LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.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 3.187 54 59 73 rvVB 303214 463510 1.39% 0.178%
2 8.011 869 880 887 rBV2 128233 287058 0.86% 0.110%
3 8.122 888 899 905 rBV 77622 144427 0.43% 0.056%
4 8.745 998 1005 1008 rBV4 94306 190353 0.57% 0.073%
5 8.792 1008 1013 1025 rVvB5 122893 342668 1.03% 0.132%
6 9.121 1059 1069 1074 rBV5 50244 144809 0.44% 0.056%
7 9.174 1074 1078 1086 rVB2 79929 162568 0.49% 0.063%
8 9.297 1089 1099 1104 rBV6 53929 159490 0.48% 0.061%
9 9.444 1118 1124 1129 rBV 221254 397247 1.19% 0.153%
10 9.497 1129 1133 1139 rvv4 84349 180377 0.54% 0.069%

11 9.797 1177 1184 1192 rVB5 116340 276742 0.83% 0.106%
12 9.902 1195 1202 1204 rBV3 88358 168752 0.51% 0.065%
13 9.932 1204 1207 1214 rVB4 101949 192816 0.58% 0.074%
14 10.014 1214 1221 1223 rBV 338673 622842 1.87% 0.240%
15 10.043 1224 1226 1233 rVV 381293 600018 1.80% 0.231%

16 10.114 1233 1238 1247 rVB4 169364 397353 1.19% 0.153%
17 10.331 1268 1275 1290 rVB 391750 844922 2.54% 0.325%
18 10.478 1291 1300 1306 rBV 762975 1735394 5.22% 0.668%
19 10.654 1325 1330 1336 rvv4 176115 456769 1.37% 0.176%
20 10.725 1336 1342 1351 rVV3 669176 1586108 4.77% 0.610%

21 10.819 1354 1358 1362 rVV2 121649 219969 0.66% 0.085%
22 10.872 1362 1367 1374 rVB 217292 389909 1.17% 0.150%
23 10.978 1379 1385 1392 rVB 372966 653364 1.96% 0.251%
24 11.066 1395 1400 1405 rBV5 80517 187394 0.56% 0.072%
25 11.207 1415 1424 1433 rBV4 440970 1387532 4.17% 0.534%

26 11.295 1433 1439 1444 rVV 215236 404919 1.22% 0.156%
27 11.354 1444 1449 1450 rvVv 225818 343747 1.03% 0.132%
28 11.395 1450 1456 1465 rVV 1010441 2690775 8.09% 1.035%
29 11.465 1465 1468 1478 rVB 274544 559220 1.68% 0.215%
30 11.706 1499 1509 1519 rBV2 735479 2451890 7.37% 0.944%

31 11.882 1526 1539 1544 rBV 821444 2168056 6.52% 0.834%
32 11.941 1544 1549 1553 rVV 664409 1155827 3.48% 0.445%
33 12.000 1553 1559 1564 rVvVv2 1040617 1892220 5.69% 0.728%
34 12.082 1569 1573 1578 rVV5 158552 325250 0.98% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG101515.M
SVOA CALIBRATION

Method
Title

35 12.159 1579 1586 1590 rVB6 114055 260150 0.78% 0.100%

36 12.235 1590 1599 1605 rVB2 832475 1811183 5.45% 0.697%
37 12.300 1605 1610 1614 rBV3 157147 310042 0.93% 0.119%
38 12.364 1615 1621 1626 rBV2 596754 1225777 3.69% 0.472%
39 12.411 1626 1629 1633 rVB 237215 341426 1.03% 0.131%
40 12.482 1633 1641 1645 rBV3 514761 1096045 3.30% 0.422%

41 12.570 1645 1656 1661 rVV5 912341 2414345 7.26% 0.929%
42 12.652 1661 1670 1675 rvv4 733273 2060129 6.19% 0.793%
43 12.711 1675 1680 1687 rVB4 581763 1415218 4._.26% 0.545%
44 12.811 1692 1697 1701 rBVS5 198913 378267 1.14% 0.146%
45 12.858 1701 1705 1707 rBV2 265546 376792 1.13% 0.145%

46 12.899 1707 1712 1720 rBV6 556197 1387831 4_.17% 0.534%
47 13.052 1734 1738 1743 rVB3 474851 770856 2.32% 0.297%
48 13.163 1744 1757 1763 rBV4 1328792 4340948 13.05% 1.670%
49 13.275 1771 1776 1783 rVB4 507076 1055752 3.17% 0.406%
50 13.381 1785 1794 1802 rBV6 572040 1778744 5.35% 0.684%

51 13.475 1804 1810 1818 rBV4 1553253 2950457 8.87% 1.135%
52 13.575 1824 1827 1835 rBV3 352318 912553 2.74% 0.351%
53 13.645 1836 1839 1846 rVB2 558799 906080 2.72% 0.349%
54 13.821 1863 1869 1872 rBV5 912647 2106956 6.33% 0.811%
55 13.868 1873 1877 1889 rVV7 1496087 4831800 14.53% 1.859%

56 13.974 1889 1895 1900 rVB6 938068 2007699 6.04% 0.773%
57 14.045 1900 1907 1914 rBV5 2916144 6293560 18.92% 2.422%
58 14.145 1914 1924 1928 rBV8 610053 1913917 5.75% 0.737%
59 14.203 1929 1934 1944 rVB9 589578 1340233 4_.03% 0.516%
60 14.291 1944 1949 1954 rBV4 919268 1462227 4._.40% 0.563%

61 14.344 1955 1958 1960 rBV2 259958 337013 1.01% 0.130%
62 14.521 1977 1988 1993 rBV10 550044 1763552 5.30% 0.679%
63 14.609 1999 2003 2005 rBV3 569315 881468 2.65% 0.339%
64 14.720 2019 2022 2028 rVB6 605877 905041 2.72% 0.348%
65 14.897 2037 2052 2055 rBV 8336076 29051037 87.35% 11.179%

66 14.920 2055 2056 2059 rVB 360815 285281 0.86% 0.110%
67 15.067 2074 2081 2090 rBV7 2474212 6991109 21.02% 2.690%
68 15.226 2103 2108 2113 rVB2 1606892 2456908 7.39% 0.945%
69 15.290 2113 2119 2124 rBV7 1048464 2539538 7.64% 0.977%
70 15.701 2171 2189 2192 rBV 8475006 33259771 100.00% 12.799%

71 15.731 2192 2194 2200 rVB 1395221 1455431 4._.38% 0.560%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG101515.M
SVOA CALIBRATION

Method :
Title :
72 15.925 2224 2227 2231 rBV 840829 1189031 3.57% 0.458%
73 16.007 2235 2241 2247 rVV5 1327302 3268400 9.83% 1.258%
74 16.195 2265 2273 2282 rVB8 1757654 5611168 16.87% 2.159%
75 16.454 2314 2317 2320 rBV2 529482 812614 2.44% 0.313%

76 16.495 2320 2324 2328 rVV 1860954 2970252 8.93% 1.143%
77 16.559 2329 2335 2344 rVB4 2129171 5021496 15.10% 1.932%
78 16.783 2369 2373 2376 rBV3 991861 1814667 5.46% 0.698%
79 17.159 2434 2437 2443 rVB4 762396 1043804 3.14% 0.402%
80 17.282 2452 2458 2470 rVB6 2621996 7343365 22.08% 2.826%

81 17.429 2473 2483 2488 rVV 3222407 7025635 21.12% 2.704%
82 17.499 2489 2495 2504 rVV2 3565773 8383741 25.21% 3.226%
83 17.576 2505 2508 2512 rVV 810964 1049565 3.16% 0.404%
84 17.852 2549 2555 2560 rBV2 2340965 4413847 13.27% 1.699%
85 17.899 2560 2563 2569 rVB3 1118275 1564052 4._.70% 0.602%

86 18.316 2631 2634 2637 rBV 952795 1534862 4.61% 0.591%
87 18.369 2638 2643 2649 rVB4 3399127 8359317 25.13% 3.217%
88 18.592 2677 2681 2693 rVB4 1790292 5044201 15.17% 1.941%
89 18.716 2697 2702 2707 rVB 2377061 3691955 11.10% 1.421%
90 19.215 2784 2787 2790 rBV2 1470516 1891083 5.69% 0.728%

91 19.491 2829 2834 2843 rBV2 2187922 5142152 15.46% 1.979%
92 19.767 2878 2881 2888 rVB3 1889823 4032453 12.12% 1.552%
93 19.838 2889 2893 2895 rBV2 1282736 2124248 6.39% 0.817%
94 20.796 3052 3056 3058 rBV2 1729072 2150712 6.47% 0.828%
95 21.336 3144 3148 3156 rVB3 1815760 2750909 8.27% 1.059%

96 21.489 3170 3174 3180 rVB2 2955157 4192505 12.61% 1.613%
97 21.847 3230 3235 3245 rVB 3621716 6511264 19.58% 2.506%
98 22.535 3346 3352 3360 rVB 2682188 5278839 15.87% 2.031%
99 22.646 3366 3371 3376 rVB 1462585 3118100 9.37% 1.200%
100 23.140 3451 3455 3461 rVB 1469841 2672232 8.03% 1.028%

Sum of corrected areas: 259865900
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library :
TIC Integration Parameters:

C:\DATABASE\NISTO2.L
LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BG019235.D

3.19 8.812 B7O D

0
Time-->

T T 1T

3.00 350 400 450 5.00 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 1250

Abundance
1e+07

8000000

6000000

4000000

2000000

0

TIC: BG019235.D

1

14.90 70

18'371872
19.4
1859 19.22 Ho'da

)

il

20.80

21.
21.34

21.85

49
22.53

Time-->

13 00 13. 50 14. OO 14. 50 15. OO 15. 50 16. OO 16. 50 17. OO 17. 50 18. OO 18. 50 19. 00 19. 50 20. OO 20. 50 21. OO 21. 50 22. OO 22. 50

Abundance
1e+07

8000000

6000000

4000000

2000000

0

TIC: BG019235.D

23.14

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

SOMO2.2-EPA-BG101515.M Mon Oct 19 18:57:13 2015
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG101615\
BG019235.D

16 Oct 2015 22:37

UM/NP

G3996-15

15 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 28

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

3.19 32.29 ng/ul 463510 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 60 (3.193 min): BG019235.D (-54) (-) m/z 73.10 100.00%
5000 43.1 K
551 LN N I N N R L B B B L B
871 300 320 340 3.60
m/z 43.10 43.82%
0 | , 65.1 |
LRJURELELE UL SR FURLELI I SURLLEL USRS SURLES SURILI B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
300 320 340 3.60
5000 m/z 55.10 32.45%
430 59 87.0
29.0 ‘
0 I L1y ‘ L ‘ |
LRJUURELEREN SRR S FULELI IR SURLLEL USRS SURLES SURILL B
m/z--> 10 20 30 40 50 60 70 80 90 100 — N
Abundance 300 320 340 3.60
73.0 m/z 87.10 28.62%
5000
430 250 /\;
8.0 UL AL AL A
27.0 300 320 3.40 3.60
o S 118 PO M W R . | RN S B m/z 41.10 14.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
41.0 55.0 LA AL AL N
5000 3.00 320 3.40 3.60
29.0
o..,}ﬁQ,..”,..”,..”,..”,..”,..”,..”,.?lﬂ..”,
SOM@2= 2-EPA-BG20153% . M4Mon5@ct6d9 1I8:5%¢ 14920180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Concentration Rank 58

Peak Number 2 Pyridine, 5-ethyl-2-methyl-

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

8.12 10.06 ng/ul 144427 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 5-ethvl-2-methvl- 121 C8H11N 000104-90-5 93
2 Pvridine. 3-ethvl-4-methvl- 121 C8H11N 000529-21-5 91
3 Pvridine. 5-ethvl-2-methvl- 121 C8H11N 000104-90-5 87
4 Pvridine. 2-ethvl-5-methvl- 121 C8H11N 018113-81-0 83
5 Benzenamine, 2-ethyl- 121 C8H11N 000578-54-1 81

Abundance Scan 899 (8.122 min): BG019235.D (-888) (- m/z 106.10 100.00%
106.1 121.1
5000
77.1
39.1 51.1 7.80 8.00 8.20 8.40
L 65.1 ‘ 11| m/z 121.05 91.19%
0 "I""I""I""Iil'l"'l!l'l"l lll'" ""li""ll!l"'l 4 I'|"""|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9326: Pyridine, 5-ethyl-2-methyl-
106.0
1210 7.80 8.00 8.20 8.40
5000 ' m/z 120.05 37.91%
79.0
270 320 510 650 93.0
0 ..,..1.7.(,)....,....‘,‘::..i‘l‘...,.‘.‘l.,...H....,‘l‘...,.. " RABIsRESAN
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance 7.80 8.00 8.20 8.40
106.0 m/z 77.10 31.54%
121.0
5000
79.0
27.0 39.0 51.0 65.0 93.0 7.80 8.00 820 8.40
o) S 10 S PO G 1S u | R NS | NSO [ m/z 79.10 26.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9323: Pyridine, 5-ethyl-2-methyl-
106.0
121.0 N A e A s
5000 7.80 8.00 8.20 8.40
77.0
39.0
27.0 51.0
Ot ??9 ...w...ﬂp...‘m.. ??f ..ﬂﬂu...gi?. —
SOmM@2> 2- EHA) B@LOBSlEADM Son 60)ct70198018 967 1(1(5 120)11520 130
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SOM@2> 2 - EHA BGlGQSEB MO Moh O@t8Q99QSKE7ﬂ£5ﬂQOIE 140

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 3 2-Cyclopenten-1-one, 2,3,4-... Concentration Rank 57

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

9.12 10.09 ng/ul 144809 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2.3.4-trime... 124 C8H120 028790-86-5 58
2 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 53
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 53
4 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 53
5 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 52

Abundance Scan 1069 (9.121 min): BG019235.D (-1059) (-) m/z 81.05 100.00%
81.0 109.1
124.1
5000 - %.1
39.1 : A S e A
521 138 1 880 9.00 9.0 9.40
| m/z 109.10 86 .59%
0 !IJA;L”Ih“I““IJlfJ”I”“I”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10233: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109.0 124.0
81.0
8.80 9.00 9.20 9.40
5000 m/z 124.10 55.59%
410 530 470 96.0
0'W'“'P“'P'“H'“NMMI“JH“JAM“W'“'P“'L'“'H“I““I““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 8.80 9.00 9.20 9.40
81.0 m/z 123.05 54 _.99%
109.0
43.0 124.0
5000
27.0 550 67.0 8.80 9.00 9.20 9.40
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10079: Phenol, 2-methoxy-
109.0
124.0
81.0
5000 8.80 9.00 9.20 9.40
53.0
39.0
AR AN SRR RSN RAARY BARAS BEARS RSN BRSNS AL B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 Ethanone, 1-(l1-cyclohexen-1... Concentration Rank 55

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

9.30 11.11 ng/ul 159490 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 81
2 2-Cvclopenten-1-one. 2.3.4-trime... 124 C8H120 028790-86-5 72
3 Cvclohexanone. 3-ethenvl- 124 C8H120 001740-63-2 64
4 4-Octvne. 2-methvl- 124 C9H16 010306-94-2 58
5 Mequinol 124 C7H802 000150-76-5 52

Abundance Scan 1099 (9.297 min): BG019235.D (-1089) (-) m/z 81.05 100.00%
81.0 124.1
67.0 109.1
5000 91 2y
95.0 9.00 920 9.40 9.60
| 1481 m/z 124.10 95.51%
ol |'|||||!||=|||||II|!'||||!||llulunllu ||||||I||I||||I|u||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10207: Ethanone, 1-(1-cyclohexen-1-yl)-
81.0
109.0
43.0 124.0 9.00 9.20 9.40 9.60
5000 m/z 67.05 66 .98%
15.0 27\'0 H m?’o 610 L 95.0 | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance 9.00 920 940 9.60
109.0 124.0 m/z 109.10 64 .70%
81.0
5000
410 53¢ 96.0
67.0 9.00 9.20 9.40 9.60
ol m/z 39.10 48.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10176: Cyclohexanone, 3-ethenyl-
81.0 124.0
67.0
39.0 54.0 TrT IIIIIIIIIIIIIIIII
5000 270 96.0 9.00 9.20 9.40 9.60
o, 1 e i
0 "|""|"l'|"'*|""'i‘l"'l"‘l'H"""“"'l"""'l'""l""l" AL AR AR BARA

SOM@2> 2-ERA-BG18 5105 58l on7Mce PO 108 -137 126G 1X0WB 150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 5 Phenol, 2,6-dimethyl- Concentration Rank 26

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

9.44 36.12 ng/ul 397247 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dimethvl- 122 C8H100 000576-26-1 95
2 Phenol. 2.6-dimethvl- 122 C8H100 000576-26-1 95
3 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 94
4 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 94
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 93

Abundance Scan 1123 (9.438 min): BG019235.D (-1118) (-) m/z 107.10 100.00%
107.1
122.1
5000 771
91.1
9.20 9.40 9.60 9.80
39.1
| 5Ll 65,0 | | m/z 122.10 80.24%
obegrrrpreerrreidlbe il b il 138 1521
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9618: Phenol, 2,6-dimethyl-
107.0 122.0
9.20 940 9.60 9.80
5000 m/z 77.10 40.97%
77.0
91.0
39.0 510 5.0 ‘ ‘
”&?QEKS”AM”MLWM”P”W””“L'MJP”WM”P”W””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance 9.20 9.40 9.60 9.80
107.0 1220 m/z 121.10 34.42%
5000
77.0
91.0
270 390 51.0 65.0 9.20 9.40 9.60 9.80
O‘Wmmmmmwm m/Z 91- 10 33- 15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9629: Phenol, 2,3-dimethyl-
122.0
107.0
5000 9.20 9.40 9.60 9.80
77.0
ﬂOwDSV)%o | %0 |
Ot e e e e e
M@2> 2 -EPA-BGB013055M #orf006& 90 14B1H 7120 23Q 0406150

Page: 9



SOM@2> 2 - EPEO—B@lOIBl#D MEOMoi® Ot 809 081®711D812201H 140

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 6 Maltol Concentration Rank 47

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

9.50 16.40 ng/ul 180377 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maltol 126 C6H603 000118-71-8 60
2 Maltol 126 C6H603 000118-71-8 46
3 4.5-Diamino-6-hvdroxvpvrimidine 126 C4H6N40 001672-50-0 46
4 Maltol 126 C6H603 000118-71-8 46
5 Maltol 126 C6H603 000118-71-8 43

Abundance Scan 1134 (9.503 min): BG019235.D (-1129) (-) m/z 126.10 100.00%

126.1
5000 431 g5, 710

97.0 P ey
9.20 9.40 9.60 9.80

| m/z 71.05 50.72%
ull

|.n‘lp
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10741: Maltol
126.0

9.20 9.40 9.60 9.80

o

5000 o 10 m/z 43.10 47.84%
Y 550
97.0
15.0 270 U1 830 uLo |
O A RA R B e e A RARAARaT s B

miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I e

Abundance 9.20 9.40 9.60 9.80
126.0 m/z 55.10 45 .26%

5000 71.0
43.0
55.0

150 27.0 97.0 9'20 940 9.60 9.80
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10640: 4,5-Diamino-6-hydroxypyrimidine //\V/\/\
126.0
5000 43.0 9.20 940 9.60 9.80

71.0

56.0 98.0
‘ 1, | 82.0 | 1110

ML P AR |,
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SOM@2> 2 - EFlA—lCBQSIlB MOM®A Ot 809 9081®71W81201%H 140

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 Phenol, 2-ethyl- Concentration Rank 36

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

9.80 25.16 ng/ul 276742 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl- 122 C8H100 000090-00-6 64
2 Phenol. 4-ethvl- 122 C8H100 000123-07-9 60
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 58
4 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 53
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 53

Abundance Scan 1185 (9.803 min): BG019235.D (-1177) (-) m/z 107.10 100.00%
107.1
5000 0 122.1
9.40 9.60 9.80 10.00 10.20
391 511 65 H 91.0 ‘ 1341 m/z 77.05 43_64%
A I o .|| Y PP N Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9594: Phenol, 2-ethyl-
107.0
9.40 9.60 9.80 10.00 10.20
5000 122.0 m/z 122.10 37 .96%
77.0
Joas0 270 BO SO o | w0 |
IS e P e S g'o 150 110 130 130 140
Abundance 9.40 9.60 9.80 10.00 10.20
107.0 m/z 79.10 25.22%
5000
77.0 122.0
SR R L SO B
39.0 51.0 65.0 91.0 9.40 9.60 9.80 10.00 10.20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9602: Phenol, 2-ethyl-
107.0
5000 9.40 9.60 9.80 10.00 10.20
122.0
77.0
39.0 51.0
150 2 s | %0
A A RN AN AN AN AN NS LA LA NSRS LARAE A
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 8 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.11 36.13 ng/ul 397353 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 1.3.5-trimethvl- 110 C6H10N2 001072-91-9 38
2 2-Methvl-6-propvlpvridine 135 C9H13N 005397-28-4 38
3 2-Methvl-6-propvlpvridine 135 C9H13N 005397-28-4 30
4 1H-Pvrazole. 1.3.5-trimethvl- 110 C6H10N2 001072-91-9 30
5 Benzenethiol 110 C6H6S 000108-98-5 27
Abundance Scan 1237 (10.108 min): BG019235.D (-1233) (-) m/z 107.10 100.00%
107.1
5000
391 34 0.1 134.1 9.80 10.00 10.20 10.40 '
6610 031 1201 1481 1661 m/z 110.10 84 .24%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5599: 1H-Pyrazole, 1,3,5-trimethyl-
110.0
9.80 10.00 10.20 10.40
m/z 95.10 31.22%
5000 95.0 ¢
39.0
18.0
[
0"|"""|""l|"" : 'i‘“l"' ﬁsﬁlol‘ DALV LA SRS LA MARA LA AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 oA MUY
Abundance 9.80 10.00 10.20 10.40
107.0 m/z 134.10 22 .99%
5000
120.0 ﬁﬁ#ﬁn”,”..“.”,”.w
410 80 494 930 134.0 9.80 10.00 10.20 10.40
O‘WWWTWWWWWW m/Z 109-10 21-30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15050: 2-Methyl-6-propylpyridine
107.0
5000 '9.80 10,00 10.20 10.40
120.0
650 134.0
%90 520 59 790 "7

SOM@2> 2 - EHA-QIGS_CDZHBlS). MOMdh 80c® 1® 118 125)7130_9402150_560 170 Page: 12
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 9 Phenol, 3,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.33 76.82 ng/ul 844922 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 93
2 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 91
3 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 91
4 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 91
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 90
Abundance Scan 1275 (10.331 min): BG019235.D (-1268) (-) m/z 107.10 100.00%
1071 1224
5000
77.1
511 91.1 10.00 10.20 10.40 10.60
89.1 S5hL ey | | m/z 122.10 84.99%
0"|“"v"w"”h"“'ﬂ”*'lmh v"h"“lﬂ“'lﬁ“'v'"w '”*?ﬁ}P'}ﬁ¥9'l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9627: Phenol, 3,5-dimethyl-
122.0
107.0
10.00 10.20 10.40 10.60
5000 m/z 121.10 37.01%
77.0 010
150 270 90 810 650 || 7 |
miz--> "1'6'"z'd"'e,'d"A'd"é'd"és'ci"%'d"é'd"é'd"ic')b"il'b"iéo"1'3'6"1'216"1'%6""
Abundance 10.00 10.20 10.40 10.60
107.0 122.0 m/z 77.10 36.74%
5000
77.0
91.0
970 39.0 51.0 g5 10.00 10.20 10.40 10.60
w%ﬁmﬂmmm‘mﬁmwmm m/Z 79-10 20-95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9615: Phenol, 3,5-dimethyl-
122.0
107.0
5000 10.00 10.20 10.40 10.60
77.0
27.0 390 510 g5 M %0 ‘
L Ll | |
TrprTTT IIIII""I""I""I""I""I""I""IIIII ERE SRR SR AR B
mMa2= 2- ERA BG11 30550 Kbrn700de w91£8157149B20£5um
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 10 Phenol,

2-ethyl-6-methyl-

Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
10.65 41 .53 ng/ul 456769 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 74
2 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 74
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 68
4 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 64
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 64

Abundance Scan 1329 (10.649 min): BG019235.D (-1325) (-) m/z 121.10 100.00%
121.1
5000 136.1
91.1 -
i 10.40 10.60 10.80 11.00
391 5L1 651 m/z 136.10 36.92%
0 '|""|""I|""'i|'l""|'|'|"I'|"'!I|'"'|"I'!'|'1"0'Z|1"I'I"l!"'l""l"l'??;%"l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121.0
10.40 10.60 10.80 11.00
5000 m/z 91.10 33.73%
770 910 136.0
39.0 510
‘ o650 107.0
0 'I""I""I"""Nl""I"""'I"'l‘l'"'I"'"I'""I""Il"'l""'l""l""l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 g LV N AT
Abundance 10.40 10.60 10.80 11.00
121.0 136.0 m/z 77.10 28.87%
5000
91.0
39.0 77.0 R B B R B R B
27.0 51.0 65.0 103.0 10,40 10.60 10.80 11.00
ol ' m/z 122.10 12 .39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15861: Phenol, 2-ethyl-5-methyl-
121.0
5000 10.40 10.60 10.80 11.00
136.0
77.0 89.0
Toso eso | w070 |
Usy ""|""|""|""|""'|""|'"'|""|'""|'""|""|"""|""|""|
SOmM@2> 2- EM—@Gl@lBSDS .80 MOn 80c 1901 9001 81.05 7202 0302 005150
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SOM@2> 2-EFA2BGID K5 1. MOMn 80c 1W 118 17132 1402100 560 170

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 11 Phenol, 3,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.73 144.21 ng/ul 1586110 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 95
2 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 93
3 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 91
4 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 87
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 87
Abundance Scan 1343 (10.731 min): BG019235.D (-1336) (-) m/z 107.10 100.00%
107.1
122.1
5000

10.40 10.60 10.80 11.00
m/z 122.10 55.92%

138.1 152.1 166.2

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9622: Phenol, 3,4-dimethyl-
107.0
122.0
10.40 10.60 10.80 11.00
5000 m/z 121.10 32.98%
77.0
91.0
OHPHWE??”huuwufﬁPPHﬂ””L”w”J.”w””“”q””“”q””“”
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance 10.40 10.60 10.80 11.00
107.0 122.0 m/z 77.10 29.13%
5000
77.0 e AR b A
39.0 53 91.0 10.40 10.60 10.80 11.00
Om%mmwwwmmm m/Z 91.10 23.25%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9630: Phenol, 3,4-dimethyl-
107.0 122.0
5000 10.40 10.60 10.80 11.00
39.0 0 910
53.0 ‘ '
0 26}0 ‘ \P | \‘ ‘ |
N
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 12 1H-Benzimidazole, 2-ethyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
11.07 17.04 ng/ul 187394 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-ethvl- 146 C9H10N2 001848-84-6 59
2 Benzofuran. 4.7-dimethvl- 146 C10H100 028715-26-6 49
3 1H-Indazole. 5.7-dimethvl- 146 C9H10N2 043067-41-0 49
4 1H-Benzimidazole. 5.6-dimethvl- 146 CO9H10N2 000582-60-5 43
5 2H-Isoindole, 4,7-dimethyl- 145 C10H11N 070187-62-1 43
Abundance Scan 1401 (11.072 min): BG019235.D (-1395) (-) m/z 145.10 100.00%
145.1
131.1
5000
PR 10180 12100 1120 1140
a1 | 630 | 9L1 1031 ‘ | m/z 146.10 84.29%
o] R I||.|I|I - !||I|| II|I |'!||'|'|| I.!ulh! 'Illl: : |'|I||| + I.:lll 4 I + |||' ||' ! e | I'. AR |I I.I e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21277: 1H-Benzimidazole, 2-ethyl-
145.0
10.80 11.00 11.20 11.40
5000 m/z 131.10 52.73%
131.0
28.0 39.0 52,0 63.0 770 920 118.0
0"|"""|""Hi"'"i‘l'"NM"l"“*l""M."'llc')?:c')l""‘l'"'l""l"l"'l""l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 AVARAVENA VI A VO
Abundance 10.80 11.00 11.20 11.40
146.0 m/z 115.10 24 .00%
5000
39.0 117.0 1310 I AREEEEEEEE RS S
27.0 510 720 9LO oo 1080 11.00 11.20 11.40

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21276: 1H-Indazole, 5,7-dimethyl-

146.0

5000 131.0 10.80 11.00 11.20 11.40

27,0 30 510 650 77.0 9.0 1640 i |
: | | | 1l |

O e T P T P T P o T T T e T e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 13 Phenol, 3-ethyl-5-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.21 126.16 ng/ul 1387530 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 94
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 81
3 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 74
4 Phenol. 3-(l-methvlethvI)- 136 C9H120 000618-45-1 70
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 68

Abundance Scan 1425 (11.213 min): BG019235.D (-1415) (-) m/z 121.10 100.00%
121.1
5000
771 91.1 136.1
' 10.80 11.00 11.20 11.40 11.60
39.1 531 107.1 m/z 136.10 34.76%
o k9.1 1642
e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 91.10 33.87%
77.0 o10 136.0
39.0
53.0
0....|....“i“..‘ﬁ‘.l“.“‘...Hlu.‘l‘.lj-‘?‘?ﬁ.(.).l‘...‘.‘l....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance 10.80 11.00 11.20 11.40 11.60
121.0 m/z 77.10 29.92%
136.0
5000
39.0 77.0 91.0 AR PRI DA B B
150 53.0 107.0 10.80 11.00 11.20 11.40 11.60
S P M MOV S S S A || m/z 145.05 14 .29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15856: Phenol, 2-ethyl-4-methyl-
121.0
5000 136.0 10.80 11.00 11.20 11.40 11.60
77.0 91.0 107.0
0 270 510640 | | |
AR SN UL SRR N WAL SR BUASALALE UL
SOmM@2= 2-EPA-BG101815 . M6(Mon &ct 190 18 13¥ - 224®01360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 14 Phenol, 2-(1-methylethyl)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.29 36.82 ng/ul 404919 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1-methvlethvl)- 136 C9H120 000088-69-7 81
2 Phenol. 3-(l1-methvlethvI)- 136 C9H120 000618-45-1 72
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 72
4 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 72
5 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 68
Abundance Scan 1438 (11.289 min): BG019235.D (-1433) (-) m/z 121.10 100.00%
124.1
5000
136.1
771 9t 11.00 11.20 11.40 11.60
39.1 51.1 m/z 136.10 31.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15873: Phenol, 2-(1-methylethyl)-
121.0

11.00 11.20 11.40 11.60
5000 m/z 91.10 30.13%

136.0
770 9101030

39.0 510 650 ‘ ‘ ‘

b e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 11.00 11.20 11.40 11.60
121.0 m/z 77.10 24 .65%
5000
136.0
77.0 91.0
R i mE s S S
39.0 510 65.0 103.0 11.00 11.20 11.40 11.60
G R R R R R LA R RS L L LA LA L) SRS LA B m/z 131.10 12.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15870: Phenol, 2-(1-methylethyl)-
121.0
5000 11.00 11.20 11.40 11.60
136.0
28.0
77.0 103.0
51 0 65 0 ‘ 9]" 0 ‘
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 15 3,4-Dimethoxytoluene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.35 31.25 ng/ul 343747 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethoxvtoluene 152 C9H1202 000494-99-5 97
2 2.3-Dimethoxvtoluene 152 C9H1202 004463-33-6 91
3 2.3-Dimethoxvtoluene 152 C9H1202 004463-33-6 90
4 3.4-Dimethoxvtoluene 152 C9H1202 000494-99-5 70
5 2,4-Dimethoxytoluene 152 C9H1202 038064-90-3 52
Abundance Scan 1448 (11.348 min): BG019235.D (-1444) (-) m/z 152.10 100.00%
159.1
5000 109.1 137.1
11.00 11.20 11.40 11.60
m/z 109.10 47 .23%
0‘
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #24784: 3,4-Dimethoxytoluene
152.0
1100 11.20 11,40 11.60
5000 109.0 137.0 m/z 137.10 45 _37%
77.0 91.0
39.0
15.0
‘ Lty \‘H H\ . ‘ w \‘\ . Ml ‘
Oy L UL UL U
m/z--> 0 20 40 120 140 160 A A s
Abundance 11,00 11.20 11.40 11.60
152.0 m/z 77.10 32.14%
137.0
5000 109.0
390 77.0 91.0 I BRI SRR BN SUMI
15.0 ~ 530 11.00 11.20 11.40 11.60
Ot el L) 2230 g ) m/z 79.10 29.27%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #24785: 2,3-Dimethoxytoluene
152.0
5000 137.0 1100 11.20 11,40 1160
91.0 109.0
390 77.0
oL 180 r,;‘?ﬁo L M\ -w‘-. sz o
SOmM@2> 2- ERA BGZDlSI@ M MOn O&t 19DQ8 52}241@015um
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SOM@2> 2-EFA2BGIAD K51 MOMUn 80c® 1W 118 1871324402160 560 170

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 16 Phenol, 4-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.39 244.65 ng/ul 2690780 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 91
2 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 91
3 Benzene. 1-ethvl-4-methoxv- 136 C9H120 001515-95-3 86
4 Phenol. 2-(1l-methvlethvl)- 136 C9H120 000088-69-7 86
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 86
Abundance Scan 1455 (11.389 min): BG019235.D (-1450) (-) m/z 121.10 100.00%
124.1
5000
911 136.1 11.00 11.20 11.40 11.60 11.80
511 L m/z 136.10 28.35%
o 38,1 641 | 1071 | 163.1
R N it g A
Abundance #15853: Phenol, 4-ethyl-3-methyl-
121.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 91.10 16.78%
136.0
77.0 91.0
39‘ 0 53.0 | 070
0"I""I""I""I"""I""I""I""I""I""I"" AL SARA AR ARAS LRARS SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 VYN
Abundance 11,00 11.20 11.40 11.60 11.80
121.0 m/z 77.10 14 _.37%
5000
136.0
39.0 77.0 91.0 LA NI SRR SURR I
53.0 107.0 11.00 11.20 11.40 11.60 11.80
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15889: Benzene, 1-ethyl-4-methoxy-
121.0
5000 11.00 11.20 11.40 11.60 11.80
136.0
27.0 51.0 64,0 71.0 010 105.0

. i A |
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SOM@2> 2-EPA-BGI1W1 305 5M Fon7Ocl PO 1B -8B 126 12018 150

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 17 Phenol, 2-ethyl-4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.47 50.85 ng/ul 559220 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 86
2 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 80
3 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 78
4 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 78
5 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 78
Abundance Scan 1469 (11.471 min): BG019235.D (-1465) (-) m/z 121.10 100.00%
12f.1
5000
136.1
771 911 11.20 11.40 11.60 11.80
107.1 m/z 136.10 31.89%
o 30.1 b1 651 o 148.1
s T I T T e T e a0 1o 116 150 150 150 150
Abundance #15856: Phenol, 2-ethyl-4-methyl-
121.0
11.20 11.40 11.60 11.80
5000 136.0 m/z 91.10 22.93%

77.0 91.0 107.0
15.0 27.0 390 510 650 | L, ] ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance 11.20 11.40 11.60 11.80
121.0 m/z 77.10 19.63%
136.0
5000
39.0 91.0
770 s e R
27.0 51.0 65.0 103.0 11.20 11.40 11.60 11.80
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121.0
5000 11.20 11.40 11.60 11.80
770 910 136.0
39.0 510
‘ ‘ 65‘ 0 107.0
0 [ 1 ‘ (R 1 / [N |
A L A Ea A L e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 18 1,5,5-Trimethyl-6-methylene... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.71 222.93 ng/ul 2451890 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
2 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 87
3 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 87
4 1.5.5-Trimethvl-6-methvlene-cvcl... 136 C10H16 000514-95-4 86
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 80
Abundance Scan 1510 (11.712 min): BG019235.D (-1499) (-) m/z 121.10 100.00%
121.1
5000 136.1
771911 107.1 11.40 11.60 11.80 12.00
39.1 531 m/z 136.10 44 _28%
ol 150.1 166.1180.1
[rrr e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15851: Phenol, 3-ethyl-5-methyl-
121.0
136.0 11.40 11.60 11.80 12.00
5000 m/z 77.10 29.00%
77.0 91.0
15.0 ] ‘ 53 0 ‘ ‘ 107.0
OIII\III‘IIII\II\M I\I\ulIIHIIIIII\I‘IIII‘IIIUIIIIIIIIIIIII
m/z--> 20 60 80 100 120 140 160 180 A S A
Abundance 1140 11.60 11.80 12.00
121.0 m/z 91.10 28.77%
5000
770 910 136.0
39.0 USRI BN SUNBN SRR
53.0 107.0 11.40 11.60 11.80 12.00
I AL B e m/z 107.10 20.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15860: Phenol, 3-ethyl-5-methyl-
121.0
136.0 VARLA S S AR A
5000 11.40 11.60 11.80 12.00
77.0 91.0
39.0 107.0
Ouulusuouwuu“..s?.o .“‘...‘..‘.. .‘...‘...U i mm e
SOmM@2> 2- EPA—BGlOﬂSlS M)MOWOOcuDQ9 18T57E96 2@15 180 Page: 22




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 19 Phenol, 3,4,5-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.88 197.12 ng/ul 2168060 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 94
2 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 94
3 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 93
4 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 93
5 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 92

Abundance Scan 1539 (11.882 min): BG019235.D (-1526) (-) m/z 121.10 100.00%
121.1
136.1
5000
. 91.1 11.60 11.80 12.00 12.20
39.1 : m/z 136.10 51.74Y%
o 531 105.1 150.1 165.1179.1 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15829: Phenol, 3,4,5-trimethyl-
121.0
11.60 11.80 12.00 12.20
5000 136.0 m/z 91.10 27 .68%
91.0
39.0 270 ‘
53.0
0 I].IS‘IOI .‘k‘. .‘i“. .ﬁ‘. |“"M' ; "“I — l\IJI-O\I\S\'IOI i I" — "I e
m/z--> 20 40 60 80 100 120 140 160 180 g TNV
Abundance 11,60 11.80 12,00 12.20
121.0 m/z 135.10 20.83%
136.0
5000
39.0 91.0
77.0
53.0 107.0 11.60 11.80 12.00 12.20
o 22N O PN O -V N m/z 77.10 16.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15843: Phenol, 2,3,5-trimethyl-
121.0 136.0
5000 11,60 11.80 12.00 12,20
91.0
39.0
O .‘...“..5‘?'9 I\IT?\OII‘L]‘O‘SIO” I SN
SOmM@2> 2- EPAQBGloﬁslsﬁm MoﬂOOcuOQ9 Lw SﬂAQG 2605 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 20 Phenol, 2,3,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 105.09 ng/ul 1155830 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.3.6-trimethvl- 136 C9H120 002416-94-6 95
2 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 91
3 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 91
4 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 91
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 91
Abundance Scan 1549 (11.941 min): BG019235.D (-1544) (-) m/z 121.10 100.00%
121.1
136.1
5000
91.1
771 11.60 11.80 12.00 12.20
51.1 105.1 m/z 136.10 60.53%
0 3 ' A 1ORLLI9L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15834: Phenol, 2,3,6-trimethyl-
121.0 136.0
11.60 11.80 12.00 12.20
5000 m/z 91.10 36.29%
91.0
39.0
0|]|-5|.0||‘|||‘|H||5“i3“|)|‘|“|||“|||l‘|||O‘Z|O‘|‘|‘||| T
m/z--> 20 40 60 100 120 140 160 180 oS A g A
Abundance 11.60 11.80 12.00 12.20
121.0 136.0 m/z 77.10 18.43%
5000
770 %0 11,60 11.80 12.00 12,20
39.0 : : : : :
ol d80 S0 e M/Z 135,10 17.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15841: Phenol, 2,4,5-trimethyl-
121.0 136.0
5000 11.60 11.80 12.00 12.20
390 91.0
ob— I\III“II\I\I ‘:“:::“::‘:‘ulousuouu —— — e

SOM@2> 2 - EPA286101515§M MOﬂOOCﬂm19 13: 57#@7 2615 180 Page: 24




SO

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 21 O-Methoxy-.alpha.-methylben... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.00 172.04 ng/ul 1892220 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 O-Methoxv-.alpha.-methvlbenzvl a... 152 C9H1202 013513-82-1 81
2 0-Methoxv-.alpha.-methvlbenzvl a... 152 C9H1202 013513-82-1 72

3 Phenol. 4-ethvl-2-methoxv- 152 C9H1202 002785-89-9 64
4 Benzene. 1.4-dimethoxv-2-methvl- 152 C9H1202 024599-58-4 52
5 Phenol, 4-ethyl-2-methoxy- 152 C9H1202 002785-89-9 52
Abundance Scan 1559 (12.000 min): BG019235.D (-1553) (-) m/z 137.10 100.00%
137.1
121.1
5000 152.1
771911 1474 11.60 11.80 12.00 12.20 12.40
89.1 53.1 m/z 121.10 63.01%
0 il 166.2179.9
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24876: O-Methoxy-.alpha.-methylbenzy! alcohol
137.0
11.60 11.80 12.00 12.20 12.40
5000 107.0 m/z 152.10 47.11%
70 152.0
43.0 91.0 121.0
oberr 20 L S0 Ll b
miz--> 20 40 60 80 100 120 140 160 180
Abundance 11.60 11.80 12.00 12.20 12.40
137.0 m/z 91.10 27 .67%
107.0
5000
77.0 152.0
270 B0 630 91.0 1210 1160 11,80 12.00 12.20 12.40
3 o Ot | S Y RPN B S— m/z 77.10 27.19%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24820: Phenol, 4-ethyl-2-methoxy-
137.0
5000 11.60 11.80 12,00 12.20 12.40
152.0
39.0
55. 122.0
O R 1 I\\?OO\H m po
M@z 2 - EPA2I610¥5151M MOﬁOOCﬂDQ9 1B: 57@Q8 2@15.m0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 22 Phenol, 4-ethyl-2-methoxy- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.08 29.57 ng/ul 325250 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl-2-methoxv- 152 C9H1202 002785-89-9 72
2 Ethanone. 1-(2.4-dihvdroxvphenvl)- 152 C8H803 000089-84-9 64
3 3.4-Dimethoxvtoluene 152 C9H1202 000494-99-5 64
4 2" .6"-Dihvdroxvacetophenone 152 C8H803 000699-83-2 59
5 Ethanone, 1-(2,4-dihydroxyphenyl)- 152 C8H803 000089-84-9 59
Abundance Scan 1573 (12.082 min): BG019235.D (-1569) (-) m/z 137.10 100.00%
137.1
152.1
5000
11.80 12.00 12.20 12.40
53.1 8L1 = 1091 m/z 152.10 55.74%
o 38 180.1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24821: Phenol, 4-ethyl-2-methoxy-
137.0
152.0 11.80 12.00 12.20 12.40
5000 m/z 81.10 14.87%
39.0 650 910 1071?20
0|||||||||‘||||||‘|||‘||||||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance 11,80 12.00 12.20 12.40
137.0 m/z 91.10 14 .85%
5000 1520
R 185 160 1220 140
T e T A o m/z 53.10 13.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24789: 3,4-Dimethoxytoluene
152.0
137.0
5000 11.80 12.00 12.20 12.40
109.0
20 650 910 ‘
0.......“‘..‘.‘. ‘H..‘.‘. .‘...l....‘. e
SOmM@2> 2- EPAZBGlga515OM M&h Oe 192018157 - 280201H
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 23 unknown-02 Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
12.16 23.65 ng/ul 260150 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 46

1-(4-Hvdroxvmethvlphenvl)ethanone 150 C9H1002 075633-63-5 46
3 4-Hvdroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 46
4 p-Methoxvheptanophenone 220 C14H2002 069287-13-4 43
5 Thymol 150 C10H140 000089-83-8 43
Abundance Scan 1586 (12.159 min): BG019235.D (-1579) (-) m/z 135.10 100.00%
136.1
96.1
5000
150.1 11.80 12.00 12.20 12.40
m/z 96.10 66.40%
ol 66.1180.1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23386: 4-Hydroxy-2-methylacetophenone
135.0
11.80 12.00 12.20 12.40
5000 107.0 m/z 150.10 28.78%
' 150.0
77.0
43.0
o 200 7,630 | 910 | 1210 | |
miz--> 20 40 60 80 100 120 140 160 180
Abundance 11.80 12.00 12.20 12.40
135.0 m/z 145.10 28.51%
5000
89.0 150.0
43.0
63.0 107'0121 0 11.80 12.00 12.20 12.40
O T T T T T T T T m/z 91.10 23.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23389: 4-Hydroxy-2-methylacetophenone
135.0
5000 11.80 12.00 12,20 12.40
70 107.0 150.0
s B B B A B e B
SOM@2> 2- EPAQBGloxBlsﬁM MoﬂOOcnOQ9 L@ 57329 2€0l5 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 24 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.24 164.68 ng/ul 1811180 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 97
2 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 95
3 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 95
4 Stvrene 104 C8H8 000100-42-5 55
5 Styrene 104 C8H8 000100-42-5 55

Abundance Scan 1600 (12.241 min): BG019235.D (-1590) (-) m/z 104.05 100.00%
104.1
135.1
5000 78.1 !k
51.1
150.1 12.00 12.20 12.40 12.60
m/z 135.10 84.13%
o 1201 |, 193.0
L LA L IR DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14056: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
12.00 12.20 12.40 12.60
5000 78.0 m/z 132.10 80.36%
51.0
27.0 ‘
0 \‘ “\ il \“u \“ ! | “ ‘ |
LN SN LN LA FLELELL SR B AL WL L UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance 12.00 12.20 12.40 12.60
104.0 132.0 m/z 103.10 57.28%
5000 / j “
78.0
51.0
270 12.00 12.20 12.40 12.60
”'I';'W""I'”'I"'W"" e m/z 78.10 47 .51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14058: 1H-Inden-1-one, 2,3-dihydro-
1040 1320
LN SURBUIN BRI BN B
5000 12.00 12.20 12.40 12.60
51.0 78.0
|
0"'|J'” - X """" L A LA I
SOmM@2>2- EPA2861@Q515mM M&h osm 19Z181Q7 330201
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 25 Phenol, 2,3,5,6-tetramethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.30 28.19 ng/ul 310042 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.3.5.6-tetramethvl- 150 C10H140 000527-35-5 58
2 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 49
3 Ethanone. 1-(3-methoxvphenvl)- 150 C9H1002 000586-37-8 43
4 4-Hydroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 43
5 Acetophenone, 4"-methoxy- 150 C9H1002 000100-06-1 43
Abundance Scan 1610 (12.300 min): BG019235.D ( 1605) (-) m/z 135.10 100.00%
5000
12.00 12.20 12.40 12.60
m/z 91.10 63.43%
0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22679: Phenal, 2,3,5,6-tetramethyl-
135.0150.0
12.00 12:20 12.40 12.60
5000 m/z 121.10 54 _57%
91.0
39.0 65.0 107.0
0 ‘ H\ mm \‘\ H | H\ \‘
"'I""I""I "'I'"'I""I""I""I'"'I""I'
m/z--> 20 60 100 120 140 160 180
Abundance 12.00 12.20 12.40 12.60
135.0 m/z 145.10 52.71%
5000 150.0
77.0
450 107.0
. 12.00 12.20 12.40 12.60
27.0
Ol 220 %20 | M/Zz 136.10  47.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23385: Ethanone, 1-(3-methoxyphenyl)-
135.0
5000 12.00 12.20 12.40 12.60
77.0 150.0
43.0 92.0 107.0
SOm@E2= 2- EPA2361@Q5150M M&h Oﬁm 19Mn8157 3@020£$
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 26 Phenol, 2,4,6-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.36 111.45 ng/ul 1225780 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 86
2 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 70
3 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 70
4 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 70
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 70

Abundance Scan 1620 (12.358 min): BG019235.D (-1615) (-) m/z 121.10 100.00%
121.1
5000 136.1
91.1
12.00 12.20 12.40 12.60
511 L 153.1168.1 m/z 136.10 47.14%
ol : 1 194.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15836: Phenol, 2,4,6-trimethyl-
121.0
136.0 12.00 12.20 12.40 12.60
5000 m/z 91.10 35.13%
91.0
39.0 65.0 ‘
0..1.4..0|... “\ \‘\\ ““..“l..l‘.H.“..‘.“l‘....l....l....|....|
m/z--> 20 60 80 100 120 140 160 180 L A A S
Abundance 1200 12.20 12.40 12.60
121.0136.0 m/z 77.10 23.24%
5000
AT oo e e e T
o M PR O R P PR . <1 m/z 137.10  22.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15832: Phenol, 2,3,5-trimethyl-
121.0136.0
5000 12.00 12.20 12.40 12.60
91.0
39.0
obaso L RO L aeson oo
SOM@2> 2-EPA-28G10M5156M M@m OuD 19Z18ﬂ50 3@020£$
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 27 3-Methyl-4-isopropylphenol Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
12.41 31.04 ng/ul 341426 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-isopropviphenol 150 C10H140 003228-02-2 80
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 64
3 Benzene. l1l-methoxv-4-(1l-methvlet... 150 C10H140 004132-48-3 50
4 Phenol. 2-methvl-5-(l-methvlethvl)- 150 C10H140 000499-75-2 50
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 50

Abundance Scan 1629 (12.411 min): BG019235.D (-1626) (-) m/z 135.10 100.00%
135.1
5000
150.1 12.00 12.20 12.40 12.60 12.80
91. m/z 150.10 23.73%
0 4.3I1 66.1 Li 1 | 10|7|1 | I ||| 166.1 1931 0
miz--> B 40 & 8 1 1o 10 16 i
Abundance #22654: 3-Methyl-4-isopropylphenol
135.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 91.10 11.17%
150.0
91.0
0 15.0 ! 39\\0 ! 66\0 ‘ 1(\)\7 0\\ I
miz--> B & s 1o Do o o i WANW Vv
Abundance 1200 12.20 12,40 12.60 12.80
135.0 m/z 154.10 8.14%
5000
107.0 150.0
410 77.0 12.00 12.20 12.40 12.60 12.80
b 920 e | M/Z 107.10  6.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22739: Benzene, 1-methoxy-4-(1-methylethyl)-
135.0
5000 12.00 12.20 12:40 12.60 12.80
150.0
105.0
ol, 150 3m) Qpﬁf .|, 1200
rrryrrrrpr T e T T IIIIIIIII IIIII""I""II
SOmM@2> 2- EPAZBGlga5150M Mgin Owe 192018 157 - 3B0201H
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG101615\
BG019235.D

16 Oct 2015 22:37

UM/NP

G3996-15

15 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 28 Phenol, 3-(1-methylethyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.57 219.52 ng/ul 2414350 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 70
2 Phenol. 3-(1l-methvlethvl)- 136 C9H120 000618-45-1 62
3 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 59
4 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 58
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 58

Abundance Scan 1656 (12.570 min): BG019235.D (-1645) (-) m/z 121.10 100.00%
1241
5000 136.1
91.1
12.20 12.40 12.60 12.80
39.1 65.1 160.1 m/z 136.10 46 .20%
o 106.1 " 177.1193.1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15829: Phenol, 3,4,5-trimethyl-
121.0
12.20 12.40 12.60 12.80
5000 136.0 m/z 91.10 32.69%
65.0 ‘
0.1.5.0| ‘\ ‘i“..‘“‘ \‘\\ “ .“.::-96.(.).|‘....‘|....|....|....|.
m/z--> 20 40 100 120 140 160 180 SR A
Abundance 1220 12.40 12,60 12.80
121.0 m/z 135.10 31.37%
5000
136.0
77.0 N
39.0 . 103.0 12.'20 12.'40 12.I60 12.|80 '
o e m/z 131.10 22.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15835: Phenol, 2,3,5-trimethyl-
121.0136.0
5000 12.20 12.40 12.60 12.80
91.0
Ol ... ‘\\ M\ \H “. ‘\ 106'(')"”"" -
SOM@2=>2- EPA&BGlgm515mM M&h oe 19Zn8157 3®0201%H
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 29 unknown-03 Concentration Rank 60

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

12.81 8.58 ng/ul 378267 Acenaphthene-d10 14 .66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-4-methoxvbenzoic acid 168 C8H804 000645-08-9 38
2 1-Methoxv-2-methvl-4-(methvlthio... 168 C9H120S 050390-78-8 30
3 1.2.4-Trimethoxvbenzene 168 C9H1203 000135-77-3 30
4 1.2.4-Trimethoxvbenzene 168 C9H1203 000135-77-3 30
5 2,5-Dimethoxybenzyl alcohol 168 C9H1203 033524-31-1 25

Abundance Scan 1697 (12.811 min): BG019235.D (-1692) (-) m/z 153.10 100.00%
158.1 60 ¢
5000
12.40 12.60 12.80 13.00 13.20
m/z 168.10 84 .06%
o 193.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35165: 3-Hydroxy-4-methoxybenzoic acid
168.0
153.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 160.10 70.00%
97.0
125.0
51.0
79.0
0.E§?.%¥0““m bt the e ,.w..ﬂ.”.,..kh,. S
m/z--> 20 40 60 80 100 120 140 160 180 WA VI T WA
Abundance 1240 12.60 12.80 13.00 13.20
158.0465 0 m/z 159.10 61.29%
5000
5o 390 g0 7.0 940109.0 o 12.40 12.60 12.80 13.00 13.20
ot et e || M/Z 145.10  56.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35223: 1,2,4-Trimethoxybenzene
153.0168.0
5000 125.0 12.40 12.60 12.80 13.00 13.20
110.0
15.0 52.0 69.0 95.0
| 37# \H\ ‘ \ ‘ ‘ \ ‘H \H M Wl ‘
O : T T T

SOM@2> 2 - EPAQBGlmDSlSﬁCNI MG@] O@ 1920.8:80: 3@020189

Page: 33



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 58 (DEL) Alkane: Straight-Chai... Concentration Rank 68

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

17.90 4.45 ng/ul 1564050 Phenanthrene-d10 17.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 64
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 51
4 Octadecane 254 C18H38 000593-45-3 50
5 Tetradecane 198 C14H30 000629-59-4 50

Abundance Scan 2563 (17.899 min): BG019235.D (-2560) (-) m/z 57.10 100.00%
51.1
A A R
2.1 167'1195 . 17.60 17.80 18.00 18.20
I - pt62 m/z 43.10 70.04%
okt b Ll I ot di o 21002760 3121 3641
miz--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
= e
17.60 17.80 18.00 18.20
5000 m/z 71.10 57.22%
29.0
L ‘ L 4 “‘99“'0. 141.0169.0 _ 226.0
R
miz--> 50 100 150 200 250 300 350 S AN N
Abundance 1760 17.80 18.00 18.20
43.0 m/z 85.10 42 .90%
- i ,,/\vxﬂv.~p\~/j\v~\p,\,,,yuvj/\
T e
99.0 17.60 17.80 18.00 18.20
141.0
Ol 2890 20 m/z 41.10 36.34%
miz--> 50 100 150 200 250 300 350
Abundance #91052: Hexadecane, 7,9-dimethyl-
57.0
A
5000 17.60 17.80 18.00 18.20
126.0155.0
0 “\ ‘1970| ﬂ Y J ‘ 1970 2390
— , T T
SOmM@2> 2-EPA- BGlOlE@B M Mon Ocle9 ﬁ@ 571$ﬂ 20&@
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
18.59 14.36 ng/ul 5044200 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pvrrolidinol3.2-blbenzolel-2H-1.... 218 C11H10N20S 017163-68-7 55
3 Tetradecane 198 C14H30 000629-59-4 53
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 50
5 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 218 C13H18N20 046479-70-3 46
Abundance Scan 2681 (18.592 min): BG019235.D (-2677) (-) m/z 57.10 100.00%
57.1 218.1
5000 160.1
1151 NN R SR I
18.20 18.40 18.60 18.80 19.00
m/z 218.10 92.60%
0 Lol f1.349.1282. 2 333.1 369.2 413.2
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57.0
18.20 18.40 18.60 18.80 19.00
5000 m/z 203.10 86.68%
99.0
0 ..& gll L N-%4}?.. o ,?8?9 N mwm\,,J\A,J\/\\,«/\,,m_,g
m/z--> 50 100 150 200 250 300 350 400 et S
Abundance 18.20 18.40 18.60 18.80 19.00
203.0 m/z 43.10 64.91%
160.0
39.0
5000
75.0 T T T
109.0 18.20 18.40 18.60 18.80 19.00
ol il b bpog 4p A4 0o m/z 71.10 58.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #55007: Tetradecane
57.0
5000 18.20 18.40 18.60 18.80 19.00
99.0
0150\J \‘ - | | }4:}9 198.0
SOM@2> 2- EPA—HElOlEmB M 18N G@t 19518 5@&35:2@154m) Page: 35




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 63 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
19.22 5.38 ng/ul 1891080 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 43
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 43
4 1-lodoundecane 282 C11H23lI 004282-44-4 43
5 Tetradecane 198 C14H30 000629-59-4 43
Abundance Scan 2788 (19.221 min): BG019235.D (-2784) (-) m/z 57.10 100.00%
51.1
206.1
5000
10,00 19.20 19.40 19.60
99.1 167.1 m/z 43.10 64 .18%
oL b bbb 32 g ko), 26212963 3361 37814112
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
*'10.00 19,20 19.40 19.60
5000 m/z 206.10 64 .06%
99.0
o 25‘10“ | i \\ L JA0 1830 2250 2960
m/z--> éo 100 150 260 250 360 3%0 460 — = N
Abundance 19100 19.20 19,40 19.60
57.0 m/z 71.10 62.07%
- J@L
99.0 1550 10,00 19.20 19.40 19.60
o N —— m/z 85.10 48.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122578: Tridecane, 1-iodo-
57.0
UV NN B
5000 19.00 19.20 19.40 19.60
99 0 183.0
0 | \ | 4‘41 Q ‘ 310 0
SOmM@2= 2-EPA- BBlOlBES MﬂmOn Ent L§018TEV 36ﬁ201500 Page: 36




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 65 (DEL) Alkane: Cyclic20.80 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
20.80 6.61 ng/ul 2150710 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 9-Nonadecene 266 C19H38 031035-07-1 64
3 5-Chlorovaleric acid. octadecvl ... 388 C23H45C102 1000292-31-8 64
4 1-Nonadecene 266 C19H38 018435-45-5 58
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 53
Abundance Scan 3057 (20.801 min): BG019235.D (-3052) (-) m/z 57.10 100.00%
57.1
97.1
5000
M 20.40 20.60 20.80 21.00 21.20
230.1 m/z 43.10 79.23%
o L 20 M%Z, 1300.1344.1 386.2423.2 462.4
mz-> 0 éo 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43.0 97.0

20.40 20.60 20.80 21.00 21.20
5000 m/z 55.10 70.44%

39.0
\\\“ i \‘*ﬂ , 182.0 224.0 266.0
O B L A o e o B o ) B

SO

mz--> 0 50 100 150 200 250 300 350 400 450 R
Abundance 2040 20.60 20.80 21.00 21.20
55.0 m/z 83.10 67.41%
97.0
5000
266.0 20.40 20.60 20.80 21.00 21.20
139.0 :
ol e | M/Z 97.10 64.69%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #153637: 5-Chlorovaleric acid, octadecy! ester
137.0
55.0 T T T
5000 20140 20.60 20.80 21.00 21.20
97.0
i{Lh 1920 | 252.0 297.0 353.0388.0
- ...., L N i N RN S St
ma2= Z—EPA IQSlO]LBDI.S MSOMOIQOCDCtZSQ9 ZB@' 573‘536 ZQD15 450
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 66 (DEL) Alkane: Cyclic21.34 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
21.34 8.45 ng/ul 2750910 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
3 1-Hexadecene 224 C16H32 000629-73-2 92
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 3149 (21.342 min): BG019235.D (-3144) (-) m/z 55.10 100.00%
54.1
97.1
5000
2281 2881 21/00 21.20 2140 21.60
5.1 m/z 83.10 86.73%
o 1L ﬂ? 182.1 326.1 381.1 421.3
m/z--> 55 1I 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43.0 97.0
21/00 21.20 2140 21.60
5000 m/z 97.10 79.47%
oLl L F?‘? 182.0 224.0 266.0 J/D\J
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0 o Al =
Abundance 2100 21.20 21.40 21.60
55.0 97.0 m/z 69.10 76.18%
e 2100 51170 9140 o160
139.0 . . . .
Ol R20 2240 e M/Z 43.10 51.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72489: 1-Hexadecene
43.0
83.0
5000 21.00 21.20 2140 21.60
1l
0..‘.“.‘... I{|j|||1680 ?2|4IOI —— N T :
SOmM@2=2-EPA-BG10118d5 . 50Mon200ct 25® 180057 311 2@0% 450
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101615\
Data File : BG019235.D

Aca On : 16 Oct 2015 22:37

Operator : UM/NP

Sample : 63996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 68 (DEL) Alkane: Cyclic21.85 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
21.85 20.00 ng/ul 6511260 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 2-Methvl-7-nonadecene 280 C20H40 219750-68-2 89
3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 87
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 76
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 76
Abundance Scan 3235 (21.847 min): BG019235.D (-3230) (-) m/z 55.10 100.00%
54.1
97.1
5000
" 21'60 21.80 22.00 22.20
m/ 69.10 62 .04Y%
o 3711791 2362 278.1 3203 554 5 43024681 z |
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #135651: Cyclotetracosane
83.0
43.0 R SUNIIR SO BRI B
21.60 21.80 22.00 22.20
5000 336.0 m/z 83.10 60.21%
25.0
| \ ¥ h \ 210.0  279.0 |
0..”.‘.‘|‘.‘..‘“‘hm“.‘“l“l.“..|.‘...l‘...‘.luuuuluuuulu..
mz-> 0 50 100 150 200 250 300 350 400 450 A S
Abundance 2160 21.80 22.00 22.20
43.0 m/z 57.10 57.13%
R SUNIIR SRR BRI B
125.0 280.0 21.60 21.80 22.00 22.20
O b JOT0 240 e M/Z 41.10 57.02%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115548: Octadecane, 1-(ethenyloxy)-
57.0
R SUNIRE SRR BRI B
5000 21.60 21.80 22.00 22.20
97.0
018.&)‘ | “380 180.0 222.0 2810
T e i o e a a A B S R A
SOmM@2= 2-BPA- B«BlOleDlS MOMoaOOOcQSG_9 :i_QB 5”85038 zmo15 450 Page: 39




Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101615\
Data File : BG019235.D

Acq On : 16 Oct 2015 22:37

Operator : UM/NP

Sample - G3996-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Title :

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|

Butane, 2-methoxy... 3.19 32.3 ng/ul 463510 1 8.01 287058 20.0
Pyridine, 5-ethyl. .. 8.12 10.1 ng/ul 144427 1 8.01 287058 20.0
2-Cyclopenten-1-o0... 9.12 10.1 ng/ul 144809 1 8.01 287058 20.0
Ethanone, 1-(1-cy... 9.30 11.1 ng/ul 159490 1 8.01 287058 20.0
Phenol, 2,6-dimet. .. 9.44 36.1 ng/ul 397247 2 10.82 219969 20.0
Maltol 9.50 16.4 ng/ul 180377 2 10.82 219969 20.0
Phenol, 2-ethyl- 9.80 25.2 ng/ul 276742 2 10.82 219969 20.0
unknown-01 10.11 36.1 ng/ul 397353 2 10.82 219969 20.0
Phenol, 3,5-dimet... 10.33 76.8 ng/ul 844922 2 10.82 219969 20.0
Phenol, 2-ethyl-6... 10.65 41.5 ng/ul 456769 2 10.82 219969 20.0
Phenol, 3,4-dimet... 10.73 144 _.2 ng/ul 1586110 2 10.82 219969 20.0
1H-Benzimidazole, ... 11.07 17.0 ng/ul 187394 2 10.82 219969 20.0
Phenol, 3-ethyl-5... 11.21 126.2 ng/ul 1387530 2 10.82 219969 20.0
Phenol, 2-(1-meth... 11.29 36.8 ng/ul 404919 2 10.82 219969 20.0
3,4-Dimethoxytoluene 11.35 31.3 ng/ul 343747 2 10.82 219969 20.0
Phenol, 4-ethyl-3... 11.39 244_.7 ng/ul 2690780 2 10.82 219969 20.0
Phenol, 2-ethyl-4._.. 11.47 50.9 ng/ul 559220 2 10.82 219969 20.0
1,5,5-Trimethyl-6... 11.71 222.9 ng/ul 2451890 2 10.82 219969 20.0
Phenol, 3,4,5-tri... 11.88 197.1 ng/Zul 2168060 2 10.82 219969 20.0
Phenol, 2,3,6-tri... 11.94 105.1 ng/ul 1155830 2 10.82 219969 20.0
O-Methoxy-.alpha.... 12.00 172.0 ng/Zul 1892220 2 10.82 219969 20.0
Phenol, 4-ethyl-2... 12.08 29.6 ng/ul 325250 2 10.82 219969 20.0
unknown-02 12.16 23.6 ng/ul 260150 2 10.82 219969 20.0
1H-Inden-1-one, 2... 12.24 164.7 ng/ul 1811180 2 10.82 219969 20.0
Phenol, 2,3,5,6-t... 12.30 28.2 ng/ul 310042 2 10.82 219969 20.0
Phenol, 2,4,6-tri... 12.36 111.5 ng/Zul 1225780 2 10.82 219969 20.0
3-Methyl-4-isopro... 12.41 31.0 ng/ul 341426 2 10.82 219969 20.0
Phenol, 3-(1-meth... 12.57 219.5 ng/ul 2414350 2 10.82 219969 20.0
unknown-03 12.81 8.6 ng/ul 378267 3 14.66 881468 20.0
(DEL) Alkane: Str... 17.90 4.5 ng/ul 1564050 4 17.44 7025640 20.0
(DEL) Alkane: Str... 18.59 14.4 ng/ul 5044200 4 17.44 7025640 20.0
(DEL) Alkane: Str... 19.22 5.4 ng/ul 1891080 4 17.44 7025640 20.0
(DEL) Alkane: Cyc... 20.80 6.6 ng/ul 2150710 5 21.74 6511260 20.0
(DEL) Alkane: Cyc... 21.34 8.4 ng/ul 2750910 5 21.74 6511260 20.0
(DEL) Alkane: Cyc... 21.85 20.0 ng/ul 6511260 5 21.74 6511260 20.0
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