LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample = 14840-15

Misc :

ALS Vial : 15 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 3.818 34 39 46 rVB4 12053 19779 1.16% 0.119%
2 3.871 46 48 52 rvB4 2146 2694 0.16% 0.016%
3 4.077 77 83 90 rBv2 19753 38049 2.23% 0.229%
4 4_.576 167 168 175 rVvB4 1482 2655 0.16% 0.016%
5 4.770 200 201 206 rBV 2357 3429 0.20% 0.021%
6 4.899 216 223 226 rBV7Y 3370 6813 0.40% 0.041%
7 5.434 310 314 317 rBV5 2684 3794 0.22% 0.023%
8 5.457 317 318 322 rVB3 2528 2765 0.16% 0.017%
9 5.504 324 326 335 rBv4 1551 3607 0.21% 0.022%
10 5.927 392 398 399 rBV3 1541 2876 0.17% 0.017%
11 6.010 403 412 415 rBV5 2327 4847 0.28% 0.029%
12 6.250 448 453 454 rvVB4 1926 2669 0.16% 0.016%
13 6.403 472 479 487 rBV6 2622 6408 0.38% 0.039%
14 6.544 500 503 511 rvB4 2063 3519 0.21% 0.021%
15 6.609 511 514 519 rBv4 1794 3044 0.18% 0.018%
16 6.785 541 544 549 rBV2 1929 2878 0.17% 0.017%
17 6.973 570 576 579 rBV3 2295 4278 0.25% 0.026%
18 7.326 631 636 644 rBv4 1994 3646 0.21% 0.022%

19 7.490 654 664 679 rBv 206757 431139 25.25% 2.595%
20 7.649 685 691 702 rBV 136390 237405 13.91% 1.429%

21 7.743 705 707 715 rVB6 2065 3803 0.22% 0.023%
22 7.872 721 729 740 rBV 184953 331621 19.42% 1.996%
23 8.125 768 772 776 rVB4 1854 2613 0.15% 0.016%
24 8.336 799 808 817 rBv2 122154 213618 12.51% 1.286%
25 8.489 830 834 840 rvB4 2089 3898 0.23% 0.023%
26 8.695 864 869 874 rBV3 1894 4834 0.28% 0.029%

27 9.035 919 927 939 rBV 251905 469249 27.49% 2.824%
28 9.505 999 1007 1017 rBV 195995 365610 21.41% 2.200%

29 9.635 1023 1029 1037 rVB4 8938 19068 1.12% 0.115%
30 9.870 1065 1069 1071 rBV3 2367 2593 0.15% 0.016%
31 10.228 1120 1130 1146 rBV 170855 328880 19.26% 1.979%
32 10.375 1150 1155 1157 rVB 1736 2629 0.15% 0.016%
33 10.775 1213 1223 1238 rBV 248433 488249 28.60% 2.939%
34 10.916 1242 1247 1254 rBV4 2415 5463 0.32% 0.033%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample = 14840-15

Misc :

ALS Vial : 15 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
Title

= Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217 .M
= SVOA CALIBRATION

35 11.156 1280 1288 1296 rVB 174313 321862 18.85% 1.937%

36 11.286 1302 1310 1327 rBV 257916 522575 30.61% 3.145%

37 11.427 1332 1334 1343 rVB2 1873 4220 0.25% 0.025%
38 11.844 1402 1405 1411 rVB3 1801 3336 0.20% 0.020%
39 11.926 1415 1419 1422 rVB2 2860 3149 0.18% 0.019%
40 12.302 1480 1483 1491 rBV4 6106 10517 0.62% 0.063%
41 12.602 1529 1534 1539 rVB3 5186 7802 0.46% 0.047%
42 12.655 1539 1543 1549 rVB5 2118 3842 0.23% 0.023%
43 12.719 1549 1554 1560 rBV5 4295 8065 0.47% 0.049%
44 13.536 1686 1693 1698 rBV2 3967 7896 0.46% 0.048%
45 13.736 1720 1727 1734 rBV4 3047 4717 0.28% 0.028%
46 13.806 1736 1739 1746 rBV4 2862 5117 0.30% 0.031%
47 14.129 1791 1794 1799 rVB3 2283 2823 0.17% 0.017%

48 14.335 1820 1829 1834 rBV 569750 855235 50.09% 5.147%
49 14.382 1834 1837 1845 rVB 226016 307012 17.98% 1.848%

50 14.458 1848 1850 1853 rBV2 1890 2551 0.15% 0.015%
51 14.552 1862 1866 1872 rBV4 1717 3848 0.23% 0.023%
52 14.641 1872 1881 1889 rVV 523899 887269 51.97% 5.340%
53 14.799 1904 1908 1913 rVB4 4822 8556 0.50% 0.051%

54 14.946 1924 1933 1947 rVB2 299884 502040 29.41% 3.022%
55 15.146 1957 1967 1990 rBV2 207389 447753 26.23% 2.695%

56 15.299 1990 1993 1995 rBvV4 2116 2841 0.17% 0.017%
57 15.334 1995 1999 2000 rvv4 2077 2944 0.17% 0.018%
58 15.416 2008 2013 2017 rVB4 3670 6085 0.36% 0.037%
59 15.487 2021 2025 2029 rVB3 2611 3561 0.21% 0.021%
60 15.716 2056 2064 2065 rBV3 3154 4788 0.28% 0.029%
61 15.745 2065 2069 2076 rVB3 14436 20501 1.20% 0.123%
62 15.810 2076 2080 2083 rBV5 2185 3770 0.22% 0.023%

63 15.939 2094 2102 2113 rVB 771629 1208232 70.77% 7.272%
64 16.057 2113 2122 2131 rBV 292762 457695 26.81% 2.755%

65 16.139 2133 2136 2138 rBv4 3244 3955 0.23% 0.024%
66 16.174 2138 2142 2149 rVB6 10071 18030 1.06% 0.109%
67 16.250 2152 2155 2158 rVB3 3437 2814 0.16% 0.017%
68 16.303 2161 2164 2170 rBv4 4179 6704 0.39% 0.040%
69 16.368 2171 2175 2181 rVB5 2935 6130 0.36% 0.037%
70 16.468 2191 2192 2198 rBV3 2501 3611 0.21% 0.022%
71 16.609 2210 2216 2225 rBV4 20486 39592 2.32% 0.238%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample = 14840-15

Misc :

ALS Vial : 15 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 16.856 2255 2258 2260 rBV3 2279 2552 0.15% 0.015%
73 16.897 2260 2265 2267 rVV3 2814 4894 0.29% 0.029%
74 16.950 2271 2274 2279 rBV6 3759 5389 0.32% 0.032%
75 17.061 2288 2293 2298 rBV5 6941 13362 0.78% 0.080%
76 17.191 2310 2315 2318 rBvV4 3937 6732 0.39% 0.041%
77 17.402 2346 2351 2355 rBv4 17083 25284 1.48% 0.152%
78 17.443 2356 2358 2364 rVV6 2575 4792 0.28% 0.029%

79 17.696 2393 2401 2411 rBV2 426714 676807 39.64% 4.073%
80 17.796 2411 2418 2428 rBV 899305 1393312 81.61% 8.386%

81 17.948 2439 2444 2446 rVB4 3679 5377 0.31% 0.032%
82 18.142 2473 2477 2481 rBV5 5901 9433 0.55% 0.057%
83 18.336 2504 2510 2513 rBV6 3925 8206 0.48% 0.049%
84 18.542 2539 2545 2555 rBV 139535 228663 13.39% 1.376%
85 18.677 2567 2568 2574 rVB6 4057 7228 0.42% 0.044%
86 18.753 2578 2581 2583 rVB4 4533 4591 0.27% 0.028%
87 18.918 2606 2609 2610 rBV2 4228 4138 0.24% 0.025%
88 19.071 2634 2635 2642 rVB6 4267 6323 0.37% 0.038%
89 19.200 2655 2657 2660 rBV3 5601 6067 0.36% 0.037%
90 19.259 2665 2667 2668 rBV2 3654 2913 0.17% 0.018%
91 19.705 2733 2743 2748 rBV4 16703 40274 2.36% 0.242%
92 19.799 2754 2759 2768 rBV2 62703 110616 6.48% 0.666%
93 19.958 2782 2786 2792 rVB6 16852 25312 1.48% 0.152%
94 20.070 2798 2805 2813 rBV 1124980 1702318 99.71% 10.246%
95 21.057 2970 2973 2976 rBvV4 11615 15565 0.91% 0.094%
96 21.597 3061 3065 3075 rBV10 33985 78837 4.62% 0.474%

97 22.026 3131 3138 3148 rVB 474630 842937 49.37% 5.073%
98 23.783 3432 3437 3444 rVB4 47780 104800 6.14% 0.631%
99 25.293 3682 3694 3715 rBV2 563989 1707289 100.00% 10.276%
100 25.534 3725 3735 3750 rVB2 247343 831153 48.68% 5.002%

Sum of corrected areas: 16615024
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample - 14840-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

13. 58378114, 131446

e st B b e R e S =

Time--> 1350 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: BG028468.D

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG028468.D
1000000
800000
600000
400000
7 49 9.04 10.77 11.29
: 7.87 9.51
200000 gy 834 10.23 11.
o BEPH08 45870  EMmD 5E005.P406.76.97 7.33\ 1. 8.12’\8.48.69 .63.87 Aoss 0.92)\ [11.43 11189312. 30228682
e e e e e e e E  ae e
Time--> 400 450 500 550 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 13.00
Abundance TIC: BG028468.D
20|07
1000000
17.80
800000 15.94
600000 14.34
14.64 22.03
17.70
400000
14.95 6.06
14.38
200000 18.54
Ol e 4 ¢1ga1a3$@&ﬂa@mnzm 19,
1 I

1000000

800000

25.29
600000

400000
25.53

200000
23.78
MA Ao it retrermnsrntereed N o

Ol T T T T T T T T T T T T [T 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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG082417\
BG028468.D

24 Aug 2017 20:07

SJ/JU

14840-15

15 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

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

Concentration Rank 2

Peak Number

1 unknown-01

R.T. EstConc Area Relative to ISTD R.T.

4.08 3.56 ng/ul 38049 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 40
2 Methoxvacetic acid. butvl ester 146 C7H1403 017640-22-1 39
3 2-Methoxvisopropvl cvanoacetate 157 C7H11NO3 032804-79-8 39
4 2-Heptanol 116 C7H160 000543-49-7 9
5 2-Hexanol, (8)- 102 C6H140 052019-78-0 9

Abundance Scan 84 (4.082 min): BG028468.D (-77) (-) m/z 45.10 100.00%
43.1
5000
61.1 3.80 4.00 4.20 4.40
e e S 1652 m/z 43.05 11.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #944: R-(-)-1,2-propanediol
45.0
5000
3.80 4.00 4.20 4.40
29.0 m/z 44_.05 6.94%
By M0
m/z--> 20 40 60 80 100 120 140 160
Abundance
45.0
3.80 4.00 4.20 4.40
5000 m/z 61.10 6.27%
29.0
15.0 600 750 910 1160
miz--> 20 40 60 80 100 120 140 160
Abundance #29350: 2-Methoxyisopropy! cyanoacetate B A EERAAS mar
48.0 3.80 4.00 4.20 4.40
m/z 57.10 3.14%
5000
29.0 680
e gl . 860 1120 1420 I
m/z--> 20 40 60 80 100 120 140 160 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample - 14840-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG080217_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.54 6.76 ng/ul 228663 Phenanthrene-d10 17.70
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 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2545 (18.542 min): BG028468.D (-2539) (-) m/z 73.05 100.00%
431 | 73.0
5000
97.1 129.1 213.2
1711 256.1 o1 1 18.20 18.40 18.60 18.80
S—— ' m/z 60.10 93.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 73.0
5000 256.0 AR BARSR RS BARRE

18.20 18.40 18.60 18.80

213.0 m/z 43.10 91.10%
L
‘ i ilifh
RRREAREERaEEEn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 57.05 83.38%
83.0
157.0 185.0 213.0 256.0
107.0
WWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73.0 18.20 18.40 18.60 18.80
m/z 55.10 75.47%
43.0
5000
129.0
1710 2140
180‘ ‘ ‘ 9.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample - 14840-15

Misc :

ALS Vial : 15 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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.80 3.27 ng/ul 110616 Phenanthrene-d10 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2759 (19.799 min): BG028468.D (-2754) (-) m/z 43.10 100.00%
43.1 73.0
5000
19.40 19.60 19.80 20.00 20.20
m/z 60.10 95.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0
19.40 19.60 19.80 20.00 20.20
185.0 2410 2840 m/z 73.05 82.23%
‘\ | \\h“ M\ plo | \ ‘ \ L ‘
m/z--> §0 160 150 200 250 360 3éo 400
Abundance
43.0 73.0
19.40 19.60 19.80 20.00 20.20
5000 129.0 m/z 57.10 77 .21%
1850 o410 284.0
miz-> 50 100 150 200 250 300 350 400
Abundance #131260: Octadecanoic acid = o o A
43.0 739 19.40 19.60 19.80 20.00 20.20
m/z 41.05 64 .22%
5000
1290 284.0
185.0  241.0
IIL‘I‘ | ]H.H\A \IIKI{I\II\I‘II{ l:::‘uluuuuluuuu A REaE e Ra e T
m/z--> 150 200 250 300 350 4m mmmmmmmmmw
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082417\
Data File : BG028468.D

Aca On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample - 14840-15

Misc :

ALS Vial : 15 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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.78 2.52 ng/ul 104800 Perylene-d12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 59
2 trans-Farnesol 222 C15H260 000106-28-5 53
3 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 53
4 Saualene 410 C30H50 000111-02-4 45
5 Squalene 410 C30H50 000111-02-4 45

Abundance Scan 3437 (23.783 min): BG028468.D (-3432) (-) m/z 69.10 100.00%

1

5000

23.40 23.60 23.80 24.00
m/z 81.10 62.74%

281.0

61.1203.1

350.5 396.1 534.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69.0
5000 [TT I [rrrr[rrrr[rrrrpr1

23.40 23.60 23.80 24.00
m/z 41.10 34.62%

137.0
Ll i 191.0232.0273.0 3410 4100

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

Abundance
69.0
L R
23.40 23.60 23.80 24.00
5000 m/z 93.10 18.97%
290 136017902220
T T e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16908: 2,6-Octadiene, 2,6-dimethyl- A REmasmEa S
69.0 23.40 23.60 23.80 24.00
m/z 68.10 17.18%
5000
271. 123.0
IIIII‘I IIIII‘IIIIIII L T T IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082417\
Data File : BG028468.D

Acq On : 24 Aug 2017 20:07

Operator : SJ/JU

Sample - 14840-15

Misc :

ALS Vial : 15 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]
unknown-01 4.08 3.6 ng/ul 38049 1 8.34 213618 20.0
n-Hexadecanoic acid 18.54 6.8 ng/ul 228663 4 17.70 676807 20.0
Octadecanoic acid 19.80 3.3 ng/ul 110616 4 17.70 676807 20.0
Squalene 23.78 2.5 ng/ul 104800 6 25.53 831153 20.0
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