LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026820.D

Aca On : 1 May 2017 23:48

Operator : SJ/MA

Sample = PB98539BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 heiaht area % max. total
1 3.423 53 57 73 rvVB 45653 88062 2.21% 0.180%
2 4_.575 252 253 258 rBV2 6481 8713 0.22% 0.018%
3 7.184 690 697 713 rBV 671216 1258502 31.60% 2.569%
4 7.330 716 722 731 rVB 599700 979533 24.60% 2.000%
5 7.548 751 759 773 rBV 737347 1293117 32.47% 2.640%
6 8.012 830 838 847 rBV 505351 881511 22.14% 1.800%
7 8.723 952 959 977 rBV 887805 1716738 43.11% 3.505%
8 9.164 1027 1034 1051 rVB 705285 1291540 32.43% 2.637%
9 9.892 1150 1158 1167 rBV 592513 1072818 26.94% 2.190%
10 10.439 1244 1251 1270 rBvV 885437 1714555 43.05% 3.501%

11 10.809 1305 1314 1324 rVB 918945 1612304 40.49% 3.292%
12 10.944 1328 1337 1362 rVB 976368 1876766 47.13% 3.832%

13 11.202 1376 1381 1383 rVB2 4436 5479 0.14% 0.011%
14 11.220 1383 1384 1391 rVvVv2 4031 5986 0.15% 0.012%
15 11.667 1458 1460 1464 rVB3 5203 6175 0.16% 0.013%
16 12.060 1524 1527 1536 rBV5 2949 6136 0.15% 0.013%
17 12.389 1578 1583 1592 rVB3 15926 32321 0.81% 0.066%
18 12.613 1617 1621 1627 rBV5 2295 5227 0.13% 0.011%
19 13.229 1722 1726 1733 rVB6 3574 7140 0.18% 0.015%

20 14.023 1852 1861 1874 rBV 1733713 2469050 62.00% 5.041%

21 14.316 1902 1911 1925 rVB 2162769 3357675 84.31% 6.855%
22 14.622 1955 1963 1975 rVB2 1360870 2188447 54.95% 4._.468%
23 14.839 1991 2000 2023 rBV 370376 989080 24.84% 2.019%

24 15.245 2068 2069 2078 rVB7 3085 5303 0.13% 0.011%
25 15.398 2090 2095 2097 rBV5 3191 4116 0.10% 0.008%
26 15.427 2097 2100 2102 rVB3 4493 4868 0.12% 0.010%

27 15.609 2120 2131 2145 rBV 2599334 3910988 98.21% 7.985%
28 15.732 2145 2152 2167 rVV 660002 1032855 25.94% 2.109%

29 15.850 2167 2172 2181 rVB2 35296 62419 1.57% 0.127%
30 15.932 2184 2186 2192 rVB7 2820 4077 0.10% 0.008%
31 16.185 2219 2229 2232 rBV6 3599 7576 0.19% 0.015%
32 16.296 2242 2248 2252 rBV7 3301 5929 0.15% 0.012%
33 16.385 2258 2263 2267 rBV7 3540 6368 0.16% 0.013%
34 16.490 2278 2281 2288 rVB6 3109 5141 0.13% 0.010%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026820.D

Aca On : 1 May 2017 23:48

Operator : SJ/MA

Sample = PB98539BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717 .M

Title = SVOA CALIBRATION

35 16.561 2288 2293 2299 rBVS 6547 12204 0.31% 0.025%
36 16.884 2342 2348 2351 rVB5 2832 5734 0.14% 0.012%
37 17.054 2372 2377 2383 rBV6 4344 9867 0.25% 0.020%
38 17.148 2390 2393 2403 rVB6 6672 13011 0.33% 0.027%

39 17.354 2418 2428 2437 rBV2 1504872 2297528 57.69% 4.691%
40 17.454 2437 2445 2463 rVB2 2483472 3820995 95.95% 7.801%

41 17.748 2490 2495 2497 rBV4 4998 6697 0.17% 0.014%
42 17.871 2512 2516 2519 rBV6 3731 6340 0.16% 0.013%
43 18.018 2538 2541 2545 rVB4 3328 5087 0.13% 0.010%
44 18.077 2545 2551 2555 rVBS8 2707 6381 0.16% 0.013%
45 18.118 2555 2558 2563 rBV7 4776 8310 0.21% 0.017%
46 18.247 2570 2580 2582 rBV10 5224 15627 0.39% 0.032%
47 18.488 2617 2621 2623 rBV5 4375 4843 0.12% 0.010%
48 18.605 2638 2641 2645 rVB5 4889 8058 0.20% 0.016%
49 18.664 2648 2651 2653 rBV5 3798 4033 0.10% 0.008%
50 18.741 2662 2664 2671 rVB7 5772 8872 0.22% 0.018%
51 18.823 2673 2678 2680 rBV6 4045 6844 0.17% 0.014%
52 18.876 2684 2687 2695 rVB9 6691 15594 0.39% 0.032%
53 19.128 2728 2730 2733 rBV3 4223 5070 0.13% 0.010%
54 19.240 2744 2749 2750 rBV5 9141 8939 0.22% 0.018%
55 19.299 2755 2759 2763 rBV6 6553 10048 0.25% 0.021%
56 19.375 2764 2772 2776 rBV2 31479 57550 1.45% 0.117%
57 19.622 2804 2814 2823 rBV2 30564 85491 2.15% 0.175%
58 19.734 2826 2833 2842 rBV 2641583 3957149 99.37% 8.079%
59 19.798 2843 2844 2849 rVB5 6281 9018 0.23% 0.018%
60 19.916 2861 2864 2868 rBV5 7068 12443 0.31% 0.025%
61 19.986 2873 2876 2878 rBv4 6853 5895 0.15% 0.012%
62 20.145 2899 2903 2906 rBV6 5896 11353 0.29% 0.023%
63 20.685 2990 2995 2998 rBV6 13217 27414 0.69% 0.056%
64 21.602 3143 3151 3163 rBV 1532687 2387087 59.94% 4._.874%
65 22.366 3279 3281 3287 rBV7 17722 24307 0.61% 0.050%
66 23.041 3392 3396 3404 rVB3 41560 80702 2.03% 0.165%

67 23.282 3427 3437 3457 rVB3 53725 312547 7.85% 0.638%
68 23.835 3524 3531 3541 rVB4 62942 146566 3.68% 0.299%
69 24.551 3641 3653 3673 rBV2 1408102 3982421 100.00% 8.131%
70 24.763 3678 3689 3702 rBV2 935513 2687473 67.48% 5.487%

71 25.856 3866 3875 3884 rBV3 83546 250262 6.28% 0.511%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026820.D

Aca On : 1 May 2017 23:48

Operator : SJ/MA

Sample = PB98539BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

Method
Title

72 27.166 4089 4098 4110 rVB5 83649 291331 7.32% 0.595%
73 28.758 4360 4369 4383 rVB6 68786 253701 6.37% 0.518%
74 30.680 4688 4696 4711 rVBS8 47406 200717 5.04% 0.410%

Sum of corrected areas: 48980024
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026820.D

Aca On : 1 May 2017 23:48

Operator : SJ/MA

Sample = PB98539BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG026820.D
2500000
2000000
1500000
1000000 8.72 104410884
7 7.55 9.16
8.01 9.89
500000
3.42
. 457 L 11.22 11 67 12 06.2. 39 61
T o et I T T o e e I i e
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG026820.D
15,61 19,73
2500000 1745
14.32
2000000
14.02
1745 21.60
1500000 14.62 N
1000000
5.73
500000 14.84
S 22.37
oL 1323 u 15 Qeﬁémmsaeaab I popge14  20.69
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG026820.D
2500000
2000000
1500000 24.55
24.76
1000000
500000
25.86 27.17 28.76
23.@8.28 23.83 7 8.7 30.68
O o B o T S B e S
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026820.D

Aca On : 1 May 2017 23:48

Operator : SJ/MA

Sample = PB98539BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.28 2.33 ng/ul 312547 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 I-4-1sopropvl-5-methvl-3-(l-carb...
2 (9-0x0-9.10-dihvdroacridin-4-vI). ..
3 3-Isoxazolamine.

4 1H-Pvrazole.

5-methvl-
1-(3-methvlbuty)-4. ..
5 3H-Pyrazol-3-one, 1,2-dihydro-5-...

245 C10H15N02S2
253 C15H11NO3

075624-98-5 11
145447-90-1 11

98 C4H6N20 001072-67-9 11
264 C14H25BN202 1000319-70-0 10
98 C4H6N20 004344-87-0 10

Abundance Scan 3437 (23.282 min): BG026820.D (-3427) (-) m/z 245.05 100.00%
245.1
281.0
5000
428.3
345.2 23.00 23.20 23.40 23.60
o} m/z 207.00 83.44%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #97787: I-4-1sopropyl-5-methyl-3-(1-carboxyethyl)-.delta. (...
245.
59.0
5000 LA L L L L LN
200.0 23.00 23.20 23.40 23.60
m/z 69.00 78.53%
e 29,
N Y N —
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
207.0
253.0 IIIIIIIIIIIIIIIIIIIIIII
23.00 23.20 23.40 23.60
5000 m/z 98.00 75.29%
77.0 152.0
39.0 113.0
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3043: 3-Isoxazolamine, 5-methyl- R R e
55.0 98.0 23.00 23.20 23.40 23.60
m/z 281.00 65.39%
5000
15.0
ol MJ.n.;....,....,....,....,....,....,.... .
m/z--> 0 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026820.D

Aca On : 1 May 2017 23:48

Operator : SJ/MA

Sample = PB98539BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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.
27.17 2.17 ng/ul 291331 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentacosane 352 C25H52 000629-99-2 80
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80
Abundance Scan 4099 (27.172 min): BG026820.D (-4089) (-) m/z 57.00 100.00%
571.0
}9'0 26.80 27.00 27.20 27.40
41.1 208.9 281.0 : : : :
bbbl B, 2000 | 28103208 96004103 47511 107 05 71.11%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94344: Heptadecane
57.0
5000 LA A S U B
26,80 27.00 27.20 27.40
F m/z 85.00 46 .90%
0 15-q ! ‘ i u‘ l \4:} q 1‘83 0 240 0
m'z--> 0 5 100 150 200 2%0 300 350 400 450
Abundance
57.0
26.80 27.00 27.20 27.40
5000 m/z 43.00 41._.88%
99.0
o 141.0 183.0 225.0 267.0 309.0 352.0
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- R Ba T e
57.0 26.80 27.00 27.20 27.40
m/z 99.05 17.70%
5000
9.0
0 | 14101830 239058 5 3030
m'z--> 0 50 100 150 200 250 300 350 400 450 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050117\
Data File : BG026820.D

Acq On : 1 May 2017 23:48

Operator : SJ/MA

Sample - PB98539BL

Misc :

ALS Vial : 18 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]
unknown-01 23.28 2.3 ng/ul 312547 6 24.76 2687470 20.0
(DEL) Alkane: Str... 27.17 2.2 ng/ul 291331 6 24.76 2687470 20.0
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