LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 3.427 55 58 64 rvB3 34828 54181 0.59% 0.090%
2 7.182 688 697 715 rvVB 513235 1049972 11.48% 1.735%
3 7.329 715 722 736 rBV 453407 742238 8.12% 1.227%
4 7.540 752 758 770 rBVY 532809 952127 10.41% 1.573%
5 7.652 774 777 785 rVB5 17837 26926 0.29% 0.044%
6 8.004 829 837 850 rBY 571355 968156 10.59% 1.600%
7 8.721 952 959 986 rvVB 648330 1279086 13.99% 2.114%
8 9.162 1027 1034 1044 rVV 516073 938101 10.26% 1.550%
9 9.579 1099 1105 1111 rBV4 12561 22691 0.25% 0.037%
10 9.885 1150 1157 1172 rBV 429737 782935 8.56% 1.294%

11 10.437 1243 1251 1271 rBV 631863 1253279 13.71% 2.071%
12 10.801 1303 1313 1328 rBV 922850 1682962 18.41% 2.781%
13 10.936 1328 1336 1357 rVB 515186 1003340 10.97% 1.658%

14 12.382 1578 1582 1590 rVB3 13443 24076 0.26% 0.040%
15 12.458 1590 1595 1603 rBV3 14720 23629 0.26% 0.039%
16 12.675 1625 1632 1637 rBV3 11379 19652 0.21% 0.032%
17 13.439 1757 1762 1770 rBV3 21318 34390 0.38% 0.057%
18 13.945 1842 1848 1853 rBV6 12142 26271 0.29% 0.043%

19 14.015 1853 1860 1865 rVvV 1204731 1808671 19.78% 2.989%
20 14.062 1865 1868 1877 rVB 499819 708297 7.75% 1.170%

21 14.309 1897 1910 1926 rBV 1495235 2460301 26.91% 4._.066%

22 14.503 1937 1943 1949 rBV2 44751 60656 0.66% 0.100%
23 14.620 1951 1963 1970 rBV2 1289504 2137907 23.38% 3.533%
24 14.685 1970 1974 1981 rVB4 26425 46055 0.50% 0.076%
25 14.843 1994 2001 2025 rBV2 246069 708983 7.75% 1.172%
26 15.014 2025 2030 2035 rVB3 18380 33992 0.37% 0.056%
27 15.120 2045 2048 2053 rVB6 11871 18520 0.20% 0.031%
28 15.413 2090 2098 2100 rBV9 11946 22856 0.25% 0.038%
29 15.449 2100 2104 2109 rVB 67721 86156 0.94% 0.142%
30 15.607 2120 2131 2137 rBV 1839170 2775340 30.35% 4 _.586%
31 15.660 2137 2140 2144 rVB3 27750 40660 0.44% 0.067%
32 15.731 2147 2152 2165 rBV 312171 491866 5.38% 0.813%
33 15.848 2165 2172 2178 rVV4 37141 72859 0.80% 0.120%
34 15.948 2185 2189 2194 rVB5 14806 23017 0.25% 0.038%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 16.095 2212 2214 2221 rVB6 10776 21848 0.24% 0.036%
36 16.177 2221 2228 2234 rBV6 8116 19073 0.21% 0.032%
37 16.306 2246 2250 2262 rBV 68785 139677 1.53% 0.231%
38 16.659 2300 2310 2316 rBV 18319 59913 0.66% 0.099%
39 16.759 2323 2327 2333 rVB9 11501 19638 0.21% 0.032%
40 16.888 2344 2349 2352 rBV7 10830 18305 0.20% 0.030%
41 16.929 2352 2356 2362 rVB9 9513 19090 0.21% 0.032%
42 17.012 2366 2370 2377 rBV4 16175 30847 0.34% 0.051%
43 17.094 2379 2384 2388 rBV2 41198 62041 0.68% 0.103%
44 17.176 2389 2398 2405 rVB5 26083 73823 0.81% 0.122%
45 17.252 2405 2411 2418 rBV5 13180 28546 0.31% 0.047%

46 17.352 2421 2428 2432 rBV 1423173 2143565 23.44% 3.542%
47 17.393 2432 2435 2440 rVV 431282 630962 6.90% 1.043%
48 17.452 2440 2445 2456 rVB 1834737 2824786 30.89% 4.668%

49 17.552 2458 2462 2471 rVB9 14710 31330 0.34% 0.052%
50 17.758 2489 2497 2506 rBV2 45010 90376 0.99% 0.149%
51 17.834 2506 2510 2512 rBV3 15359 21388 0.23% 0.035%
52 17.928 2523 2526 2533 rBV9 12717 22761 0.25% 0.038%
53 18.175 2562 2568 2572 rBV6 42794 76659 0.84% 0.127%

54 18.234 2572 2578 2582 rVV3 228531 356872 3.90% 0.590%
55 18.275 2582 2585 2595 rVB2 88682 139464 1.53% 0.230%

56 18.351 2595 2598 2604 rVB4 19330 31533 0.34% 0.052%
57 18.422 2604 2610 2614 rBV3 90941 157829 1.73% 0.261%
58 18.522 2623 2627 2633 rBVS8 19198 30881 0.34% 0.051%
59 18.574 2633 2636 2641 rVV7 11162 18826 0.21% 0.031%
60 18.651 2647 2649 2654 rVB6 17467 22656 0.25% 0.037%
61 18.715 2655 2660 2665 rVV 48788 80581 0.88% 0.133%
62 18.768 2665 2669 2676 rVB2 58813 87088 0.95% 0.144%
63 18.962 2699 2702 2708 rBV7 20012 31824 0.35% 0.053%
64 19.015 2708 2711 2714 rVV5 18091 21354 0.23% 0.035%
65 19.138 2727 2732 2737 rBV4 40133 74191 0.81% 0.123%
66 19.279 2752 2756 2762 rBV4 34987 66999 0.73% 0.111%

67 19.397 2767 2776 2783 rBV 1156184 1642177 17.96% 2.714%
68 19.497 2789 2793 2798 rBV6 66640 106722 1.17% 0.176%
69 19.632 2812 2816 2825 rVB5 47857 105642 1.16% 0.175%
70 19.732 2827 2833 2846 rBV2 2107555 4345706 47 .53% 7.181%

71 19.832 2846 2850 2855 rVB3 48185 72097 0.79% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 19.938 2864 2868 2873 rVB 43749 59678 0.65% 0.099%
73 20.002 2875 2879 2885 rBV 33374 61759 0.68% 0.102%

74 20.067 2885 2890 2892 rBV3 81696 133064 1.46% 0.220%
75 20.249 2917 2921 2926 rVB 143514 194881 2.13% 0.322%

76 20.349 2934 2938 2942 rBV 85453 101126 1.11% 0.167%
77 20.408 2943 2948 2952 rVB3 56512 91486 1.00% 0.151%
78 20.549 2968 2972 2975 rBV 38977 56201 0.61% 0.093%
79 21.007 3046 3050 3057 rVB 81902 139104 1.52% 0.230%
80 21.189 3076 3081 3084 rBV2 76756 119666 1.31% 0.198%

81 21.230 3084 3088 3092 rVB2 109548 146597 1.60% 0.242%
82 21.277 3092 3096 3101 rBV3 72131 117448 1.28% 0.194%
83 21.336 3102 3106 3111 rVB3 60934 107669 1.18% 0.178%
84 21.477 3124 3130 3137 rVB 6880743 9143866 100.00% 15.110%
85 21.594 3142 3150 3155 rBV2 1462999 2959438 32.37% 4 _.890%

86 21.641 3155 3158 3164 rVB 408575 612786 6.70% 1.013%
87 21.753 3172 3177 3181 rBVS 60817 131917 1.44% 0.218%
88 22.000 3215 3219 3226 rVB5 54411 102641 1.12% 0.170%
89 22.587 3315 3319 3324 rBVS 72392 121820 1.33% 0.201%
90 23.762 3510 3519 3525 rBV 375235 1226557 13.41% 2.027%

91 23.821 3526 3529 3537 rVB3 267574 489716 5.36% 0.809%
92 24.009 3557 3561 3571 rBV 62141 174534 1.91% 0.288%
93 24.468 3632 3639 3644 rBV2 203505 544804 5.96% 0.900%
94 24.544 3644 3652 3660 rvv2 978108 2833561 30.99% 4.682%
95 24.614 3660 3664 3675 rVvB2 341189 808779 8.85% 1.336%

96 24.761 3679 3689 3699 rBV2 797134 2374509 25.97% 3.924%
97 25.836 3866 3872 3885 rVB3 119425 312489 3.42% 0.516%
98 27.153 4088 4096 4108 rVB3 91657 296302 3.24% 0.490%
99 28.375 4293 4304 4324 rVB5 117024 585409 6.40% 0.967%
100 29.497 4484 4495 4510 rBV3 78325 361073 3.95% 0.597%

Sum of corrected areas: 60516098
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 TIC: BG026940.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.23 3.33 ng/ul 356872 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 60
Abundance Scan 2577 (18.228 min): BG026940.D (-2572) (-) m/z 60.00 100.00%
192
5000{ 4 129
8 213
157
256 18.00 18.20 18.40 18.60
0 L2810 283308 384 T Ua 60 08, 72%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129
83 18.00 18.20 18.40 18.60
0
H ot 157 g5 213 256 m/z 192.00 84 .84Y%
0 — .“‘ IH‘\ "Mﬂhl“ ﬁ‘”“.“l I\ ‘. .‘ .‘. ‘I .‘ —— “. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 18.00 18.20 18.40 18.60
5000 256 m/z 57.00 76 .93%
129
97 157 213
. 185 036
m/z--> 56 160 1%0 260 250 360 3%0
Abundance #107547: n-Hexadecanoic acid B EamES S
4/ 73 18.00 18.20 18.40 18.60
m/z 43.00 70.99%
5000
129
97 13 256
0.‘.‘H|‘.’ .‘m.‘hl‘.“.\..::-5‘.7.‘]:8‘.5|.‘...|....|....|.... e AN RAmEE B
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.
25.84 2.63 ng/ul 312489 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Docosane 310 C22H46 000629-97-0 93
3 Docosane 310 C22H46 000629-97-0 93
4 Octadecane 254 C18H38 000593-45-3 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 3873 (25.842 min): BG026940.D (-3866) (-) m/z 57.00 100.00%
sl
2000 T mL
R BRI SUNILA BRI B
11 141 179204 25.60 25.80 26.00 26.20
- .J.J,l.ﬂ-.-': L 2220230254280305 320380 431 489 | n7z 71.10 68.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57
5000 85 LRI S SURIULR B B
25,60 25.80 26.00 26.20
m/z 43.00 53.98%
o ‘ hu uuﬁ}3141169197225254
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57
' 25.60 25.80 26,00 26.20
5000 85 m/z 85.10 48.36%
b LIS O s o a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane B B M mEa s e
57 25.60 25.80 26.00 26.20
m/z 55.00 22 .31%
e T WMW/\%WMW
113
. | 141183211239 267 310
m/z--> 50 160 150 260 250 360 350 400 450 ' 25,60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 4
R.T. EstConc Area Relative to ISTD R.T.

27.15 2.50 ng/ul 296302 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
5 1-lodoundecane 282 C11H231 004282-44-4 74

Abundance Scan 4096 (27.153 min): BG026940.D (-4088) (-) m/z 57.00 100.00%

5000

5

26.80 27.00 27.20 27.40
m/z 71.00 51.87%

o 13141169 215 252281311338 378 414 454 492 545

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane

%

5000 85 LA L L L L L L L LB B
26. 80 27. 00 27. 20 27.40
29 m/z 85.05 46.26%
o ‘h | 113 141169197225253281309 338
e A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e A RRARR
85 26.80 27.00 27.20 27.40
5000 m/z 43.00 27.37%
29
0 113141169197225253 - W‘\Mw\/k‘\/\’v\ﬂ
I B e A B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane R R AR
26.80 27.00 27.20 27.40
m/z 55.00 16.96%
5000

141169197225253 295 366
.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2680 27.00 2720 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051017\
Data File : BG026940.D

Acq On : 10 May 2017 16:17

Operator : SJ/MA

Sample : 12960-05

Misc :

ALS Vial : 7 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 3.3 ng/ul 356872 4 17.35 2143570 20.0
(DEL) Alkane: Str... 25.84 2.6 ng/ul 312489 6 24.76 2374510 20.0
(DEL) Alkane: Str... 27.15 2.5 ng/ul 296302 6 24.76 2374510 20.0
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