LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On : 17 Jun 2017 2:39

Operator : SJ/MA

Sample - 13600-10

Misc :

ALS Vial : 23 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-BG061617 .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 3.994 16 18 28 rvB7 2040 4279 0.22% 0.024%
2 4.082 28 33 43 rVB4 12754 22526 1.16% 0.128%
3 4.793 149 154 161 rVB3 2575 4182 0.22% 0.024%
4 4.893 165 171 172 rVB4 1214 2282 0.12% 0.013%
5 5.122 204 210 217 rBV3 7138 11542 0.60% 0.066%
6 5.175 217 219 226 rVB4 1141 2111 0.11% 0.012%
7 5.245 226 231 237 rBV3 2204 4235 0.22% 0.024%
8 5.844 331 333 342 rVB5 845 2007 0.10% 0.011%
9 6.079 368 373 381 rvB4 2730 4916 0.25% 0.028%
10 6.197 386 393 395 rVvB5 1066 2102 0.11% 0.012%
11 6.244 395 401 407 rBV5 1311 3247 0.17% 0.018%
12 6.438 431 434 438 rVB3 2654 3274 0.17% 0.019%
13 6.602 459 462 468 rVB3 2587 3932 0.20% 0.022%
14 6.737 477 485 491 rBV5 1656 2682 0.14% 0.015%
15 7.472 604 610 614 rBv4 1829 3788 0.20% 0.022%
16 7.595 622 631 635 rBv4 1730 3566 0.18% 0.020%
17 7.654 635 641 648 rvv 54306 107493 5.56% 0.611%
18 7.713 648 651 657 rvB3 5136 7655 0.40% 0.044%
19 7.830 661 671 680 rBY 200512 348911 18.03% 1.985%
20 7.913 684 685 696 rvB5 1788 4332 0.22% 0.025%

21 8.054 700 709 720 rBV 186062 339587 17.55% 1.932%
22 8.524 778 789 800 rBV 153258 292418 15.11% 1.663%

23 9.094 881 886 888 rBV3 2214 2174 0.11% 0.012%
24 9.193 895 903 915 rBvV 155722 285524 14.76% 1.624%
25 9.340 924 928 936 rVB4 2033 3722 0.19% 0.021%
26 9.611 964 974 978 rBV 11614 21304 1.10% 0.121%
27 9.681 978 986 1003 rVB 231010 451557 23.34% 2.569%
28 9.816 1003 1009 1014 rBV2 1656 2286 0.12% 0.013%

29 10.404 1101 1109 1122 rBV 195363 371593 19.21% 2.114%
30 10.944 1192 1201 1215 rVB 272187 521307 26.94% 2.966%

31 11.220 1238 1248 1256 rBV2 11000 23457 1.21% 0.133%
32 11.338 1260 1268 1281 rBV 242870 462371 23.90% 2.630%
33 12.055 1385 1390 1397 rBV5 2629 6337 0.33% 0.036%
34 12.566 1472 1477 1485 rVVv4 15376 25827 1.33% 0.147%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On : 17 Jun 2017 2:39

Operator : SJ/MA

Sample - 13600-10

Misc :

ALS Vial : 23 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-BG061617 .M

Title = SVOA CALIBRATION

35 12.883 1522 1531 1536 rVB5 5033 9252 0.48% 0.053%
36 13.306 1597 1603 1612 rVB3 1264 3286 0.17% 0.019%
37 13.459 1625 1629 1636 rBV2 3142 5083 0.26% 0.029%
38 13.694 1664 1669 1681 rBV6 3887 8677 0.45% 0.049%
39 14.017 1716 1724 1731 rVB 21512 35953 1.86% 0.205%

40 14.493 1797 1805 1819 rVB 647183 994902 51.42% 5.660%

41 14.804 1849 1858 1867 rBVY 575463 956168 49.42% 5.439%

42 14.951 1877 1883 1887 rVB4 1337 2119 0.11% 0.012%
43 15.104 1894 1909 1916 rBV2 412017 731013 37.78% 4_.159%
44 15.163 1916 1919 1927 rVB 16633 24009 1.24% 0.137%
45 15.269 1930 1937 1958 rVB 52113 107869 5.58% 0.614%
46 15.756 2013 2020 2031 rBV 11844 19337 1.00% 0.110%
47 15.862 2031 2038 2047 rVv4 1992 4655 0.24% 0.026%

48 16.091 2068 2077 2086 rBVY 958734 1512958 78.20% 8.607%
49 16.197 2086 2095 2108 rVB 322793 520767 26.92% 2.962%

50 16.332 2111 2118 2124 rVB5 9674 15300 0.79% 0.087%
51 16.444 2131 2137 2142 rVB2 3907 6782 0.35% 0.039%
52 16.620 2165 2167 2173 rBV3 1338 2583 0.13% 0.015%
53 17.043 2231 2239 2242 rBV5 1356 2481 0.13% 0.014%
54 17.419 2297 2303 2308 rBV5 2104 3283 0.17% 0.019%
55 17.642 2335 2341 2344 rBV4 2373 4550 0.24% 0.026%
56 17.772 2361 2363 2368 rVB3 1965 3123 0.16% 0.018%

57 17.854 2370 2377 2386 rBV2 581041 918336 47.47% 5.224%
58 17.954 2386 2394 2405 rVB 1093722 1708395 88.30% 9.719%
59 18.095 2415 2418 2423 rBV3 1464 2470 0.13% 0.014%
60 18.494 2480 2486 2493 rBV2 97101 125589 6.49% 0.714%

61 18.706 2517 2522 2527 rBV6 2279 5152 0.27% 0.029%
62 18.788 2528 2536 2538 rVV5 1645 2789 0.14% 0.016%
63 18.964 2562 2566 2570 rBV6 2189 2941 0.15% 0.017%
64 19.628 2674 2679 2683 rBV5 1472 2606 0.13% 0.015%
65 19.857 2710 2718 2724 rBV3 10835 17960 0.93% 0.102%
66 19.951 2729 2734 2736 rBV6 2354 3672 0.19% 0.021%
67 20.116 2756 2762 2769 rVB2 8827 14377 0.74% 0.082%
68 20.228 2773 2781 2792 rBV 1274625 1934713 100.00% 11.006%
69 20.433 2813 2816 2819 rBV5 2282 3433 0.18% 0.020%
70 20.521 2828 2831 2833 rBv4 2032 2097 0.11% 0.012%
71 20.562 2836 2838 2843 rBV6 1880 2451 0.13% 0.014%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On : 17 Jun 2017 2:39

Operator : SJ/MA

Sample - 13600-10

Misc :

ALS Vial : 23 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-BG061617 .M

Title = SVOA CALIBRATION

72 20.698 2859 2861 2864 rBvV4 2769 3372 0.17% 0.019%
73 20.868 2889 2890 2892 rBV2 2502 2064 0.11% 0.012%
74 21.056 2920 2922 2924 rVB3 3416 2630 0.14% 0.015%
75 21.085 2924 2927 2928 rVB3 2861 2529 0.13% 0.014%
76 22.231 3114 3122 3131 rBV 565753 1044538 53.99% 5.942%
77 23.077 3261 3266 3272 rBV9 8760 14752 0.76% 0.084%
78 23.853 3393 3398 3411 rVB5 18687 38693 2.00% 0.220%
79 24.781 3548 3556 3565 rBV3 25605 59615 3.08% 0.339%
80 24.899 3573 3576 3582 rVBS8 4158 7741 0.40% 0.044%

81 25.633 3688 3701 3715 rVB2 562164 1812315 93.67% 10.310%
82 25.880 3731 3743 3761 rVB2 318073 1130745 58.45% 6.432%
83 27.055 3941 3943 3948 rVB5 4310 6866 0.35% 0.039%
84 27.161 3951 3961 3975 rVB4 36934 120363 6.22% 0.685%
85 28.723 4216 4227 4244 rVB4 35281 144667 7.48% 0.823%

86 30.598 4536 4546 4562 rVB7 23961 108117 5.59% 0.615%

Sum of corrected areas: 17578664
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On 17 Jun 2017 2:39

Operator : SJ/MA

Sample : 13600-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027489.D
1200000

1000000
800000
600000

400000

9.68 10.94 11.34

200000 7.88.05 8.52 9.19 10.40
7.6
3408 AXSSHIZS  5.84.6608. 86074 7.4&0%.9 ﬂ 9.0t9.349.68.82 h 11, 12.05 12.5%2.88 1313
S A 0s

Time--> 4.00 450 500 550 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: BG027489.D

1200000

20123
17.95

1000000 16.09

800000

14.49 aJd
600000 14.80 17.45 22.23

15.10
400000

200000
18.49

27
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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: BG027489.D
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1000000
800000
600000 25.63
400000 25.88

200000
08 2385 2%4%0 276a° 28,72 30,60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On 17 Jun 2017 2:39

Operator : SJ/MA

Sample : 13600-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.49 2.74 ng/ul 125589 Phenanthrene-d10 17.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
3 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 45
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
5 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603 000644-06-4 35
Abundance Scan 2485 (18.488 min): BG027489.D (-2480) (-) m/z 57.00 100.00%
57
205
5000
18.20 18.40 18.60 18.80
m/z 205.10 69.00%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LN B BULILLE LN B
175 18.20 18.40 18.60 18.80
91 189 m/z 55.00 57.60%
77 77 109 “ ‘ 261
IIIII”H\ \‘\ H\H ‘\\m “‘\magu”\ \M \H\ M H H::: |||‘|||||||‘||2|7|?|
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 18.20 18.40 18.60 18.80
5000 m/z 41.00 49_.19%
205
91 175189 220
77 09122135148161 233 245261 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77334: 2,5-di-tert-Butyl-1,4-benzoquinone
205 220 18.20 18.40 18.60 18.80
163177 m/z 175.10 42 .35%
5000
135
2121 149
191
‘ “H “‘ m \‘ “\\\\H M \\“\\‘ .‘l..‘l.l.H...“....l....l....l. S| S 1 S
m/z--> 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\BG061617\
Data File : BG027489.D

Acq On 17 Jun 2017 2:39

Operator : SJ/MA

Sample : 13600-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .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 3
R.T. EstConc Area Relative to ISTD R.T.

27.16 2.13 ng/ul 120363 Perylene-d12 25.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3961 (27.161 min): BG027489.D (-3951) (-) m/z 57.00 100.00%

5000

-

26.80 27.00 27.20 27.40
m/z 71.10 61.93%

253

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57
5000

26.80 27.00 27.20 27.40
m/z 43.00 55.16%

26| h L \ 141 183 225 282

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

:

26.80 27.00 27.20 27.40
5000 m/z 85.10 47 _30%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

N

Abundance #141426: Heneicosane
57 26.80 27.00 27.20 27.40
m/z 55.00 23.58%
5000
99
26 ] JJ 41 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26. 80 27. 00 27 20 27. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On 17 Jun 2017 2:39

Operator : SJ/MA

Sample : 13600-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .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.
28.72 2.56 ng/ul 144667 Perylene-di12 25.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
Abundance Scan 4226 (28.718 min): BG027489.D (-4216) (-) m/z 57.05 100.00%
57
5000 85 { 5
113 207 28.40 28.60 28.80 29.00
141 169 249 : : :
..J,I.!-'l b= P 249 s n/z 43.00 57.93%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 RABARRRARRAUARRA RS
28.40 28.60 28.30 29.00
m/z 71.05 54 .39%
29 113
\‘ l h “ It u‘ 1 \141 169 197 225 268
m/z--> 50 100 150 200 250 300 350
Abundance
57
28.40 28.60 28.80 29.00
5000 85 m/z 85.05 47.79%
29
113 141 169 197 268
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 28.40 28.60 28.80 29.00
m/z 55.00 22 .16%
- | M«mmm%Awprﬂ/xHanVmWMm/vr
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 2840 28.60 28.80 29.00

SOM-EPA-BG061617.M Mon Jun 19 18:24:34 2017 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027489.D

Acq On : 17 Jun 2017 2:39

Operator : SJ/MA

Sample - 13600-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .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]
7,9-Di-tert-butyl... 18.49 2.7 ng/ul 125589 4 17.85 918336 20.0
(DEL) Alkane: Str... 27.16 2.1 ng/ul 120363 6 25.89 1130750 20.0
(DEL) Alkane: Str... 28.72 2.6 ng/ul 144667 6 25.89 1130750 20.0
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