LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample : H5626-05

Misc :

ALS Vial : 18 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\SOMO2.2-EPA-BG111416.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 3.196 57 61 62 rBv4 8974 12495 0.26% 0.029%
2 3.619 130 133 139 rVB6 13288 27266 0.57% 0.064%
3 4.389 259 264 273 rBV7 13185 29818 0.62% 0.070%
4 4.694 310 316 317 rBV3 8554 12861 0.27% 0.030%
5 5.176 396 398 402 rvB4 9508 10539 0.22% 0.025%
6 5.323 413 423 430 rVB4 20406 46345 0.97% 0.109%
7 5.447 441 444 449 rBV5 7805 11923 0.25% 0.028%
8 6.463 606 617 619 rBV5 8594 19656 0.41% 0.046%
9 6.733 659 663 666 rBv4 6777 12407 0.26% 0.029%
10 6.880 679 688 690 rBv4 7440 14634 0.30% 0.035%
11 7.209 739 744 746 rBV2 9497 11294 0.24% 0.027%

12 7.397 769 776 786 rvv2 113277 216622 4_.51% 0.511%
13 7.573 797 806 817 rBV 332602 599896 12.50% 1.414%
14 7.785 834 842 855 rVvB 384877 705824 14.71% 1.664%
15 8.261 912 923 926 rBV 364788 679203 14.15% 1.601%

16 8.290 926 928 938 rvB2 286772 440738 9.18% 1.039%

17 8.807 1009 1016 1021 rvv7v 9617 18841 0.39% 0.044%
18 8.872 1021 1027 1031 rVvv4 11210 21670 0.45% 0.051%
19 8.948 1031 1040 1052 rVB 310757 588784 12.27% 1.388%
20 9.036 1052 1055 1059 rBV3 5782 10480 0.22% 0.025%
21 9.083 1059 1063 1072 rVB7 10935 23621 0.49% 0.056%

22 9.354 1102 1109 1116 rBV3 196621 348750 7.27% 0.822%
23 9.436 1116 1123 1131 rVV 495024 881644 18.37% 2.079%

24 9.507 1131 1135 1142 rVV4 21909 38650 0.81% 0.091%
25 9.988 1215 1217 1222 rVB4 9655 11413 0.24% 0.027%
26 10.159 1238 1246 1256 rBV3 426765 804877 16.77% 1.898%
27 10.300 1265 1270 1272 rBV4 9934 10713 0.22% 0.025%
28 10.358 1274 1280 1286 rVBS8 13071 27732 0.58% 0.065%
29 10.558 1309 1314 1321 rBV6 7766 16958 0.35% 0.040%
30 10.693 1330 1337 1345 rBvV 558819 1061788 22.12% 2.504%
31 10.928 1373 1377 1379 rBV5 10394 11144 0.23% 0.026%
32 10.981 1380 1386 1396 rVB5 32080 68529 1.43% 0.162%
33 11.087 1396 1404 1411 rBV 499182 948331 19.76% 2.236%
34 11.222 1422 1427 1431 rBV6 7158 13898 0.29% 0.033%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample : H5626-05

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA_G\METHODS\SOMO02.2-EPA-BG111416.M
Title = SVOA CALIBRATION
35 11.451 1458 1466 1474 rVBS8 8140 22212 0.46% 0.052%
36 11.739 1512 1515 1521 rVB5 15452 27011 0.56% 0.064%
37 11.827 1523 1530 1543 rBV4 27979 64130 1.34% 0.151%
38 11.986 1551 1557 1560 rVB5 5550 11497 0.24% 0.027%
39 12.045 1563 1567 1574 rBV9 6196 16637 0.35% 0.039%
40 12.221 1593 1597 1606 rVB5 20220 39605 0.83% 0.093%
41 12.374 1619 1623 1625 rBV5 6628 11199 0.23% 0.026%
42 12.650 1665 1670 1676 rVB6 18268 34935 0.73% 0.082%
43 12.720 1676 1682 1689 rBVS8 15720 35586 0.74% 0.084%
44 12.844 1697 1703 1712 rBV4 21784 50779 1.06% 0.120%
45 12.938 1712 1719 1727 rBVS8 13660 31853 0.66% 0.075%
46 13.085 1739 1744 1747 rBV6 11512 19960 0.42% 0.047%
47 13.143 1747 1754 1760 rVV6 35467 65195 1.36% 0.154%
48 13.232 1765 1769 1776 rVB9 17678 34473 0.72% 0.081%
49 13.461 1801 1808 1817 rVB9 15615 40268 0.84% 0.095%
50 13.537 1817 1821 1825 rVB4 5964 10856 0.23% 0.026%
51 13.590 1825 1830 1832 rBV4 8140 12094 0.25% 0.029%

52 13.737 1848 1855 1859 rBV2 166222 266622 5.56% 0.629%
53 13.796 1859 1865 1873 rVB 568192 918311 19.13% 2.165%

54 14.119 1917 1920 1925 rBV5 14360 18513 0.39% 0.044%
55 14.189 1928 1932 1937 rBV7 6925 11427 0.24% 0.027%
56 14.266 1937 1945 1959 rVV 1291335 1982431 41.31% 4.674%
57 14.442 1973 1975 1979 rBvV4 9758 16571 0.35% 0.039%
58 14.577 1990 1998 2008 rVB 1281601 2072496 43.18% 4._.887%
59 14.718 2016 2022 2030 rVB4 37966 70917 1.48% 0.167%
60 14.806 2030 2037 2039 rBV5 7164 11868 0.25% 0.028%
61 14.877 2039 2049 2056 rVvVv 919706 1475569 30.74% 3.479%
62 14.935 2056 2059 2066 rVB6 26971 44226 0.92% 0.104%
63 15.053 2072 2079 2088 rBV 162754 304622 6.35% 0.718%
64 15.206 2100 2105 2110 rVB6 8408 16714 0.35% 0.039%
65 15.270 2111 2116 2123 rVB5 9991 25613 0.53% 0.060%
66 15.435 2139 2144 2149 rVB4 17066 31450 0.66% 0.074%
67 15.529 2155 2160 2162 rBV2 16673 19834 0.41% 0.047%
68 15.664 2175 2183 2189 rVB10 27542 65279 1.36% 0.154%
69 15.723 2189 2193 2196 rBV6 7395 15183 0.32% 0.036%

70 15.864 2209 2217 2226 rBV 1868120 2882184 60.05% 6.796%
71 15.970 2229 2235 2251 rVB 830471 1263750 26.33% 2.980%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample : H5626-05

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA_G\METHODS\SOMO02.2-EPA-BG111416.M

Title = SVOA CALIBRATION

72 16.105 2253 2258 2263 rVB5 30346 46894 0.98% 0.111%
73 16.216 2273 2277 2282 rBV6 19294 30708 0.64% 0.072%
74 16.310 2290 2293 2295 rBV3 9342 14177 0.30% 0.033%
75 16.428 2305 2313 2317 rBVS 11855 28706 0.60% 0.068%
76 16.481 2319 2322 2326 rBV5 9108 10419 0.22% 0.025%
77 16.792 2372 2375 2377 rBV4 10830 12281 0.26% 0.029%
78 16.986 2405 2408 2415 rVBS8 8762 14309 0.30% 0.034%
79 17.180 2440 2441 2449 rVB5 12414 18539 0.39% 0.044%
80 17.256 2450 2454 2459 rVB6 9023 13233 0.28% 0.031%
81 17.403 2475 2479 2485 rBV6 12528 24289 0.51% 0.057%

82 17.621 2509 2516 2525 rBV2 1331164 2080431 43.35% 4._.905%
83 17.720 2525 2533 2543 rVB2 2281673 3660766 76.28% 8.631%
84 17.867 2555 2558 2562 rVB3 12975 14625 0.30% 0.034%
85 18.255 2619 2624 2630 rBV2 456200 613014 12.77% 1.445%

86 18.549 2671 2674 2678 rVB5 14003 13043 0.27% 0.031%
87 18.737 2700 2706 2709 rBVS8 15020 22087 0.46% 0.052%
88 18.972 2742 2746 2747 rBV3 12559 11145 0.23% 0.026%
89 19.301 2801 2802 2806 rVB4 12099 12754 0.27% 0.030%
90 19.348 2806 2810 2812 rBvV4 15362 16824 0.35% 0.040%
91 19.630 2854 2858 2862 rVB2 36734 54246 1.13% 0.128%
92 19.877 2893 2900 2905 rBV3 45658 74391 1.55% 0.175%
93 19.988 2912 2919 2930 rBV 3078491 4716889 98.28% 11.122%
94 20.799 3054 3057 3062 rBV7 19419 36521 0.76% 0.086%

95 21.916 3239 3247 3256 rVB 1693323 2941197 61.28% 6.935%

96 23.414 3497 3502 3512 rBV 46591 129087 2.69% 0.304%
97 24.272 3645 3648 3653 rVB5 47257 79131 1.65% 0.187%
98 25.106 3777 3790 3802 rBV2 1608670 4799391 100.00% 11.316%
99 25.341 3813 3830 3846 rVB3 938587 3105998 64.72% 7.323%
100 29.606 4554 4556 4557 rBV2 20633 15804 0.33% 0.037%

Sum of corrected areas: 42412113
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG111416\

BG024785.D

15 Nov 2016 5:09

UM/SsJ

H5626-05

18 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG111416.M
= SVOA CALIBRATION

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

320 362

TIC: BG024785.D

4.394.69 558845

3.00 350 400 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

1

TIC: BG024785.D

19

17.72

15.86

14.274.58 17.4

97

18.26

99

14.88
13.80
1314,
fiﬁ@asmmeysmm U.L7.87 A 1855 18.9 713k, 63§

:

20.80

21.92

| S

Oler
Time-->

13 00 13. 50 14. OO 14. 50 15. OO 15. 50 16. OO 16. 50 17. OO 17. 50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG024785.D

25.11

25.34

23.41 24.27

29,61

0

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

SOM02.2-EPA-BG111416.M Tue Nov

15 15:02:19 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample - H5626-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .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 Phenol, 2-methoxy- Concentration Rank 2

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

9.35 10.27 ng/ul 348750 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 60
4 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 58
5 Mequinol 124 C7H802 000150-76-5 53

Abundance Scan 1108 (9.348 min): BG024785.D (-1102) (-) m/z 81.10 100.00%
81 109
5000
53
9.00 9.20 9.40 9.60
,....,h. k158 209 282 315341372 441 505 n,57109.10  92.94Y%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10420: Phenol, 2-methoxy-
109
81
5000 USSR SRS AR SRR
9.00 9.20 9.40 9.60
m/z 124.10 73.25%
275f
e W

W A
B o o LA b N N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

109
81

9.00 9.20 9.40 9.60
5000 m/z 53.10 31.22%

27 53

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

Abundance #10417: Phenol, 2-methoxy-

109 9.00 9.20 9.40 9.60

81 m/z 52.10 22.52%
5000
53
27
IIIJIIIIMI‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample - H5626-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.61 ng/ul 266622 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,7,9-Tetramethyl-5-decyn-4,7-_... 226 C14H2602 000126-86-3 72
2 Metacetamol 151 C8H9NO2 000621-42-1 50
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 50
4 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 42
5 N1,N4-Diacetyl sulphanilamide 256 C10H12N204S 005626-90-4 40

Abundance Scan 1856 (13.743 min): BG024785.D (-1848) (-) m/z 43.10 100.00%

43
109
5000 151

69 R e e e
13. 40 13. 60 13 80 14. 00

— ,IUI: oty |, 104217 247267 207 328 376 407 | u777709 10 56.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol M
43 109
151

5000 e
13.40 13.60 13.80 14.00

‘ 69 m/z 151.10 40.24%
|

o e
m/z--> 50 100 150 200 250 300 350 400

Abundance
109

13. 40 13. 60 13 80 14.00

5000 151 m/z 41.10 19.15%
43
80
15
L e e e e L B I e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #82809: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 151 13.40 13.60 13.80 14.00
m/z 69.10 18.27%
5000 109
18 69
I{HIlIU \th‘ HﬂQ\\ . l 21% e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample - H5626-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG111416.M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.80 12.45 ng/ul 918311 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 93
2 Vanillin 152 C8H803 000121-33-5 91
3 Vanillin 152 C8H803 000121-33-5 89
4 Vanillin, acetate 194 C10H1004 000881-68-5 83
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 76

Abundance Scan 1866 (13.801 min): BG024785.D (-1859) (-) m/z 151.10 100.00%
151
5000 81 AA
52J109 T T T T
anmnmmmmm
bbb L[ ) 196227 303333 371308420 805 | 75 152 05  87.58%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25797: Vanillin
152
5000 LANLINL L L L L L LB L LB
81 anmnmmmmm
51 109 m/z 81.10 39.21%
m/z--> o 50 100 150 200 250 300 350 400 450 500
Abundance
151
R e  Raa RS
13.40 13.60 13.80 14.00 14.20
5000 m/z 109.05 21.54%
81
53 109
A B B B e B S
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25794: Vanilin L
151 anmmmmmmm
m/z 52.05 18.79%
5000
81
53 j 109
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample - H5626-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.26 5.89 ng/ul 613014 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 64
4 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 42
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 38
Abundance Scan 2625 (18.261 min): BG024785.D (-2619) (-) m/z 205.10 100.00%
205
57
5000 175
91 32 o
135 261 DAL AR RSN AL
18.00 18.20 18.40 18.60
A \ | 202 327385 431 475509 | 77767 10 71.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000
18.00 18.20 18.40 18.60
m/z 217.20 63 .58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
18.00 18.20 18.40 18.60
5000 m/z 175.10 44 _95%
205
91 175
135 232 261
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H...
43 205 18.00 18.20 18.40 18.60
m/z 177.10 43.66%
177
5000
91 121149
J'HIMJ"""P"'I”"I'”'I"”I" RN AR IR IO AR
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024785.D

Acq On : 15 Nov 2016 5:09

Operator : UM/SJ

Sample : H5626-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .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]
Phenol, 2-methoxy- 9.35 10.3 ng/ul 348750 1 8.26 679203 20.0
2,4,7,9-Tetrameth... 13.74 3.6 ng/ul 266622 3 14.88 1475570 20.0
Vanillin 13.80 12.4 ng/ul 918311 3 14.88 1475570 20.0
7,9-Di-tert-butyl... 18.26 5.9 ng/ul 613014 4 17.62 2080430 20.0
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