LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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 3.181 14 16 21 rvB6 5858 7484 0.22% 0.016%
2 3.428 54 58 70 rvv 34321 56332 1.63% 0.122%
3 3.757 109 114 117 rVB5 2811 5853 0.17% 0.013%
4 4.186 182 187 194 rVB3 13740 22709 0.66% 0.049%
5 4.321 206 210 213 rBv4 3067 5322 0.15% 0.012%
6 5.108 338 344 358 rvB8 4975 15042 0.44% 0.033%
7 6.101 507 513 516 rBV7 3026 6603 0.19% 0.014%
8 6.130 516 518 526 rVvB7 3491 6764 0.20% 0.015%
9 6.219 526 533 536 rBV6 4944 10681 0.31% 0.023%
10 6.665 600 609 612 rBV6 2714 7570 0.22% 0.016%

11 7.182 690 697 715 rBV 582274 1193690 34.58% 2.589%
12 7.329 716 722 732 rVB 542243 873676 25.31% 1.895%
13 7.429 735 739 744 rVB5 4778 8682 0.25% 0.019%
14 7.546 748 759 773 rBV 648844 1148684 33.28% 2.492%
15 8.011 828 838 851 rBvV 619695 1099152 31.84% 2.384%

16 8.722 950 959 977 rBV 778974 1464383 42.42% 3.177%
17 9.168 1027 1035 1054 rBvV 577442 1073915 31.11% 2.330%
18 9.327 1057 1062 1064 rBv4 4516 7148 0.21% 0.016%
19 9.585 1101 1106 1113 rBV2 11650 17652 0.51% 0.038%
20 9.891 1150 1158 1173 rVB 477424 899902 26.07% 1.952%

21 10.437 1242 1251 1273 rBV 747362 1459424 42 .28% 3.166%
22 10.807 1303 1314 1326 rVB 1060394 1859598 53.87% 4._.034%
23 10.942 1326 1337 1366 rBV 734341 1458679 42.26% 3.164%

24 12.206 1549 1552 1557 rVB4 3183 5626 0.16% 0.012%
25 12.294 1561 1567 1572 rVB4 4772 8176 0.24% 0.018%
26 12.388 1572 1583 1593 rBV2 15378 35148 1.02% 0.076%
27 12.611 1614 1621 1627 rBV6 3507 5559 0.16% 0.012%
28 13.158 1707 1714 1721 rVV6 5263 13093 0.38% 0.028%
29 13.228 1721 1726 1731 rVB3 8193 12439 0.36% 0.027%
30 13.440 1756 1762 1767 rBV 15506 24448 0.71% 0.053%
31 13.516 1771 1775 1783 rVB6 3760 8546 0.25% 0.019%
32 13.598 1783 1789 1793 rBvV4 5640 9778 0.28% 0.021%

33 14.021 1853 1861 1865 rVV 1342976 2009074 58.20% 4 _.358%
34 14.068 1865 1869 1877 rVvV 520590 752653 21.80% 1.633%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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 14.139 1877 1881 1884 rVB4 6680 11418 0.33% 0.025%
36 14.209 1889 1893 1899 rvVB4 5097 7920 0.23% 0.017%
37 14.315 1899 1911 1922 rBV 1755979 2719785 78.79% 5.900%
38 14.509 1937 1944 1950 rBV 40713 53922 1.56% 0.117%

39 14.621 1953 1963 1977 rVB2 1438988 2345890 67.96% 5.089%
40 14.844 1994 2001 2025 rBV 250726 772182 22.37% 1.675%

41 15.002 2025 2028 2032 rVB6 8443 12779 0.37% 0.028%
42 15.061 2034 2038 2042 rVB4 9345 15304 0.44% 0.033%
43 15.114 2043 2047 2055 rVB7 12970 25721 0.75% 0.056%
44 15.190 2055 2060 2065 rVB4 8780 13369 0.39% 0.029%
45 15.408 2090 2097 2099 rBV3 11655 16428 0.48% 0.036%
46 15.455 2099 2105 2110 rVB 64303 89303 2.59% 0.194%
47 15.508 2110 2114 2119 rBV5 5683 9560 0.28% 0.021%

48 15.608 2119 2131 2141 rBV 2032633 3113703 90.20% 6.755%
49 15.731 2142 2152 2163 rBVY 369993 584675 16.94% 1.268%

50 15.848 2166 2172 2178 rVV3 40251 73370 2.13% 0.159%
51 15.896 2178 2180 2184 rVB4 8468 9404 0.27% 0.020%
52 15.948 2184 2189 2194 rVB7 12160 16943 0.49% 0.037%
53 16.007 2194 2199 2204 rBV6 10529 17867 0.52% 0.039%
54 16.072 2204 2210 2217 rBV5 12134 20013 0.58% 0.043%
55 16.313 2245 2251 2260 rBV 78053 127831 3.70% 0.277%
56 16.383 2261 2263 2272 rVB9 4780 12102 0.35% 0.026%
57 16.554 2289 2292 2301 rVB9 6574 15565 0.45% 0.034%
58 16.653 2304 2309 2318 rBV10 11741 31920 0.92% 0.069%
59 16.712 2318 2319 2323 rVV4 8625 6841 0.20% 0.015%
60 16.771 2323 2329 2333 rVVS8 9989 17734 0.51% 0.038%
61 16.818 2333 2337 2344 rVV7 8628 15445 0.45% 0.034%
62 16.883 2344 2348 2351 rVv4 6540 10487 0.30% 0.023%
63 17.100 2380 2385 2389 rBvV 41722 54440 1.58% 0.118%
64 17.153 2389 2394 2398 rVB4 16403 27763 0.80% 0.060%
65 17.259 2407 2412 2416 rVB7 8310 14557 0.42% 0.032%

66 17.358 2421 2429 2439 rBV2 1553968 2426441 70.29% 5.264%
67 17.453 2439 2445 2455 rVV2 2016626 3048188 88.30% 6.612%

68 17.635 2469 2476 2484 rBV2 8775 19489 0.56% 0.042%
69 17.752 2491 2496 2498 rBV6 5172 6192 0.18% 0.013%
70 17.834 2504 2510 2517 rBvV4 14567 24196 0.70% 0.052%
71 17.899 2517 2521 2524 rBV5 3545 6965 0.20% 0.015%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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

72 18.005 2536 2539 2546 rVB9 10371 18448 0.53% 0.040%
73 18.116 2549 2558 2563 rBV9 7631 21311 0.62% 0.046%
74 18.193 2568 2571 2573 rBvV4 8630 6605 0.19% 0.014%
75 18.234 2573 2578 2588 rBV2 214890 391430 11.34% 0.849%
76 18.528 2623 2628 2634 rBVS 17041 31513 0.91% 0.068%
77 18.727 2660 2662 2664 rVB3 7853 6512 0.19% 0.014%
78 18.904 2688 2692 2694 rBV5 4388 5157 0.15% 0.011%
79 19.074 2719 2721 2724 rBV4 6414 7904 0.23% 0.017%
80 19.127 2726 2730 2731 rBv4 5426 7478 0.22% 0.016%
81 19.151 2731 2734 2740 rVBS8 15906 24313 0.70% 0.053%
82 19.198 2740 2742 2745 rBV4 6308 10037 0.29% 0.022%
83 19.374 2766 2772 2783 rBV2 34619 80172 2.32% 0.174%
84 19.503 2790 2794 2802 rBV5 52596 109724 3.18% 0.238%
85 19.626 2810 2815 2824 rVB3 24941 50223 1.45% 0.109%
86 19.738 2827 2834 2845 rBV 2253520 3294934 95.45% 7.148%
87 20.255 2918 2922 2929 rBV3 32454 41596 1.21% 0.090%
88 20.743 3001 3005 3012 rBVZ2 32715 46169 1.34% 0.100%
89 21.601 3144 3151 3163 rVB 1560418 2510352 72.72% 5.446%
90 22.370 3278 3282 3285 rBV3 30899 36195 1.05% 0.079%
91 22.429 3287 3292 3299 rVB3 26511 55025 1.59% 0.119%
92 23.046 3392 3397 3407 rVB2 62400 125945 3.65% 0.273%
93 23.234 3424 3429 3435 rVB2 51628 96308 2.79% 0.209%

94 23.822 3524 3529 3538 rVB2 89183 187954 5.44% 0.408%
95 24.550 3641 3653 3670 rBV2 1166610 3451938 100.00% 7.488%

96 24.767 3678 3690 3710 rVB2 937214 2843445 82.37% 6.168%
97 25.849 3866 3874 3885 rBV 106853 297351 8.61% 0.645%
98 27.171 4088 4099 4113 rVB4 101506 371704 10.77% 0.806%
99 28.745 4359 4367 4385 rVB3 75338 310212 8.99% 0.673%
100 30.672 4686 4695 4712 rVB6 58418 268538 7.78% 0.583%

Sum of corrected areas: 46097690
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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: BG026884.D

2000000

1500000

10.81

1000000

500000
0‘3-153-433.76 4.3%82 5.11 ®AB2 6.67 . 122282.61
Time--> 350 4.00 450 500 550 600 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG026884.D
19.74
15.61 17.45
2000000
14.32 21.60
17.36
1500000 14.62
14.02
1000000
14.07
500000 573
18.23
b3 20.26 20.74 22353
IREECT T 7. 5 105161 7.87 : -

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: BG026884.D

2000000

1500000

24.55

1000000

500000

25.85 27.17 28.75 30.67
I AN

A A A

T

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\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.23 3.23 ng/ul 391430 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86
Abundance Scan 2577 (18.228 min): BG026884.D (-2573) (-) m/z 60.00 100.00%
5000 /\\ﬁ\ﬁ\A
"' 18.00 1820 18.40 18.60
m/z 72.95 94 _.22%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
0
5000 129 L B BN R B
18 00 18. 20 18 40 18. 60
H 157 15213 256 m/z 57.05 77.74%
hlﬂ‘uh”‘u‘\u\‘l |‘|‘|||“|||||||||||||||||||||||
miz--> 0 50 50 200 250 300 350 400 450
Abundance
43 73
"' 18.00 1820 18.40 18.60
5000 129 m/z 55.00 67.94%
97 199
157 242
15
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #107548: n-Hexadecanoic acid L s
43 18.00 18.20 18.40 18.60
m/z 42.95 65.56%
5000
21
\ | 157 185
mz-> 0 50 100 150 200 250 300 350 400 450 "' 18.00 1820 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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 Sulfurous acid, butyl dodec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.85 2.09 ng/ul 297351 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 3874 (25.849 min): BG026884.D (-3866) (-) m/z 57.00 100.00%

5000

-

25.60 25.80 26.00 26.20
m/z 71.00 71.80%

113141169 207 239 287 306350 415 477

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #149369: Sulfurous acid, butyl dodecy! ester

533

-

5000 L L B B
2560 25.80 26.00 26.20
29
J‘ ] JH113140169 221

m/z 85.00 51.78%
||| DY SRS SRS RN SN RS SRR

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

5

Abundance
57
8 25.60 25.80 26.00 26.20
5000 > m/z 43.00 41.83%
29
113141 197
B A B L B O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane  EREmEEEE s S
57 25.60 25.80 26.00 26.20

m/z 99.00 19.24%

5000

(o)
()]
%

13
30 (141169197225253 281309338

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25 60 25. 80 26 00 26 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27 .17 2.61 ng/ul 371704 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 4099 (27.171 min): BG026884.D (-4088) (-) m/z 57.10 100.00%
7
LN PR S B
141 26.80 27.00 27.20 27.40
169 207
229 239 287 314 341 m/z 71.05 72.18%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LRI DAL SRR DR B
26.80 27.00 27.20 27.40
13, m/z 85.05 55.13%
20 | | | |77, 141 169 197 225 253 281 309 337 365 393 422
mz-> 0 50 100 150 200 250 300 350 400
Abundance
57
26.80 27.00 27.20 27.40
5000 a5 m/z 43.00 43.73%
29 295
113 141 169 197 225 266 | 303 435
mz-> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L L L LB L N L B
57 26.80 27.00 27.20 27.40
m/z 55.00 23.18%
- I VW\‘NW\/\MMWWW
290 11 ) M8 141 160 107 225 253 205 323 367
mz-> 0 % 100 150 200 250 300 350 400 ' 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

28.75 2.18 ng/ul 310212 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane 282 C20H42 000112-95-8 81
3 Nonadecane 268 C19H40 000629-92-5 74
4 Hexacosane 366 C26H54 000630-01-3 74
5 Eicosane 282 C20H42 000112-95-8 74

Abundance Scan 4368 (28.751 min): BG026884.D (-4359) (-) m/z 57.00 100.00%

7

5000

28.40 28.60 28.80 29.00
m/z 71.10 72 .20%

113 141 171 209 239 267 297 320355 386 431455

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane

%

85

5000 LA L L L L L I
28.40 28.60 28.80 29.00
m/z 85.05 49 .64%
BT s gz
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
e L
28.40 28.60 28.80 29.00
5000 m/z 43.00 40.18%
85
29
113 141 169 197 225 253 282
T T T T T e e e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117636: Nonadecane I ma s o R
28.40 28.60 28.80 29.00
m/z 55.00 18.56%
5000

268

m/z--> 50 100 150 200 250 300 350 400 450 28 40 28. 60 28 80 29. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026884.D

Acq On : 6 May 2017 16:07

Operator : SJ/MA

Sample - 12884-04

Misc :

ALS Vial : 12 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]
n-Hexadecanoic acid 18.23 3.2 ng/ul 391430 4 17.35 2426440 20.0
Sulfurous acid, b... 25.85 2.1 ng/ul 297351 6 24.77 2843450 20.0
(DEL) Alkane: Str... 27.17 2.6 ng/ul 371704 6 24.77 2843450 20.0
(DEL) Alkane: Str... 28.75 2.2 ng/ul 310212 6 24.77 2843450 20.0
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