LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416 .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 3.128 47 49 52 rBv4 8497 9784 0.18% 0.019%
2 3.387 91 93 96 rvB4 8939 7747 0.14% 0.015%
3 3.722 146 150 152 rBV4 6216 8568 0.16% 0.017%
4  4.256 236 241 243 rBV5 8864 12154 0.22% 0.024%
5 6.630 643 645 648 rvB4 6952 7602 0.14% 0.015%
6 6.694 654 656 660 rvB2 5778 7821 0.14% 0.015%
7 7.223 745 746 749 rBvV2 7538 7845 0.15% 0.015%
8 7.270 749 754 764 rVB 156571 283590 5.25% 0.553%
9 7.428 775 781 793 rVvV 555599 937824 17.35% 1.830%
10 7.552 795 802 806 rvB5 17344 31785 0.59% 0.062%

11 7.646 811 818 827 rvV 513376 923999 17.10% 1.803%
12 8.116 892 898 905 rBvV 505913 840981 15.56% 1.641%
13 8.827 1012 1019 1029 rBV2 455418 851607 15.76% 1.662%
14 8.891 1029 1030 1033 rvVvv3 12935 12033 0.22% 0.023%
15 8.950 1033 1040 1050 rvv 77429 155470 2.88% 0.303%

16 9.291 1089 1098 1109 rBvV 706884 1278331 23.65% 2.495%
17 9.561 1141 1144 1146 rBV3 6001 8856 0.16% 0.017%
18 10.019 1214 1222 1234 rBV 614836 1113466 20.60% 2.173%
19 10.565 1307 1315 1332 rBV 818420 1598855 29.58% 3.120%
20 10.800 1352 1355 1359 rvVB4 6774 8170 0.15% 0.016%

21 10.947 1372 1380 1394 rVV 735793 1380940 25.55% 2.695%
22 11.088 1396 1404 1412 rVVv2 76098 162690 3.01% 0.318%

23 11.752 1510 1517 1519 rBV7 8150 14169 0.26% 0.028%
24 12.533 1642 1650 1655 rBV6 17215 37406 0.69% 0.073%
25 12.745 1679 1686 1702 rBV2 150015 358495 6.63% 0.700%
26 12.898 1708 1712 1716 rVB6 6886 9049 0.17% 0.018%
27 13.050 1734 1738 1741 rBvV4 4879 7620 0.14% 0.015%
28 13.356 1786 1790 1791 rBV2 7251 8816 0.16% 0.017%
29 13.649 1836 1840 1845 rVB7 13797 21928 0.41% 0.043%
30 13.890 1875 1881 1884 rBV7 12956 23471 0.43% 0.046%
31 13.914 1884 1885 1889 rvv4 10599 11269 0.21% 0.022%
32 14.172 1922 1929 1936 rBV 1939540 2871164 53.12% 5.603%
33 14.419 1965 1971 1974 rBV2 30067 50178 0.93% 0.098%

34 14.472 1974 1980 1987 rVB 2083337 3207996 59.35% 6.261%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

35 14.777 2026 2032 2041 rVB2 1323185 2222258 41.12% 4_337%

36 15.001 2064 2070 2084 rBV3 111474 321465 5.95% 0.627%
37 15.553 2162 2164 2167 rBvV4 6716 9001 0.17% 0.018%
38 15.711 2187 2191 2192 rBV3 10114 9135 0.17% 0.018%
39 15.776 2194 2202 2211 rVV 2813597 4417649 81.73% 8.621%
40 15.893 2215 2222 2238 rVV 1057508 1669310 30.89% 3.258%

41 16.011 2238 2242 2247 rVV3 39455 60519 1.12% 0.118%
42 16.334 2295 2297 2300 rBV3 7900 8492 0.16% 0.017%
43 16.604 2339 2343 2345 rBV3 10543 11164 0.21% 0.022%
44 16.657 2350 2352 2354 rBV3 12334 9013 0.17% 0.018%
45 16.728 2360 2364 2368 rVB7 14259 19278 0.36% 0.038%
46 16.780 2370 2373 2377 rVB5 5903 8923 0.17% 0.017%
47 16.927 2395 2398 2399 rBV3 6804 7639 0.14% 0.015%
48 17.203 2442 2445 2450 rBV7 8060 12515 0.23% 0.024%
49 17.274 2454 2457 2460 rVB4 8249 9690 0.18% 0.019%
50 17.327 2460 2466 2473 rBV6 16439 35852 0.66% 0.070%

51 17.538 2494 2502 2510 rBV2 1961588 2980823 55.15% 5.817%
52 17.638 2513 2519 2529 rVV2 3095317 4924472 91.11% 9.611%

53 17.720 2531 2533 2538 rVB6 10344 11451 0.21% 0.022%
54 17.779 2538 2543 2545 rBV6 11488 18537 0.34% 0.036%
55 17.920 2566 2567 2571 rVB4 8472 10319 0.19% 0.020%
56 18.002 2580 2581 2586 rVB4 10698 9827 0.18% 0.019%
57 18.196 2611 2614 2618 rVB5 12324 15635 0.29% 0.031%
58 18.243 2618 2622 2625 rBV6 6186 9009 0.17% 0.018%
59 18.367 2640 2643 2644 rBV2 8665 10240 0.19% 0.020%
60 18.414 2647 2651 2656 rVBS8 23347 34813 0.64% 0.068%
61 18.484 2661 2663 2666 rVvV 20648 23108 0.43% 0.045%
62 18.690 2694 2698 2700 rBv4 7707 10912 0.20% 0.021%
63 18.878 2725 2730 2732 rBV6 7997 12954 0.24% 0.025%
64 18.931 2737 2739 2744 rVB6 9833 9734 0.18% 0.019%
65 19.189 2779 2783 2786 rVB6 6797 9378 0.17% 0.018%
66 19.324 2803 2806 2808 rBv4 10567 12911 0.24% 0.025%
67 19.565 2842 2847 2852 rVV2 50907 83698 1.55% 0.163%
68 19.677 2863 2866 2873 rBV9 26385 50942 0.94% 0.099%
69 19.818 2886 2890 2896 rVB2 40695 60642 1.12% 0.118%

70 19.929 2903 2909 2916 rBV 3716811 5404871 100.00% 10.548%
71 20.147 2942 2946 2947 rBV4 13317 17363 0.32% 0.034%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M

Title = SVOA CALIBRATION

72 20.429 2992 2994 2998 rBV5 11205 12486 0.23% 0.024%
73 21.075 3102 3104 3108 rBV5 11451 14596 0.27% 0.028%
74 21.263 3134 3136 3142 rVB7 23569 28109 0.52% 0.055%
75 21.421 3161 3163 3165 rBV3 14339 12358 0.23% 0.024%
76 21.856 3228 3237 3249 rBV 1779850 3155398 58.38% 6.158%
77 22.349 3319 3321 3322 rBV 14687 10155 0.19% 0.020%
78 22.990 3428 3430 3431 rBV2 13162 7839 0.15% 0.015%
79 23.383 3493 3497 3505 rVB9 44685 88646 1.64% 0.173%
80 24.223 3635 3640 3648 rVB6 63608 155190 2.87% 0.303%
81 24.411 3669 3672 3673 rBV3 14108 14430 0.27% 0.028%
82 24.758 3729 3731 3732 rVB2 16021 8107 0.15% 0.016%

83 24.999 3761 3772 3787 rBV2 1637825 4788654 88.60% 9.345%
84 25.234 3799 3812 3824 rBV 1071819 3168579 58.62% 6.184%

85 25.686 3887 3889 3891 rBV3 13349 11941 0.22% 0.023%
86 26.297 3991 3993 3994 rBV2 15173 11951 0.22% 0.023%
87 26.403 4004 4011 4021 rVvB5 100157 301678 5.58% 0.589%
88 26.691 4058 4060 4062 rBV3 15445 19712 0.36% 0.038%
89 27.824 4242 4253 4265 rVB5 100467 370104 6.85% 0.722%
90 28.106 4299 4301 4304 rBV3 11728 10106 0.19% 0.020%
91 28.576 4379 4381 4383 rBV3 12419 9429 0.17% 0.018%
92 29.528 4538 4543 4544 rBV5 39213 63975 1.18% 0.125%
93 29.857 4597 4599 4600 rBV2 13938 8256 0.15% 0.016%
94 30.903 4775 4777 4779 rVB3 13102 10954 0.20% 0.021%
95 31.502 4876 4879 4882 rBV5 15252 20702 0.38% 0.040%
96 31.584 4888 4893 4895 rBV6 37872 62713 1.16% 0.122%
97 31.778 4925 4926 4929 rBV3 13873 9019 0.17% 0.018%
98 31.983 4959 4961 4963 rBV3 11249 11906 0.22% 0.023%
99 32.365 5024 5026 5031 rBV6 15116 20233 0.37% 0.039%
100 32.565 5058 5060 5061 rBvV2 11103 7819 0.14% 0.015%
Sum of corrected areas: 51240266
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

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\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 Hydrocinnamic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.74 5.19 ng/ul 358495 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hydrocinnamic acid 150 C9H1002 000501-52-0 90
2 Hydrocinnamic acid 150 C9H1002 000501-52-0 81
3 Hydrocinnamic acid 150 C9H1002 000501-52-0 81
4 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 78
5 Cyclopropylphenylmethane 132 C10H12 001667-00-1 47
Abundance Scan 1685 (12.739 min): BG023543.D (-1679) (-) m/z 91.05 100.00%
91
5000 k
150
i? ] 215 254281 357386 435 500 12.40 1260 1280 1300 _
O b b L 215 254281 357386 435 500 | ns77104.05  51.76%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24402: Hydrocinnamic acid
91
5000 150 AR ARAUAABAR SRR
12.40 12.60 12.80 13.00
m/z 150.05 26.10%
0 "‘??fﬁém ﬂ}?%' L L L UL B B LI W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91
12.40 12.60 12.80 13.00
5000 m/z 77.05 20.83%
150
51
0'?gw'"w'"w"'w'"w"'w"'w"'w"'w"'w'
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24397: Hydrocinnamic acid
91 12.40 12.60 12.80 13.00
m/z 105.05 19.81%
5000 150
51
0'?gpktl‘w"'w"'w"'w"'w"'w"'w"'w"'w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27.82 2.34 ng/ul 370104 Perylene-d12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 80
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
3 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Tetradecane 198 C14H30 000629-59-4 55

Abundance Scan 4252 (27.818 min): BG023543.D (-4242) (-) m/z 57.10 100.00%

5000

27.60 27.80 28.00 28.20

141 177207 253283314 355

417 458

506 549

0 m/z 71.05 80.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28429: Decane, 3-methyl-
57
5000 35
29 27.60 27.80 28.00 28.20
m/z 85.15 56.85%
126
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
27.60 27.80 28.00 28.20
5000 85 m/z 43.10 48 .54%

113
141 183211239267296

M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83041: Pentadecane, 4-methyl- e P P
43 71 27.60 27.80 28.00 28.20
m/z 83.00 20.41%
5000
183
113
L e | o
A i o R B Eamm R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.60 27.80 28.00 28.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080816\
Data File : BG023543.D

Acq On : 8 Aug 2016 20:53

Operator : UM/SJ

Sample - H4338-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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]
Hydrocinnamic acid 12.74 5.2 ng/ul 358495 2 10.95 1380940 20.0
(DEL) Alkane: Str... 27.82 2.3 ng/ul 370104 6 25.23 3168580 20.0
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