LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051517\
Data File : BG026958.D

Aca On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

Misc :

ALS Vial : 3 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 3.259 27 29 35 rvB4 6738 7606 0.21% 0.017%
2 3.423 52 57 64 rBv2 45956 76966 2.13% 0.170%
3 3.641 90 94 96 rvB5 2344 3864 0.11% 0.009%
4 3.735 109 110 117 rvVvB7 3714 6410 0.18% 0.014%
5 3.782 117 118 122 rVB3 3045 3905 0.11% 0.009%
6 3.958 147 148 154 rBV5 3697 5268 0.15% 0.012%
7 4.187 181 187 189 rvB4 3373 5438 0.15% 0.012%
8 5.233 359 365 367 rBv4 2376 4100 0.11% 0.009%
9 5.351 382 385 388 rVB3 2881 3760 0.10% 0.008%
10 5.386 388 391 393 rBV2 2956 3814 0.11% 0.008%
11 6.214 524 532 537 rBV5 5423 11342 0.31% 0.025%
12 6.631 595 603 605 rvB4 1954 3757 0.10% 0.008%

13 7.178 686 696 714 rBV 684993 1278840 35.41% 2.819%
14 7.325 714 721 734 rVV 640531 1061852 29.40% 2.340%
15 7.419 734 737 742 rVB5 6571 9366 0.26% 0.021%

16 7.542 748 758 776 rBV 754815 1331653 36.87% 2.935%
17 8.000 825 836 846 rBV 535840 921746 25.52% 2.032%
18 8.717 950 958 988 rBV 885174 1723288 47.72% 3.798%
19 8.899 988 989 996 rvB4 2853 3805 0.11% 0.008%
20 9.164 1026 1034 1048 rBvV 713531 1265694 35.05% 2.790%

21 9.886 1148 1157 1175 rBV 581102 1052682 29.15% 2.320%
22 10.433 1241 1250 1275 rBV 854251 1654214 45.81% 3.646%
23 10.803 1303 1313 1327 rBV 885453 1572664 43.55% 3.466%
24 10.938 1327 1336 1358 rVB 960148 1785506 49.44% 3.935%

25 12.389 1576 1583 1592 rVB4 14477 32092 0.89% 0.071%
26 12.607 1612 1620 1624 rBV6 3273 6948 0.19% 0.015%
27 13.224 1720 1725 1729 rBV3 2605 5010 0.14% 0.011%
28 13.594 1778 1788 1793 rBV5 3777 7660 0.21% 0.017%

29 14.017 1852 1860 1874 rBV 1555754 2284637 63.26% 5.036%
30 14.311 1901 1910 1927 rBV 1944474 3103168 85.93% 6.840%

31 14.616 1953 1962 1972 rBV2 1253663 2025800 56.10% 4._.465%
32 14.839 1991 2000 2031 rBV2 294474 877929 24 _.31% 1.935%
33 15.257 2064 2071 2072 rBV6 2728 4815 0.13% 0.011%
34 15.403 2089 2096 2100 rBV5 3751 6230 0.17% 0.014%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051517\
Data File : BG026958.D

Aca On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

Misc :

ALS Vial : 3 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

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

Method :
Title :

35 15.603 2119 2130 2142 rBV 2299107 3556811 98.49% 7.840%

36 15.732 2145 2152 2165 rBV 445057 729063 20.19% 1.607%

37 15.844 2167 2171 2182 rVB2 35172 55507 1.54% 0.122%
38 15.938 2186 2187 2192 rVB3 3275 3911 0.11% 0.009%
39 16.173 2223 2227 2231 rVB3 3269 4381 0.12% 0.010%
40 16.385 2262 2263 2266 rVB3 4160 3670 0.10% 0.008%
41 16.555 2288 2292 2299 rVB4 4925 7555 0.21% 0.017%
42 16.731 2318 2322 2329 rBV3 2408 5689 0.16% 0.013%
43 17.148 2388 2393 2400 rBV3 5838 13062 0.36% 0.029%

44 17.354 2419 2428 2438 rBV 1465988 2107420 58.36% 4.645%
45 17.454 2438 2445 2461 rVB 2288073 3488603 96.60% 7.689%

46 17.583 2465 2467 2471 rVB3 2951 3824 0.11% 0.008%
47 17.624 2471 2474 2478 rVB2 2364 4055 0.11% 0.009%
48 17.742 2491 2494 2500 rVB5 4309 6512 0.18% 0.014%
49 17.842 2507 2511 2514 rBV3 2773 4508 0.12% 0.010%
50 18.030 2540 2543 2547 rVV4 2638 4053 0.11% 0.009%
51 18.188 2566 2570 2574 rBvV4 2162 3785 0.10% 0.008%
52 18.300 2584 2589 2592 rBV5 4294 7356 0.20% 0.016%
53 18.353 2592 2598 2607 rVB5 5766 17828 0.49% 0.039%
54 18.465 2613 2617 2619 rBV5 3689 5337 0.15% 0.012%
55 18.653 2646 2649 2652 rBV5 2553 3855 0.11% 0.008%
56 18.882 2684 2688 2692 rBV5 2625 4644 0.13% 0.010%
57 19.070 2718 2720 2725 rVB5 4729 6066 0.17% 0.013%
58 19.140 2725 2732 2734 rBV5 3721 7800 0.22% 0.017%
59 19.369 2766 2771 2780 rBV2 29382 47362 1.31% 0.104%
60 19.622 2807 2814 2824 rBV2 21770 44799 1.24% 0.099%
61 19.734 2825 2833 2843 rBV 2518668 3561520 98.62% 7 .850%
62 19.945 2865 2869 2871 rBV5 2858 3761 0.10% 0.008%
63 20.039 2883 2885 2887 rBV3 5077 4059 0.11% 0.009%
64 20.221 2912 2916 2920 rBV7 6090 7921 0.22% 0.017%
65 20.280 2924 2926 2928 rBV3 5009 5691 0.16% 0.013%
66 20.315 2929 2932 2934 rVV4 9610 10389 0.29% 0.023%
67 20.427 2948 2951 2956 rBV7 5403 9776 0.27% 0.022%
68 20.509 2962 2965 2967 rBvV4 5921 8736 0.24% 0.019%
69 20.879 3023 3028 3033 rBV9 9387 24128 0.67% 0.053%
70 21.161 3070 3076 3078 rBV7 14700 24111 0.67% 0.053%

71 21.602 3143 3151 3163 rBV 1322016 2180283 60.37% 4._806%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051517\
Data File : BG026958.D

Aca On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

Misc :

ALS Vial : 3 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

72 22.366 3275 3281 3283 rBV6 28418 49656 1.38% 0.109%
73 23.042 3391 3396 3402 rVB2 34357 64879 1.80% 0.143%

74 23.823 3523 3529 3536 rBV3 54330 105165 2.91% 0.232%
75 24.552 3641 3653 3677 rBV2 1198424 3611301 100.00% 7.960%

76 24.769 3677 3690 3713 rVB3 696467 2402408 66.52% 5.295%

77 25.198 3762 3763 3769 rBV6 10143 17315 0.48% 0.038%
78 25.838 3864 3872 3881 rBv4 73791 224864 6.23% 0.496%
79 26.361 3959 3961 3963 rBV3 12016 12951 0.36% 0.029%

80 27.154 4087 4096 4107 rVB3 81784 264711 7.33% 0.583%
81 28.729 4355 4364 4378 rVB4 54814 225571 6.25% 0.497%
82 30.650 4683 4691 4711 rVB6 51110 251323 6.96% 0.554%

Sum of corrected areas: 45369804
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051517\
Data File : BG026958.D

Aca On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

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
2500000

2000000

1500000

1000000

500000

TIC: BG026958.D

3. %43 mrm0a.19 12.39 61

6.21 6.63

5.559

of :
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG026958.D
2500000 1973
15.60 17.45
2000000 14.31
14.02 ]
1500000 17.35 21.60
14.62
1000000
500000 5.73
14.84
22,37
ol 13.2213.59 { L k 1515644) B46. 18 BB 73 17.15 WM@.M-M.$QQM31ZO.831-16
e e R A e e e e e e
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: BG026958.D
2500000
2000000
1500000
24.55
1000000
24.77
500000
25.84 27.15
2%{04 23/\82 25.20 26.36 ~ 2%\73 30.65
e e L S e
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\BG051517\
Data File : BG026958.D

Aca On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

Misc :

ALS Vial : 3 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.15 2.20 ng/ul 264711 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Hexacosane 366 C26H54 000630-01-3 74
3 Octadecane 254 C18H38 000593-45-3 74
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 74
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
Abundance Scan 4095 (27.148 min): BG026958.D (-4087) (-) m/z 57.10 100.00%

5000

:

113
26.80 27.00 27.20 27.40
141 192 239 284 321 355 429457 542
ol 33 m/z 71.00 57.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38318: Dodecane

%

5000 ST YT T

85 26.80 27.00 27.20 27.40
29 m/z 85.00 48.22%
‘ 113141170
o,nhrﬂﬁu.%Ln.,”.. R L B AR RAREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
RN EES Rt St LA
26.80 27.00 27.20 27.40
5000 a5 m/z 43.00 37.71%
113
o 29 141169197225253 295 366
e e B e i M ma s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane I BREaE R
26.80 27.00 27.20 27.40
m/z 55.00 16.98%
5000

%

13141169197295 254
mz-> 0 50 100 150 200 250 300 350 400 450 500 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051517\
Data File : BG026958.D

Aca On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

Misc :

ALS Vial : 3 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.

30.65 2.09 ng/ul 251323 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 52
2 Hexacosane 366 C26H54 000630-01-3 52
3 Nonadecane 268 C19H40 000629-92-5 49
4 Heneicosane 296 C21H44 000629-94-7 45
5 Eicosane 282 C20H42 000112-95-8 43

Abundance Scan 4691 (30.650 min): BG026958.D (-4683) (-) m/z 57.05 100.00%

5000

30.40 30.60 30.80 31.00

155 188 221 251 282 594

354 385

o m/z 43.00 53.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl-
57
85
5000 LA B L L L L LB
30. 40 30 60 30. 80 31. 00
m/z 71.00 50.90%
113 141
bl \‘\ i ‘ “ ‘ 170
Ol i e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R N EEEE R RS R
30.40 30.60 30.80 31.00
5000 85 m/z 85.05 49 _.39%
29
. 13 141 169 197 225 253 295 303 367
B o o e A o B e L B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane  BAEa s e e Rt
57 30.40 30.60 30.80 31.00
m/z 55.00 21.02%
5000 85
29
0 \‘ | |‘ 1}34141 169 197 225 268
m/z--> 50 100 150 200 250 300 350 400 30. 40 30 60 30. 80 31. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051517\
Data File : BG026958.D

Acq On : 15 May 2017 17:56

Operator : SJ/MA

Sample - PB98984BL

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... 27.15 2.2 ng/ul 264711 6 24.77 2402410 20.0
(DEL) Alkane: Str... 30.65 2.1 ng/ul 251323 6 24.77 2402410 20.0
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