBV5 3114 3868 0.32% 0.036%
98 31.901 4816 4819 4822 rBV4 4375 4510 0.37% 0.042%
99 32.024 4838 4840 4843 rVB4 4077 2617 0.21% 0.025%
100 32.148 4857 4861 4864 rBV6 8164 11547 0.95% 0.108%
Sum of corrected areas: 10655272
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028184.D

Acq On : 8 Aug 2017 11:09

Operator : SJ/JU

Sample - 14578-03

Misc :

ALS Vial : 4 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: BG028184.D
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Abundance TIC: BG028184.D
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Abundance TIC: BG028184.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028184.D

Acq On : 8 Aug 2017 11:09

Operator : SJ/JU

Sample - 14578-03

Misc :

ALS Vial : 4 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.46 10.71 ng/ul 125723 1,4-Dichlorobenzene-d4 8.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 37
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 319 (5.461 min): BG028184.D (-310) (-) m/z 43.10 100.00%
a3
5000
101 U R LR L
520 5.40 5.60 5.80
ol gre8 ) 3 /7 50.10  62.59%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrTrrTyTTi T TT T T T T

5.20 540 560 5.80
m/z 101.10 16.17%

101
0 .?ﬁﬂq‘..ég P————— e ————
m/z--> 50 100 150 200 250 300 350
Abundance
43
e
5.20 5.40 5.60 5.80
5000 m/z 58.10 14.75%
15 101
61 83
O LA I e e e e e e e O  ELANLAN m e o s e e o
m/z--> 50 100 150 200 250 300 350
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59 5.20 5.40 5.60 5.80
m/z 41.10 8.18%
5000
41
‘\ 102
3 I N —
m/z--> 50 100 150 200 250 300 350 5.20 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
Data File : BG028184.D

Acq On : 8 Aug 2017 11:09

Operator : SJ/JU

Sample : 14578-03

Misc :

ALS Vial : 4 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]

2-Pentanone, 4-hy... 5.46 10.7 ng/ul 125723 1 8.35 234793 20.0
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