LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample : PB98663BL

Misc :

ALS Vial : 3 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-BG042717 .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 3.146 8 10 15 rVB5 5293 8247 0.23% 0.018%
2 3.423 51 57 71 rvv 51700 86120 2.38% 0.191%
3 4.192 181 188 197 rBV4 8189 18449 0.51% 0.041%
4  4.480 235 237 244 rVB5 2851 4452 0.12% 0.010%
5 6.213 526 532 536 rBV5 4624 8190 0.23% 0.018%
6 7.177 689 696 715 rBY 688412 1302863 35.96% 2.885%
7 7.324 715 721 735 rVV 632962 1066174 29.43% 2.361%
8 7.418 735 737 743 rVB4 5705 8518 0.24% 0.019%
9 7.541 750 758 775 rBV 764341 1360435 37.55% 3.012%
10 8.005 828 837 851 rBY 552939 943270 26.04% 2.088%
11 8.475 915 917 925 rBv4 1916 3838 0.11% 0.008%

12 8.716 947 958 983 rBV 914829 1745360 48.18% 3.864%
13 9.163 1023 1034 1048 rBvV 701815 1244248 34.34% 2.755%
14 9.392 1069 1073 1077 rVB4 2475 4414 0.12% 0.010%
15 9.803 1141 1143 1149 rBV3 1981 3827 0.11% 0.008%

16 9.886 1149 1157 1173 rVV 597718 1047297 28.91% 2.319%
17 10.432 1242 1250 1276 rBV 843180 1666545 46.00% 3.690%
18 10.802 1299 1313 1327 rBV 877448 1572727 43.41% 3.482%
19 10.937 1327 1336 1357 rBV 914006 1743713 48.13% 3.861%

20 12.389 1577 1583 1595 rVB3 14217 30748 0.85% 0.068%
21 13.223 1722 1725 1732 rVB4 3176 5322 0.15% 0.012%
22 13.611 1785 1791 1794 rVB3 2293 4006 0.11% 0.009%
23 14.016 1851 1860 1876 rBV 1527123 2248707 62.07% 4_.979%
24 14.134 1876 1880 1887 rVB6 1876 4279 0.12% 0.009%

25 14.310 1901 1910 1925 rBV 1929822 3015810 83.24% 6.677%

26 14.615 1953 1962 1973 rVB2 1235690 1993879 55.03% 4.414%
27 14.833 1992 1999 2030 rBV 267048 831469 22.95% 1.841%
28 15.391 2091 2094 2099 rVB4 3005 3842 0.11% 0.009%
29 15.602 2120 2130 2144 rBV 2314832 3557292 98.19% 7.876%
30 15.726 2144 2151 2165 rBV 495035 796063 21.97% 1.763%

31 15.843 2166 2171 2178 rVB2 31704 54489 1.50% 0.121%
32 16.049 2204 2206 2211 rVB2 3254 3987 0.11% 0.009%
33 16.096 2211 2214 2217 rBV2 2261 3715 0.10% 0.008%
34 16.184 2224 2229 2234 rBV4 3593 5158 0.14% 0.011%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample : PB98663BL

Misc :

ALS Vial : 3 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-BG042717 .M

Title = SVOA CALIBRATION

35 16.384 2256 2263 2269 rBV7 3880 8320 0.23% 0.018%
36 16.554 2286 2292 2297 rBV6 4226 8536 0.24% 0.019%
37 17.054 2369 2377 2381 rVv4 2801 4973 0.14% 0.011%
38 17.142 2387 2392 2398 rVB3 5652 9675 0.27% 0.021%

39 17.353 2420 2428 2438 rBV 1368632 2037975 56.25% 4.512%
40 17.453 2438 2445 2464 rVB2 2202666 3440832 94.97% 7.618%

41 17.712 2486 2489 2492 rBV2 3397 4141 0.11% 0.009%
42 17.753 2492 2496 2497 rBV2 3941 4768 0.13% 0.011%
43 17.964 2527 2532 2534 rBV2 2084 3707 0.10% 0.008%
44 18.011 2534 2540 2545 rVVv8 4443 9629 0.27% 0.021%
45 18.305 2584 2590 2593 rBV5 4962 7039 0.19% 0.016%
46 18.517 2623 2626 2630 rBV4 2915 4903 0.14% 0.011%
47 18.599 2639 2640 2645 rVB5 3478 4411 0.12% 0.010%
48 18.658 2645 2650 2654 rBV7 2574 5028 0.14% 0.011%
49 18.893 2685 2690 2694 rVB5 2410 4515 0.12% 0.010%
50 18.940 2696 2698 2703 rVB4 3344 4217 0.12% 0.009%
51 19.263 2750 2753 2756 rBV5 3349 4138 0.11% 0.009%
52 19.304 2756 2760 2762 rVB5 3968 4640 0.13% 0.010%
53 19.369 2764 2771 2779 rBV2 25833 49747 1.37% 0.110%
54 19.621 2810 2814 2821 rVV2 24905 41212 1.14% 0.091%
55 19.733 2824 2833 2848 rBV 2456176 3618990 99.89%% 8.013%
56 20.068 2887 2890 2892 rBV4 3900 4244 0.12% 0.009%
57 20.238 2916 2919 2923 rVB6 4405 3702 0.10% 0.008%
58 20.332 2929 2935 2939 rVBS8 4809 11799 0.33% 0.026%
59 20.409 2945 2948 2949 rBV3 5240 4267 0.12% 0.009%
60 20.508 2963 2965 2968 rBv4 6903 8378 0.23% 0.019%
61 20.673 2990 2993 2997 rBV6 8179 7010 0.19% 0.016%
62 21.595 3142 3150 3161 rBV 1296558 2169330 59.88% 4_.803%
63 22.371 3275 3282 3286 rBV7 23869 65215 1.80% 0.144%
64 23.035 3389 3395 3402 rVB3 37692 69162 1.91% 0.153%

65 23.816 3523 3528 3536 rBV2 58299 118438 3.27% 0.262%

66 24.545 3640 3652 3673 rBV3 1208302 3622954 100.00% 8.021%
67 24.756 3677 3688 3713 rVB2 772359 2452828 67.70% 5.431%
68 25.837 3862 3872 3882 rBV 93896 285230 7.87% 0.632%
69 27.148 4087 4095 4111 rVB4 90074 303052 8.36% 0.671%
70 28.740 4353 4366 4376 rBv4 64169 238060 6.57% 0.527%

71 30.638 4677 4689 4691 rBV3 49864 124145 3.43% 0.275%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample : PB98663BL

Misc :

ALS Vial : 3 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-BG042717 .M
SVOA CALIBRATION

Sum of corrected areas: 45166663
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample - PB98663BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG026865.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample - PB98663BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 2
R.T. EstConc Area Relative to ISTD R.T.
25.84 2.33 ng/ul 285230 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3872 (25.837 min): BG026865.D (-3862) (-) m/z 57.10 100.00%
57
85
5000
141 169 25.60 25.80 26.00 26.20
L 'I L 189211 239 264 2% 342 m/z 71.00 69.15%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
25.60 25.80 26.00 26.20
29 113 m/z 85.05 53.62%
\‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
25.60 25.80 26.00 26.20
5000 85 m/z 43.00 43.62%
29 13 141 160 107 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 300 3%0
Abundance #175559:; Tetracosane ANRAMALA AL it A
57 25.60 25.80 26.00 26.20
m/z 55.00 23.57%
85
5000
29
s } | J113 141 169 197 225 253 338
m/z--> 5'0 100 150 2(')0 250 300 3&1;0 25 60 25. 80 26. oo 26 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample - PB98663BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 1
R.T. EstConc Area Relative to ISTD R.T.
27.15 2.47 ng/ul 303052 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
5 10-Methylnonadecane 282 C20H42 056862-62-5 90
Abundance Scan 4095 (27.148 min): BG026865.D (-4087) (-) m/z 57.05 100.00%
57
85
5000
ULL 000 20 s s sorsss e | | _Zoe0 200 s
A LR S 298 295 307395 48 Tnyz 71.05  63.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 26.80 27.00 27.20 27.40
29 m/z 85.05 57 .59%
\‘ \L ‘ H‘ ] u‘ 1:}3\14‘.1‘169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
- 26.80 27.00 27.20 27.40
5000 m/z 43.00 44 _77%
i 113 141 169 197 925 253 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L LI L L DL I
57 26.80 27.00 27.20 27.40
m/z 55.00 18.01%
5000 85
ZEW ‘ | | (M3 141 160 107 225 253 205 303 367
m/z--> 50 100 150 200 250 300 350 400 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050417\
Data File : BG026865.D

Acq On : 4 May 2017 10:13

Operator : SJ/MA

Sample : PB98663BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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... 25.84 2.3 ng/ul 285230 6 24.76 2452830 20.0
(DEL) Alkane: Str... 27.15 2.5 ng/ul 303052 6 24.76 2452830 20.0
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