LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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-BG080217 .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 3.838 37 42 45 rBvV2 9333 15309 0.80% 0.089%
2 3.874 45 48 58 rvB2 31560 52935 2.75% 0.308%
3 4.273 112 116 119 rVB3 3008 3172 0.16% 0.018%
4  4.326 119 125 126 rVB4 1743 3053 0.16% 0.018%
5 4_579 167 168 175 rVvB4 2659 3229 0.17% 0.019%
6 4.884 217 220 225 rvB3 1747 2832 0.15% 0.016%
7 5.225 274 278 283 rBV5 1770 3780 0.20% 0.022%
8 5.660 349 352 359 rvB4 1654 2871 0.15% 0.017%
9 6.059 413 420 426 rVB4 1228 2611 0.14% 0.015%
10 6.582 505 509 511 rvB3 2484 3717 0.19% 0.022%
11 6.882 556 560 565 rvB3 1659 2643 0.14% 0.015%
12 7.140 600 604 607 rBv2 1514 2651 0.14% 0.015%
13 7.234 617 620 625 rvB2 1691 2809 0.15% 0.016%
14 7.505 659 666 675 rvB2 49859 93638 4.87% 0.545%

15 7.669 686 694 707 rBV 155006 267183 13.89% 1.556%

16 7.887 724 731 747 rBV 157390 302659 15.74% 1.763%
17 8.357 800 811 821 rBV 167165 296491 15.42% 1.727%
18 8.515 830 838 847 rBv4 1242 3690 0.19% 0.021%
19 9.050 920 929 945 rvB2 131679 255791 13.30% 1.490%
20 9.520 1000 1009 1026 rVB 206897 403271 20.97% 2.349%

21 10.249 1123 1133 1144 rBV2 180340 344183 17.90% 2.005%

22 10.384 1154 1156 1162 rVB 2365 2940 0.15% 0.017%
23 10.789 1217 1225 1239 rBV2 221616 451093 23.45% 2.628%
24 11.095 1274 1277 1282 rBV3 2152 3660 0.19% 0.021%
25 11.177 1282 1291 1302 rVB 248418 453551 23.58% 2.642%
26 11.330 1307 1317 1325 rBV3 3014 8834 0.46% 0.051%
27 11.888 1406 1412 1415 rBV2 1797 3162 0.16% 0.018%
28 12.334 1485 1488 1492 rBvV4 2477 2992 0.16% 0.017%
29 12.740 1553 1557 1564 rVB4 3403 6197 0.32% 0.036%

30 14.350 1825 1831 1844 rBV 582233 901786 46.89% 5.253%

31 14.661 1873 1884 1896 rVB 552549 894930 46.53% 5.213%
32 14.967 1928 1936 1944 rBV3 408996 699182 36.35% 4.073%
33 15.160 1960 1969 1986 rBV2 33435 87569 4 _55% 0.510%
34 15.372 2001 2005 2008 rBVZ2 2081 2705 0.14% 0.016%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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-BG080217 .M
Title = SVOA CALIBRATION
35 15.719 2060 2064 2067 rBV2 1868 3598 0.19% 0.021%

36 15.954 2096 2104 2112 rBV 794947 1267744 65.92% 7.384%
37 16.065 2115 2123 2138 rBV 318696 514005 26.73% 2.994%

38 16.194 2140 2145 2152 rVB5 10662 19758 1.03% 0.115%
39 16.747 2234 2239 2244 rBV4 2062 3015 0.16% 0.018%
40 16.900 2262 2265 2271 rBV3 2853 3190 0.17% 0.019%
41 17.505 2362 2368 2372 rVB3 3424 5070 0.26% 0.030%

42 17.710 2394 2403 2412 rBV2 618821 1004483 52.23% 5.851%
43 17.810 2412 2420 2430 rVVv2 999011 1573143 81.79%% 9.163%

44 17.887 2430 2433 2438 rVB5 6302 8889 0.46% 0.052%
45 18.098 2465 2469 2472 rBV2 1638 2641 0.14% 0.015%
46 18.633 2555 2560 2566 rVB6 2246 2849 0.15% 0.017%
47 18.868 2595 2600 2604 rVB4 2297 3881 0.20% 0.023%
48 19.050 2626 2631 2633 rBV3 1987 2683 0.14% 0.016%
49 19.091 2635 2638 2643 rVB4 2388 2966 0.15% 0.017%
50 19.414 2687 2693 2694 rBV3 1760 3296 0.17% 0.019%
51 19.720 2741 2745 2750 rBV2 11037 15482 0.80% 0.090%
52 19.831 2760 2764 2767 rBV5 2959 4245 0.22% 0.025%
53 19.972 2783 2788 2796 rVB 9920 15894 0.83% 0.093%
54 20.084 2798 2807 2820 rBV 1309685 1923288 100.00% 11.203%
55 20.284 2839 2841 2844 rVB3 4015 4105 0.21% 0.024%
56 20.325 2844 2848 2850 rBV5 2446 3717 0.19% 0.022%
57 20.566 2887 2889 2895 rBV6 1903 3622 0.19% 0.021%
58 21.012 2962 2965 2969 rVB6 5363 6231 0.32% 0.036%
59 21.071 2972 2975 2978 rBV5 2106 3020 0.16% 0.018%
60 21.406 3027 3032 3039 rVBS8 6555 13122 0.68% 0.076%
61 22.041 3133 3140 3151 rBV 634473 1171403 60.91% 6.823%
62 22.199 3163 3167 3173 rVB6 6037 9333 0.49% 0.054%
63 22.851 3274 3278 3284 rVB4 12546 20350 1.06% 0.119%
64 23.603 3400 3406 3413 rBV3 30680 57528 2.99% 0.335%
65 24.132 3492 3496 3497 rBvV4 4763 5724 0.30% 0.033%
66 24.473 3547 3554 3564 rVB2 47640 102029 5.30% 0.594%
67 24.608 3574 3577 3579 rBv4 3623 3853 0.20% 0.022%
68 25.008 3643 3645 3648 rBv4 3495 3423 0.18% 0.020%

69 25.313 3684 3697 3709 rVB2 564520 1710407 88.93% 9.963%
70 25.554 3722 3738 3754 rVB3 356624 1259742 65.50% 7.338%

71 26.741 3929 3940 3954 rVB2 67448 204963 10.66% 1.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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 = Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

72 26.864 3959 3961 3965 rVB4 3773 3870 0.20% 0.023%
73 26.947 3973 3975 3977 rBV3 3556 4451 0.23% 0.026%

74 28.210 4180 4190 4205 rBv4 57791 219859 11.43% 1.281%
75 29.996 4483 4494 4514 rVB5 45092 199952 10.40% 1.165%

76 32.170 4848 4864 4877 rBV7 39209 182740 9.50% 1.064%
77 32.552 4926 4929 4934 rBV7 4255 7227 0.38% 0.042%

Sum of corrected areas: 17167910
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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

Abundance TIC: BG028170.D

1200000
1000000
800000
600000

400000
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Time--> 400 450 5.00 550 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11 50 12.00 12.50 13.00
Abundance TIC: BG028170.D
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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 TIC: BG028170.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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

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 Sulfurous acid, butyl tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.74 3.25 ng/ul 204963 Perylene-d12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 74
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 3940 (26.741 min): BG028170.D (-3929) (-) m/z 57.10 100.00%

57
5000
85

I 1 113 26,40 26.60 26.80 27.00
133155 183 207 252 295 355
O i I d 737333000 183207 252 298 85 401 hsz 71.10  47.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57
5000
85 26.40 26.60 26.80 27.00
- m/z 43.05 44 _31%
0 \‘ \\‘ h ‘ ‘ H \\3\139 168 197 231 261
T ] T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
26.40 26.60 26.80 27.00
5000 g5 m/z 85.20 31.91%
29
o 113 141 169 197 226
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57 26.40 26.60 26.80 27.00
m/z 55.05 21.37%
5000
85
29
o “‘ | || /18 141 160 107 225 253 282
T T T T
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 : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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

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.
28.21 3.49 ng/ul 219859 Perylene-d12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 4190 (28.210 min): BG028170.D (-4180) (-) m/z 57.10 100.00%
57
5000 J\
I I o
155 207 240281 27.80 28.00 28.20 28.40 28.60
ob ek Wb gy 325, 207 2000 827 S "m/z 43.10  56.50%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 UM RRUARAR SRR
27.80 28.00 28.20 28.40 28.60
m/z 71.15 56.27%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
mz> 0 55 100 1éo 200 250 300 350 400 450 500 550 600
Abundance
57
27.80 28.00 28.20 28.40 28.60
5000 m/z 85.05 37.07%
99
o 141 183 225 267 309 367
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57 27.80 28.00 28.20 28.40 28.60
m/z 55.10 20.23%
5000

99
26) )1 141 183 225 267 309 380

D

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.80 28.00 28.20 28.40 28.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
30.00 3.17 ng/ul 199952 Perylene-d12 25.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 74
2 Heptacosane 380 C27H56 000593-49-7 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tetracosane 338 C24H50 000646-31-1 70
Abundance Scan 4495 (30.002 min): BG028170.D (-4483) (-) m/z 57.10 100.00%
g7
5000
85
113 149169 281 29.60 29.80 30.00 30.20 30.40
ol b A LT, KO TP01210 240 TP 85 0 L7z 43.10  51.29%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 AU SRR B
29.60 29.80 30.00 30.20 30.40
29 m/z 71.10 43.98%
oL L h || M8 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance
57
29.60 29.80 30.00 30.20 30.40
5000 m/z 85.10 34.74%
85
0 29 113 141 169 197 225 253 281 323 351 380
UL L B SR UL SR SRR SR
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57 29.60 29.80 30.00 30.20 30.40
m/z 55.10 27 .36%
5000 85
29
m/z--> 50 100 150 200 250 300 350 29.60 29.80 30.00 30.20 30.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080717\
Data File : BG028170.D

Acq On : 8 Aug 2017 00:21

Operator : SJ/JU

Sample : 14578-16

Misc :

ALS Vial : 21 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]
Sulfurous acid, b... 26.74 3.3 ng/ul 204963 6 25.55 1259740 20.0
(DEL) Alkane: Str... 28.21 3.5 ng/ul 219859 6 25.55 1259740 20.0
(DEL) Alkane: Str... 30.00 3.2 ng/ul 199952 6 25.55 1259740 20.0
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