LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 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-BG080217 .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 3.840 37 43 50 rBv4 12597 19798 1.14% 0.126%
2 4.340 126 128 132 rBv2 2294 2580 0.15% 0.016%
3 5.033 245 246 252 rBV2 1806 2619 0.15% 0.017%
4 5.127 259 262 268 rVB3 1923 2499 0.14% 0.016%
5 6.284 454 459 461 rBV3 1396 2432 0.14% 0.015%
6 6.372 470 474 477 rVB2 2075 2524 0.15% 0.016%
7 6.419 477 482 485 rBV3 1505 2298 0.13% 0.015%
8 6.561 500 506 510 rVB3 1571 2480 0.14% 0.016%
9 6.848 553 555 560 rBV3 1925 2469 0.14% 0.016%
10 6.925 566 568 575 rVB3 1854 3022 0.17% 0.019%
11 7.107 595 599 604 rBV2 1454 2545 0.15% 0.016%

12 7.501 655 666 682 rBvV 162274 304372 17.56% 1.934%
13 7.665 688 694 706 rBV 122707 219160 12.65% 1.392%
14 7.765 709 711 717 rVB3 1868 2903 0.17% 0.018%
15 7.888 725 732 742 rBV 151174 277984 16.04% 1.766%

16 8.353 804 811 821 rBV 112599 197755 11.41% 1.256%
17 9.046 921 929 940 rBv2 201187 373747 21.57% 2.374%
18 9.522 1002 1010 1018 rBV 170607 326132 18.82% 2.072%
19 10.244 1124 1133 1146 rBV 146164 280717 16.20% 1.783%
20 10.667 1199 1205 1209 rVB2 1663 2817 0.16% 0.018%

21 10.785 1218 1225 1237 rBV 203171 389651 22.48% 2.475%
22 11.090 1273 1277 1283 rVB2 1910 2636 0.15% 0.017%
23 11.173 1283 1291 1300 rBV 174032 317010 18.29% 2.014%
24 11.302 1305 1313 1333 rBV 205542 416146 24.01% 2.644%

25 11.467 1336 1341 1346 rBV 1166 2896 0.17% 0.018%
26 12.747 1552 1559 1567 rVB3 2844 8083 0.47% 0.051%
27 13.928 1757 1760 1765 rBV 1522 2579 0.15% 0.016%

28 14.351 1823 1832 1846 rVB 568180 826005 47.66% 5.247%
29 14.657 1876 1884 1897 rVB 503424 807555 46.60% 5.130%
30 14.962 1927 1936 1948 rVB2 314841 523997 30.24% 3.329%

31 15.145 1959 1967 1983 rBV 187231 390598 22.54% 2.481%

32 15.403 2007 2011 2017 rBv4 1783 3594 0.21% 0.023%
33 15.485 2024 2025 2032 rBV2 1404 2312 0.13% 0.015%
34 15.556 2032 2037 2041 rBV2 1749 2969 0.17% 0.019%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 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-BG080217 .M
Title = SVOA CALIBRATION
35 15.750 2068 2070 2074 rVB2 2253 2497 0.14% 0.016%

36 15.950 2095 2104 2116 rVB 752405 1150747 66.40% 7.310%
37 16.061 2116 2123 2132 rBV 306684 492067 28.39% 3.126%

38 16.190 2140 2145 2150 rVB4 7083 11847 0.68% 0.075%
39 16.414 2179 2183 2189 rBV2 1484 2851 0.16% 0.018%
40 17.495 2363 2367 2372 rVB2 2957 4315 0.25% 0.027%

41 17.706 2396 2403 2413 rBV2 513911 795165 45.88% 5.051%
42 17.806 2413 2420 2434 rVB2 931251 1465721 84.58% 9.311%

43 18.159 2475 2480 2486 rVB3 1556 3649 0.21% 0.023%
44 18.217 2486 2490 2497 rVB2 1544 3840 0.22% 0.024%
45 18.288 2497 2502 2505 rBVY 2099 3232 0.19% 0.021%
46 18.922 2604 2610 2612 rBV2 2311 3295 0.19% 0.021%
47 19.246 2662 2665 2671 rVB3 1429 2985 0.17% 0.019%
48 19.428 2691 2696 2698 rBV3 2429 3284 0.19% 0.021%
49 19.633 2724 2731 2733 rBV4 2229 3496 0.20% 0.022%
50 19.716 2740 2745 2749 rBV2 9803 13415 0.77% 0.085%
51 19.780 2753 2756 2758 rBV2 2709 3488 0.20% 0.022%
52 19.845 2764 2767 2771 rVB4 3267 4665 0.27% 0.030%
53 19.898 2771 2776 2781 rBV4 2945 8296 0.48% 0.053%
54 19.968 2783 2788 2796 rBV2 9926 16909 0.98% 0.107%
55 20.080 2797 2807 2816 rBV 1203851 1733002 100.00% 11.009%
56 20.280 2838 2841 2843 rVB3 2610 2693 0.16% 0.017%
57 20.432 2864 2867 2869 rBV3 2189 2317 0.13% 0.015%
58 20.450 2869 2870 2874 rVB3 2872 3173 0.18% 0.020%
59 20.485 2874 2876 2878 rBV2 2613 2488 0.14% 0.016%
60 20.521 2878 2882 2887 rVVv7 2920 4688 0.27% 0.030%
61 20.573 2887 2891 2892 rVB3 2441 2479 0.14% 0.016%
62 20.609 2894 2897 2900 rBV3 1955 2663 0.15% 0.017%
63 20.662 2904 2906 2909 rBV3 2464 2470 0.14% 0.016%
64 20.779 2923 2926 2932 rBV5 3161 4833 0.28% 0.031%
65 20.985 2954 2961 2964 rBV5 3394 7348 0.42% 0.047%
66 21.378 3014 3028 3031 rBV1O0 9043 24070 1.39% 0.153%
67 21.784 3094 3097 3099 rVB4 2695 2836 0.16% 0.018%
68 22.036 3132 3140 3150 rBV 530997 930579 53.70% 5.911%
69 22.377 3196 3198 3202 rVB5 5536 5357 0.31% 0.034%
70 22.559 3227 3229 3231 rBV3 3243 2693 0.16% 0.017%
71 22.836 3273 3276 3283 rVB7 7244 13103 0.76% 0.083%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 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-BG080217 .M

Title = SVOA CALIBRATION

72 22.924 3288 3291 3295 rBvV4 3296 4437 0.26% 0.028%
73 22.988 3301 3302 3306 rBv4 2771 3217 0.19% 0.020%
74 23.588 3399 3404 3414 rVB5 18336 40762 2.35% 0.259%
75 23.899 3455 3457 3459 rBV3 3031 2970 0.17% 0.019%
76 24.193 3505 3507 3511 rBvV4 2937 3175 0.18% 0.020%
77 24.463 3546 3553 3560 rVB4 23796 54178 3.13% 0.344%

78 25.297 3678 3695 3710 rBV3 518851 1634221 94.30% 10.381%
79 25.538 3720 3736 3750 rvB2 291781 974464 56.23% 6.190%

80 26.102 3830 3832 3835 rBv4 4710 5475 0.32% 0.035%
81 26.402 3880 3883 3887 rBV5 3787 5809 0.34% 0.037%
82 26.719 3929 3937 3951 rVB3 41704 122186 7 .05% 0.776%
83 26.837 3955 3957 3959 rBV3 3903 4170 0.24% 0.026%
84 26.925 3969 3972 3975 rBV5 4566 4909 0.28% 0.031%
85 27.841 4127 4128 4131 rBV3 3315 3234 0.19% 0.021%
86 28.182 4173 4186 4201 rVB5 36147 142864 8.24% 0.908%
87 28.582 4253 4254 4257 rBV2 3326 3429 0.20% 0.022%
88 28.658 4266 4267 4273 rBV6 3435 5065 0.29% 0.032%
89 28.711 4273 4276 4280 rVB6 4249 6649 0.38% 0.042%
90 29.810 4461 4463 4465 rBV3 2288 2437 0.14% 0.015%
91 29.986 4481 4493 4505 rVB5 27383 107432 6.20% 0.682%
92 31.061 4675 4676 4681 rBV5 3695 6035 0.35% 0.038%
93 31.514 4750 4753 4762 rBV9 3607 9120 0.53% 0.058%
94 32.048 4843 4844 4846 rBV2 5097 4073 0.24% 0.026%
95 32.131 4847 4858 4873 rVBS8 23043 114558 6.61% 0.728%
96 32.366 4894 4898 4900 rBV4 2608 4538 0.26% 0.029%
97 32.389 4900 4902 4904 rBV3 3512 3124 0.18% 0.020%
Sum of corrected areas: 15741971
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
1200000 TIC: BG028221.D

1000000
800000
600000

400000

9.05 . 10.7811]: 730

200000 7.50 9.52
30.7.89 8.35 10.24
3.84 434 58933 6881566892 11 ’Uw& A }\ 10.67 11.00911.47 12.75

Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028221.D
1200000

20.08

1000000 17.81
800000 15.95
600000 . g 22.04
400000

200000

o 13.93 L 75| [16.18.41 . 1EBER0  18.9219.1% 1TAUIODOAEIA0.8 21.38 21 78| | 22 2R5B2H!

Time-->  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 : .
1200000 TIC: BG028221.D

1000000

800000

600000 25 30

400000
25.54

200000

.99 23593 904.184.46 26.106.46 %4802 27.848:18 2ameEL 203199 31.06 3151 33%&3p

R ERE e e e e e e e ARRRE B ol l LSS S eea 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 : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 2
R.T. EstConc Area Relative to ISTD R.T.
26.72 2.51 ng/ul 122186 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 72
Abundance Scan 3937 (26.719 min): BG028221.D (-3929) (-) m/z 57.10 100.00%
57.1
5000 1
99.2 2640 26160 26,80 2700
1183.3 223, 400.2
—_ .l,l. ) .l."', Lufh i PPe 2232 2819 827.0 A2 4434l Lo 43.10  58.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000

26.40 26.60 26.80 27.00
m/z 71.10 50.25%

90
h‘ I 1410 1830 2250 2820

m/z--> 100 150 200 250 300 350 400
Abundance
57.0
26.40 26.60 26.80 27.00
5000 m/z 85.10 25.76%

0
141.0 182.0 2250 2810 3009

m/z--> 50 100 150 200 250 300 350 400
Abundance #205394: Silane, trichlorooctadecyl-
57.0 26.40 26.60 26.80 27.00
m/z 55.10 21.68%
5000
99.0 135.0

15.00 | S )l 4 ) 41220 175.0 217.0 259.0 303.0 343.0 386.0

I L A o o e o e e T L LA i B e S o |
m/z--> 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 1
R.T. EstConc Area Relative to ISTD R.T.
28.18 2.93 ng/ul 142864 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 4186 (28.182 min): BG028221.D (-4173) (-) m/z 57.10 100.00%
51.1
5000
i 99|.1 1412 207.0 o0 311 429.0 27.80 28.00 28.20 28.40
S o o e I e SRR m/z 43.10 57.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
5000
27.80 28.00 28.20 28.40
99.0 m/z 71.10 48.90%
| | 1|, 1410 1830 268.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
27.80 28.00 28.20 28.40
5000 m/z 85.10 43.57%
99.0 141.0 183.0 310.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57.0 27.80 28.00 28.20 28.40
m/z 55.10 18.06%
5000
99.0
180 | | | ., 1410 183.0 226.0
m/z--> 50 100 150 200 250 300 350 400 27.80 28.00 28.20 28.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.99 2.20 ng/ul 107432 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Docosane 310 C22H46 000629-97-0 64
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 64
5 2-methyltetracosane 352 C25H52 1000376-72-6 64
Abundance Scan 4494 (29.992 min): BG028221.D (-4481) (-) m/z 57.10 100.00%
57.1
5000
207.0 29.60 29.80 30.00 30.20 30.40
| || |141 2 | 283.1326.8 548.9 : : : : ;
L o I e R N m/z 43.10 60.48%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000

29.60 29.80 30.00 30.20 30.40
9.0 m/z 85.10 57.44%

‘L‘ \\d141°1830225026703090 365.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57.0
29.60 29.80 30.00 30.20 30.40
5000 m/z 71.10 51.37%
99.0
15.0 141.0183. o 240. 0
T T [ T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
29.60 29.80 30.00 30.20 30.40
m/z 55.05 24 _.15%
5000

141.0183.0 2390 3100

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 29.60 29.80 30.00 30.20 30.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG080917\
Data File : BG028221.D

Aca On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

3213 2.35 ng/ul 114558  Perylene-di2 2554
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosane

2 Sulfurous acid. 2-ethvlhexvl hex. ..

394 C28H58

278 C14H3003S

000630-02-4 53
1000309-20-2 53

3 10-Methvlnonadecane 282 C20H42 056862-62-5 52
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 50
5 Tetradecane 198 C14H30 000629-59-4 50
Abundance Scan 4858 (32.131 min): BG028221.D (-4847) (-) m/z 57.10 100.00%
571.1
5000
i 992 31.80 32.00 32.20 32.40
133.0 166.8 222.1 282.9 341.1 : : : i
b |TPPO 1068 2Rl 2829 34l m/z 43.10 49.39%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000
31.80 32.00 32.20 32.40
99.0 m/z 71.10 42 _.19%
27“0\‘\ \‘\ MM\ \hw ‘\‘ h‘ wﬂ-4il-.0\ ‘]-8‘3'0‘ 225.0 281'0 337'0 394'0
e T e e o T e o e [ o e o o e e B |
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
31.80 32.00 32.20 32.40
5000 m/z 85.15 41 .40%
27.0 113.0
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0 31.80 32.00 32.20 32.40
m/z 55.10 20.03%
5000
99.0 154.0
c B I 3
m/z--> 50 100 150 200 250 300 350 31.80 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_G\DATA\BG080917\
Data File : BG028221.D

Acq On : 9 Aug 2017 11:54

Operator : SJ/JU

Sample : PB101334BL

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]
(DEL) Alkane: Str... 26.72 2.5 ng/ul 122186 6 25.54 974464 20.0
(DEL) Alkane: Str... 28.18 2.9 ng/ul 142864 6 25.54 974464 20.0
(DEL) Alkane: Str... 29.99 2.2 ng/ul 107432 6 25.54 974464 20.0
(DEL) Alkane: Str... 32.13 2.4 ng/ul 114558 6 25.54 974464 20.0
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