LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method : Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 5.984 529 535 540 rVV3 116098 205146 0.15% 0.064%
2 6.195 567 571 579 rVB 122297 216224 0.16% 0.067%
3 6.630 641 645 652 rVB2 135580 230082 0.17% 0.072%
4 7.041 701 715 725 rVB3 90213 191801 0.14% 0.060%
5 7.247 736 750 752 rBV3 236499 435188 0.32% 0.136%
6 7.288 752 757 764 rVV3 725929 1304407 0.97% 0.407%
7 7.353 764 768 779 rVB3 102528 251641 0.19% 0.079%
8 7 .506 781 794 799 rBV3 616777 1380029 1.02% 0.431%
9 7.570 799 805 815 rVB 1852971 3089213 2.29% 0.964%
10 7.711 822 829 837 rVB2 545873 942581 0.70% 0.294%

11 7.805 839 845 848 rBVv3 149100 262671 0.19% 0.082%
12 7.841 848 851 855 rvv3 132562 207590 0.15% 0.065%
13 8.217 900 915 922 rBV 3443816 6503834 4.81% 2.030%
14 8.275 922 925 937 rVvB2 127983 271719 0.20% 0.085%
15 8.546 966 971 974 rBv2 138682 215549 0.16% 0.067%

16 8.604 974 981 991 rVB 3856865 6739175 4._.99% 2.104%
17 8.798 1007 1014 1025 rVvB5 301800 663682 0.49% 0.207%
18 8.898 1025 1031 1037 rBvV2 383697 740743 0.55% 0.231%
19 8.969 1037 1043 1050 rVvB 393717 708259 0.52% 0.221%
20 9.280 1090 1096 1103 rVB 575732 1016623 0.75% 0.317%

21 9.362 1103 1110 1124 rVB2 640408 1375131 1.02% 0.429%
22 9.515 1124 1136 1148 rBV3 420090 1397593 1.03% 0.436%
23 9.609 1148 1152 1158 rVvB2 157105 273192 0.20% 0.085%
24 9.691 1158 1166 1174 rVB9 184094 480620 0.36% 0.150%
25 9.774 1174 1180 1190 rVB3 391687 717284 0.53% 0.224%

26 9.868 1190 1196 1197 rBV3 159448 239659 0.18% 0.075%
27 9.915 1197 1204 1207 rBV 370694 688363 0.51% 0.215%
28 10.014 1215 1221 1225 rBV 649331 1194172 0.88% 0.373%
29 10.091 1229 1234 1242 rVB2 793972 1521323 1.13% 0.475%
30 10.238 1250 1259 1264 rVB5 111712 247776 0.18% 0.077%

31 10.390 1280 1285 1295 rVB7 136563 353388 0.26% 0.110%
32 10.496 1295 1303 1313 rBV3 810890 2119736 1.57% 0.662%
33 10.637 1315 1327 1339 rBV3 723275 1692982 1.25% 0.528%
34 10.737 1339 1344 1353 rVB3 310748 622588 0.46% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG011817 .M
SVOA CALIBRATION

Method
Title

35 10.855 1359 1364 1368 rBV2 191281 347276 0.26% 0.108%

36 10.955 1376 1381 1382 rBV2 159829 207275 0.15% 0.065%
37 11.007 1384 1390 1393 rBV 539745 925998 0.69% 0.289%
38 11.060 1393 1399 1406 rVB 4849224 8910218 6.60% 2.782%
39 11.119 1406 1409 1412 rBV 147107 238752 0.18% 0.075%
40 11.190 1412 1421 1426 rVB3 460829 1292650 0.96% 0.404%

41 11.266 1426 1434 1440 rBV4 1382373 3100649 2.30% 0.968%
42 11.331 1440 1445 1455 rVB4 929483 2054890 1.52% 0.641%
43 11.472 1462 1469 1479 rBV2 599183 1066766 0.79% 0.333%
44 11.712 1504 1510 1516 rBVS5 250505 445049 0.33% 0.139%
45 11.848 1527 1533 1537 rBV3 315524 592983 0.44% 0.185%

46 11.918 1537 1545 1551 rVB4 657668 1688966 1.25% 0.527%
47 11.989 1552 1557 1565 rVBS8 73169 205764 0.15% 0.064%
48 12.112 1572 1578 1582 rBV4 121564 240271 0.18% 0.075%
49 12.212 1591 1595 1608 rVB7 208942 494283 0.37% 0.154%
50 12.388 1620 1625 1632 rBV5 263658 528893 0.39% 0.165%

51 12.517 1641 1647 1655 rBV7 126472 313181 0.23% 0.098%
52 12.647 1664 1669 1679 rVB 1451836 2384857 1.77% 0.744%
53 12.788 1688 1693 1699 rVB6 96537 203667 0.15% 0.064%
54 12.864 1699 1706 1713 rBV 982452 1648165 1.22% 0.515%
55 12.964 1715 1723 1734 rBV8 214758 484815 0.36% 0.151%

56 13.181 1757 1760 1765 rVB3 147508 217209 0.16% 0.068%
57 13.340 1773 1787 1802 rBV3 843137 2467355 1.83% 0.770%
58 13.551 1815 1823 1829 rVB7 175451 406810 0.30% 0.127%
59 13.640 1830 1838 1842 rBV2 573975 1065721 0.79% 0.333%
60 13.716 1843 1851 1857 rVB3 471584 980197 0.73% 0.306%

61 13.828 1862 1870 1885 rVB 1815402 3844661 2.85% 1.200%
62 13.975 1885 1895 1910 rVB6 588516 1812303 1.34% 0.566%
63 14.127 1914 1921 1926 rBV5 276231 717298 0.53% 0.224%
64 14.204 1926 1934 1942 rVB 1430213 2702389 2.00% 0.844%
65 14.368 1953 1962 1964 rBV5 121381 264831 0.20% 0.083%

66 14.509 1975 1986 1995 rVB 1584013 2967259 2.20% 0.926%
67 14.685 2007 2016 2026 rBV 4974600 9811370 7.26% 3.063%
68 14.809 2027 2037 2042 rBvV 980542 1823759 1.35% 0.569%
69 14.868 2042 2047 2052 rBV2 747925 1191779 0.88% 0.372%
70 14.920 2052 2056 2066 rVB4 478082 1346283 1.00% 0.420%

71 15.009 2066 2071 2079 rVB4 370103 684379 0.51% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

= Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG011817.M

= SVOA CALIBRATION

72 15.126 2079 2091 2098 rBV 5608907 16519149 12.23% 5.157%
73 15.291 2111 2119 2126 rBV 1873760 3722140 2.76% 1.162%
74 15.355 2126 2130 2134 rVB2 786280 1039219 0.77% 0.324%
75 15.414 2134 2140 2143 rBV 3831314 7157304 5.30% 2.234%

76 15.690 2181 2187 2193 rBV 289526 569164 0.42% 0.178%
77 15.802 2199 2206 2211 rVB 1820599 2772419 2.05% 0.865%
78 15.872 2211 2218 2225 rBV4 1043309 2210645 1.64% 0.690%
79 15.955 2225 2232 2243 rBV 16212459 28615697 21.18% 8.933%
80 16.037 2244 2246 2252 rVB6 148184 197441 0.15% 0.062%

81 16.542 2321 2332 2346 rBV2 499129 1326695 0.98% 0.414%
82 16.712 2351 2361 2363 rBV9 99923 236898 0.18% 0.074%
83 16.977 2401 2406 2415 rVB9 110946 283185 0.21% 0.088%
84 17.136 2424 2433 2439 rVB9 110970 322525 0.24% 0.101%
85 17.259 2439 2454 2466 rBV2 49100022 135080686 100.00% 42.168%

86 17.347 2466 2469 2475 rVB2 252096 386218 0.29% 0.121%
87 17.570 2500 2507 2511 rBV 1192944 1941360 1.44% 0.606%
88 17.611 2511 2514 2518 rVV 1058648 1422035 1.05% 0.444%
89 17.670 2518 2524 2530 rVB 2105995 3199555 2.37% 0.999%
90 17.970 2567 2575 2581 rBV 1258712 1976169 1.46% 0.617%

91 18.980 2742 2747 2753 rVB2 192124 275780 0.20% 0.086%
92 19.386 2810 2816 2825 rBV2 181148 344267 0.25% 0.107%
93 19.727 2870 2874 2881 rBV 235676 327417 0.24% 0.102%
94 19.938 2903 2910 2919 rBV 2336194 3573752 2.65% 1.116%
95 20.420 2985 2992 3003 rBvV 404513 777589 0.58% 0.243%

96 21.848 3229 3235 3243 rVB 1217555 2090067 1.55% 0.652%
97 21.983 3254 3258 3267 rVB2 137149 233936 0.17% 0.073%
98 25.009 3762 3773 3784 rBV3 1127503 3422515 2.53% 1.068%
99 25.109 3786 3790 3799 rVBS8 79190 188293 0.14% 0.059%
100 25.238 3802 3812 3823 rBV2 654029 1947005 1.44% 0.608%

Sum of corrected areas: 320338060
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025653.D

4e+07
3e+07
2e+07

1e+07

5.98.20 663 7. oiﬂﬂ@ﬁ&%m $.288 ﬁamwggz 111380 v IS

Time--> 3.00 350 4.00 450 500 550 6.00 6.50 700 750 8.00 8.50 9.00 950 1000 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG025653.D
1726

e Tl
“U" gl ¢ -

4e+07
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2e+07

15.95
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o= : a :
Time--> 13.00 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: BG025653.D
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250524

R AR EREaE e R R B AR B e A RAR RS Raa s ma s

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 4-Heptanone, 2,6-dimethyl- Concentration Rank 42

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

7.29 4.01 ng/ul 1304410 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 64
2 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 59
3 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 58
4 Hexanoic acid. 2-oxo-. methvl ester 144 C7H1203 006395-83-1 50
5 5-Nonanone 142 C9H180 000502-56-7 50

Abundance Scan 757 (7.288 min): BG025653.D (-752) (-) m/z 57.10 100.00%
51.1
5000
00. 1142 1 7.00 7.20 7.40 7.60
e g R T 2004 2799 8864 4dlr 589 hzz o 85.10  59.32%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57.0
5000 U U L L IR
7.00 7.20 7.40 7.60
m/z 41.10 33.82%
15.# \ 142.0
B e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
7.00 7.20 7.40 7.60
5000 m/z 58.10 21.19%
miz--> 6""s'o'"ic'xi"iéé"'zoé"ésd"éoé"ééd"&éd"&éé"ééd"'
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0 7.00 7.20 7.40 7.60

m/z 43.10 20.32%

5000
142.0
15.Q 000[
R o o e o L B e e B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Heptanone, 4,6-dimethyl- Concentration Rank 25

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

7.57 9.50 ng/ul 3089210 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 83
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 47
3 1-Octene. 4-methvl- 126 C9H18 013151-12-7 43
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 38
5 2-Hexanone 100 C6H120 000591-78-6 38

Abundance Scan 805 (7.570 min): BG025653.D (-799) (-) 43.10 100.00%
43.1
5000
85.1
7.20 7.40 7.60 7.80 8.00
,.l.l.,’r?z.l,..l.g.S?... 2171 8265 S87.0 4782 446 n77 58.10  59.03%

O

1 1 T 1 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
5000

85.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 29.99%

L ‘\\
R B e B B B B o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 85.10 27.46%
114.0
R B L B B
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11522: 1-Octene, 4-methyl- R e R
43.0 7.20 7.40 7.60 7.80 8.00
m/z 41.10 25.32%
5000
84.0
jtl 126.0
e o B B e B B B
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclohexanone, 3,3,5-trimet... Concentration Rank 13

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

8.60 20.72 ng/ul 6739180 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 94
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 94
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 81
4 Cvclohexane. decvl- 224 C16H32 001795-16-0 59
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 58

Abundance Scan 980 (8.598 min): BG025653.D (-974) (-) m/z 83.10 100.00%
83.1
5000 M1
‘ 101 820 8.40 8.60 8.80 9.00
0 doded L | Lr212008 261 30590 n/z 69.05  55.13%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 SRR SR AR
41.0 8.20 8.40 860 880 9.00
“ 1400 m/z 55.10 53.85%
.h‘.‘l“l“.‘l..‘l..‘..|....|........|....|....|.
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
83.0
8.20 8.40 860 880 9.00
5000 41.0 m/z 56.05 47 .60%
140.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl- R ERREA RS
83.0 8.20 8.40 860 880 9.00
m/z 41.10 38.82%
5000
41.0 140.0
"'Jf"“”l""l""l"" U DA DU SN
m'z-> 0 50 100 150 200 250 300 350 400 8.20 8.40 860 880 9.00

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:25 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown-01 Concentration Rank 56

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

8.80 2.04 ng/ul 663682 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diacetamide 101 C4H7NO2 000625-77-4 22
2 3-0Octanol 130 C8H180 000589-98-0 22
3 Hvdroxv-.alpha.-terpenvl acetate 212 C12H2003 1000293-00-9 14
4 (2R.4S)-2.4-Dimethvladipic acid ... 202 C10H1804 085547-49-5 12
5 2,4-Dimethyl-2,4-pentanediol 132 C7H1602 024892-49-7 12

Abundance Scan 1014 (8.798 min): BG025653.D (-1007) (-) m/z 41.05 100.00%
41.0
109.1
5000
8.40 8.60 8.80 9.00 9.20
- ‘[-.11.5,2;9...2,1.5.'9.,2‘?‘?'.9.,...3?5,4;3. 4030 4609%034 | "m/z 59.10  88.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4023: Diacetamide
43.0
5000
8.40 8.60 8.80 9.00 9.20
0
1010 m/z 109.10 79.91%
b1 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.05 78.79%
101.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #70884: Hydroxy-.alpha.-terpenyl acetate
430 109.0 8.40 8.60 8.80 9.00 9.20
m/z 73.00 76.08%
5000
‘ 152.0
N
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMOZ2.2-EPA-BG011817_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown-02 Concentration Rank 54

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

8.97 2.18 ng/ul 708259 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 43
2 Pentanal. oxime 101 C5H11NO 000628-79-5 35
3 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 28
4 Oxirane. tetramethvl- 100 C6H120 005076-20-0 25
5 5-Deoxy-.alpha.-d-xylofuranose, ... 174 C8H1404 1000314-09-4 25

Abundance Scan 1043 (8.969 min): BG025653.D (-1037) (-) m/z 59.10 100.00%
59.1
5000
105.1143.1 8.60 8.80 9.00 9.20 9.40
e L2185 2785 8994 4690 sz 57.10  49.71%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8103: 4-Hydroxy-3-hexanone
59.0
5000
8.60 8.80 9.00 9.20 9.40
m/z 43.10 48 .38%
|"WU| "'%%qq'l""I'”'I""I""I""I"”I"'
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
59.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 85.10 42 .50%
101.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8378: 3-Pentanol, 2,2-dimethyl-
59.0 8.60 8.80 9.00 9.20 9.40
m/z 58.10 30.01%
5000

5| | oo

|
m/z--> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20 9.40

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:26 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown-03 Concentration Rank 47

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

9.28 3.13 ng/ul 1016620 1,4-Dichlorobenzene-d4 8.18

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 37

2 Formic acid. neopentvl ester 116 C6H1202 1000367-90-3 37

3 Isobutvl ether 130 C8H180 000628-55-7 12

4 Thiolane-3.4-dicarbonitrile. 2.5... 386 C16H20F6N2S 1000260-74-6 10

5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 10
Abundance Scan 1096 (9.280 min): BG025653.D (-1090) (-) m/z 57.10 100.00%

51.1
5000

‘ 129.1 9.00 9.20 9.40 9.60
b l932 | 2050 2658 3211 384342204619 m/z 55.10 37.31%

1 1 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2129: 1-Propanol, 2,2-dimethyl-

57.0

5000 A A SRR
9.00 9.20 9.40 9.60
15-J Ll ‘

m/z 41.10 37.29%
LI S UL SARL AL UL SUR LA UL SA LN UL S

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

Abundance
57.0
R AR EREEEEEEEE RS E
9.00 9.20 9.40 9.60
5000 m/z 73.10 32.96%
101.0
T T T T T T T e T e T T T
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #13648: Isobutyl ether
57.0 9.00 9.20 9.40 9.60
m/z 69.10 12 _.59%
5000
15.0 l | 130

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

9.00 9.20 9.40 9.60

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:27 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexanoic acid, 2-ethyl- Concentration Rank 41

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

9.52 4_.30 ng/ul 1397590 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 68
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
3 Nonanoic acid. 2.4-dimethvl-. me... 200 C12H2402 054889-61-1 40
4 Methvl 2.6.10-trimethvltridecanoate 270 C17H3402 1000131-72-2 38
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 035939-74-3 38

Abundance Scan 1137 (9.521 min): BG025653.D (-1124) (-) m/z 73.05 100.00%
73.0
5000
15.1 9.20 9.40 9.60 9.80
LT aseszms aes s ama s | fR0gi0 880
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20867: Hexanoic acid, 2-ethyl-
88.0
5000 NSRS SR AR
41 9.20 9.40 9.60 9.80
T m/z 41.05 43.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
920 940 9.60 9.80
5000 m/z 57.10 40.04%
29.0 116.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61203: Nonanoic acid, 2,4-dimethyl-, methyl ester
88.0 9.20 9.40 9.60 9.80
m/z 55.10 36.57%
5000
41,
L \1290 2000
mz-> 0 §0 160 1%0 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:27 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown-04 Concentration Rank 33

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

9.61 5.90 ng/ul 273192 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-D-Glucoheptonic acid .aa... 208 C7H1207 079703-26-7 17
2 Butane. 1.l1-dibutoxy- 202 C12H2602 005921-80-2 10
3 Methane. i1sothiocvanato- 73 C2H3NS 000556-61-6 9
4 1.3-Dioxolane. 2-(1-methvlpropvl)- 130 C7H1402 014447-25-7 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 1152 (9.609 min): BG025653.D (-1148) (-) m/z 73.10 100.00%
741
5000
129.2
9.20 9.40 9.60 9.80 10.00

165.1 215.6 310.3  377.6 453.4 n/z 57.10 60 50%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #68073: .alpha.-D-Glucoheptonic acid .gamma. lactone

73.0

5000
9.20 9.40 9.60 9.80 10.00

3L, m/z 41.10 53.78%
11150 1590 5599

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

Abundance
57.0
A m Ramas B L
9.20 9.40 9.60 9.80 10.00
5000 m/z 43.10 36.44%
129.0
93.0 201.0
e T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #715: Methane, isothiocyanato- R B A Rama o
73.0 9.20 9.40 9.60 9.80 10.00
m/z 61.10 24.76%
5000
35.
IIII“II‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 9.20 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:28 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown-05 Concentration Rank 23

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

9.69 10.38 ng/ul 480620 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decanone. 5.9-dimethvl- 184 C12H240 033933-82-3 14
2 Oxirane. 2-butvl-3-methvl-. cis- 114 C7H140 056052-93-8 14
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 14
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 11
5 5-Nitro-2-thienylmethylenecycloh... 281 C12H15N303S 042826-29-9 11

Abundance Scan 1166 (9.691 min): BG025653.D (-1158) (-) m/z 55.10 100.00%
54.1
5000
5.0
9.40 9.60 9.80 10.00
171.1
J .h, LH00TL 24332811 3315 4288 48511 sz 83.10 60.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48756: 2-Decanone, 5,9-dimethyl-
43.0
5000
9.40 9.60 9.80 10.00
‘ 50 1260 m/z 41.10 54 .48Y%
|“|‘|“|“|‘l‘:‘“.u“‘l‘uhu“uu||]|-8|4|.0|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
940 9.60 9.80 10.00
5000 85.0 m/z 43.10 54 .34%
mz-> 50 100 150 200 250 300 350 400 450 |
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester Al B
43.0 9.40 9.60 9.80 10.00
m/z 57.10 51.69%
5000 5.0
,...I.J.JJ,.*"IS.".’,1.69-.0.2,1?-.0..,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:29 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Cyclopentanone, 3-butyl- Concentration Rank 15

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

9.77 15.49 ng/ul 717284 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 3-butvl- 140 C9H160 057283-81-5 58
2 1.3-Cvclohexanedione. 4.4-dimethvl- 140 C8H1202 000562-46-9 46
3 1.3-Cvclohexanedione. 5.5-dimethvl- 140 C8H1202 000126-81-8 46
4 3-Hexene., 2.2-dimethvl-. (2)- 112 C8H16 000690-92-6 43
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 43

Abundance Scan 1179 (9.768 min): BG025653.D (-1174) (-) m/z 55.10 100.00%
548.1
5000
111.1
9.40 9.60 9.80 10.00
by .'l-, L] 1680 2210 2648 3099 S798417.01 5769 05  71.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #18703: Cyclopentanone, 3-butyl-
83.0
5000
41.0 140.0 9.40 9.60 9.80 10.00
m/z 41.10 65.60%
----‘|----|----|----|---- N
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
o 9.40 9.60 9.80 10.00
5000 : 140.0 m/z 83.10 57.41%
mz-> 50 100 150 200 250 300 350 400
Abundance #18466: 1,3-Cyclohexanedione, 5,5-dimethyl-
83.0 9.40 9.60 9.80 10.00
m/z 56.10 32.78%
5000 41.0
140.0
'J[U'["I' UL LA BN SANL LA SUNL AL BUNLAL LS SR
m/z--> 50 100 150 200 250 300 350 400 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:29 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknown-06 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.01 25.79 ng/ul 1194170 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
2 Neopentvl isothiocvanate 129 C6H11INS 000597-97-7 16
3 D-Mannotetradecane-1.2.3.4.5-pen... 278 C14H3005 188436-16-0 12
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 10
5 1,3-Dioxolane, 2-butyl- 130 C7H1402 004360-76-3 9
Abundance Scan 1220 (10.009 min): BG025653.D (-1215) (-) m/z 73.05 100.00%
73.0
41.1
5000
129.1
9.60 9.80 10.00 10.20 10.40
e a b 1031 | 1601 2304 2671 3419 sz 55.10 91.78%
m/z--> 0 50 100 150 200 250 300
Abundance #8363: 3-Hexanol, 2-methyl-
73.0
5000 RN SR SRR
43.0 9.60 9.80 10.00 10.20 10.40
m/z 57.10 64 .39%
,..WL“N.N..,”@O..,.... S —
m/z--> 0 50 100 150 200 250 300
Abundance
57.0
9.60 9.80 10.00 10.20 10.40
5000 90,0 1290 m/z 41.10 56.89%
86.0
m/z--> 6 55 160 1éo 260 2éo 300 '
Abundance #125664: D-Mannotetradecane-1,2,3,4,5-pentaol R e ma e e
73.0 9.60 9.80 10.00 10.20 10.40
m/z 129.05 25.96%
5000
41.0
iy “\ ‘M ) l W ]w-10|40 157.0 187.0 229.0
m/z--> c') 5'0 1(')0 1&'30 200 250 300 ' 9.60 9.80 10.00 10.20 10.40

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:30 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMOZ2.2-EPA-BG011817_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 (DEL) Alkane: Cyclicl0.24 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.24 5.35 ng/ul 247776 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 43
2 3.4-Dimethvl-2-hexene 112 C8H16 002213-37-8 38
3 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 35
4 2(5H)-Furanone. 5-(2-methvl-3-me... 166 C10H1402 1000155-85-8 32
5 Cyclopropane, 1,1,2-trimethyl-3-._. 140 C10H20 041977-43-9 32
Abundance Scan 1259 (10.238 min): BG025653.D (-1250) (-) m/z 55.10 100.00%
54.1
5000 71

10.00 10.20 10.40 10.60
m/z 83.05 95.63%

58.9197.8 273.3 3154 368.1 441.7 485.5

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #17969: Cyclohexane, butyl-
83.0

5000
10.00 10.20 10.40 10.60

o 140.0 m/z 117.05 36.34%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

55.0

10.00 10.20 10.40 10.60
5000 m/z 73.10 25.34Y%

112.0

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

Abundance #6720: 2-Hexene, 2,4-dimethyl-
83.0 10.00 10.20 10.40 10.60
m/z 39.10 24 _31%
5000 41.
m/z—-> 0 50 100 150 200 250 300 350 400 450 10.00 10.20 10.40 10.60

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:31 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown-07 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.39 7.63 ng/ul 353388 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 43
2 Benzene. tert-butvl- 134 C10H14 000098-06-6 43
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 43
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 43
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 35
Abundance Scan 1285 (10.390 min): BG025653.D (-1280) (-) m/z 119.05 100.00%
119.1
5000
411
2211 409.0 10.00 10.20 10.40 10.60 10.80
&l. 476022112633 3862 TN A923S4S1 /7 117.05  59.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
10.00 10.20 10.40 10.60 10.80
\ m/z 91.00 39.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 115.00 26.23%
41.0

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

Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 10.00 10.20 10.40 10.60 10.80
m/z 134.05 24 _87%
5000
39.0
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60 10.80

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:31 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 3-Amino-2,2-dimethyl-1-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.50 45.78 ng/ul 2119740 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Amino-2.2-dimethvl-1-propanol 103 C5H13NO 026734-09-8 53
2 Decane. 4-methvlene- 154 C1l1H22 024949-41-5 50
3 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 47
4 1-Hexene., 2-methvl- 98 C7H14 006094-02-6 46
5 Cyclooctanamine 127 C8H17N 005452-37-9 43
Abundance Scan 1304 (10.502 min): BG025653.D (-1295) (-) m/z 56.10 100.00%
56.1
5000
l%o 1550 19592302 281.0316.3 358.0 442.2 10.20 10.40 10.60 10.80
AL s 717 19592302 281.0316.3 8580 4422 nyo 4310 79.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4615: 3-Amino-2,2-dimethyl-1-propanol
30.0
5000 IRUVARRA BARRRTARERIARES!

10.20 10.40 10.60 10.80
m/z 83.10 57.71%

‘72.0
e A T T o B e R
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
10.20 10.40 10.60 10.80
5000 m/z 55.10 46.82%
97.0 154.0
e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #8847: 2,2-Dimethyl-1,3-butanediol e EAARE Raan R S
56.0 10.20 10.40 10.60 10.80
m/z 41.10 41.21%
5000
|, f0L0
et R AR ma e S
m/z--> 50 100 150 200 250 300 350 400 10. 20 10. 40 10.60 10.80

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:32 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 2H-Pyran, 2-(1,1-dimethylet... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.74 13.45 ng/ul 622588 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-(1l.1-dimethvlethoxv)... 158 C9H1802 001927-69-1 50
2 tert-C4H9C(0)YOCH(CH3)2 144 C8H1602 005129-36-2 50
3 3-Heptanone 114 C7H140 000106-35-4 43
4 3-Heptanone 114 C7H140 000106-35-4 43
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 40

Abundance Scan 1344 (10.737 min): BG025653.D (-1339) (-) m/z 57.10 100.00%
57.1
5000
03.1 10.40 10.60 10.80 11.00
0 167.1 273.8 355.1  429.5 531.6 n/z 41.10 51_83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #30326: 2H-Pyran, 2-(1,1-dimethylethoxy)tetrahydro-
57.0
5000 AUV UV RARRE N
10,40 10.60 10.80 11.00
m/z 56.10 28.65%
| | 1030
mz-> %0 100 1850 200 250 a%0 3% 4d0 4% %o
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 43.10 24 _.87%
103.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #7437: 3-Heptanone T e e
57.0 10.40 10.60 10.80 11.00
m/z 85.10 23.18%
5000
114.0
mz-> 50 100 150 200 250 300 350 400 450 500 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknown-08 Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
10.85 7.50 ng/ul 347276 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 t-Butvl 1-thio-1-desoxv-.beta.-D... 252 C10H2005S 1000126-98-1 43

2 2H-Pvran. 2-(l1l.1-dimethvlethoxvy)... 158 C9H1802 001927-69-1 35
3 Oxirane. (2-methvlbutvl)- 114 C7H140 053229-42-8 35
4 Butvl 2-(2-butoxvethoxv)acetate 232 C12H2404 1000366-90-0 35
5 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 35
Abundance Scan 1363 (10.849 min): BG025653.D (-1359) (-) m/z 57.10 100.00%
571.1
5000
| 30060 1080 170 1150
ol . 1019 20212351 28563248 4578 574110 68.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #103378: t-Butyl 1-thio-1-desoxy-.beta.-D-glucopyranoside
57.0
5000 LR UL UL UL UL
10.60 10.80 11.00 11.20
145.0 m/z 58.05 42 .88%
‘ﬂu\ H\\H\‘ 1940..23.4.0|....|....|....l....l..
m/z--> 50 100 200 250 300 350 400 450
Abundance
57.0
10.60 10.80 11.00 11.20
5000 m/z 56.10 37.43%
103.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #7553: Oxirane, (2-methylbutyl)-
41.0 10.60 10.80 11.00 11.20
m/z 85.00 35.23%
5000 850
B '¢*'\""|""|""|""|'"'l""l"" T LRI SULRULN UL B UL
m/z--> 50 100 150 200 250 300 350 400 450 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Cyclohexanone, 2-methyl-5-(... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.12 5.16 ng/ul 238752 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-methvl-5-(l-met... 154 C10H180 059471-80-6 52
2 Tetrahvdrocarvone 154 C10H180 000499-70-7 50
3 1-But-2-envlazetidine 111 C7H13N 069416-65-5 33
4 Cvclododecanemethanol 198 C13H260 001892-12-2 17
5 1-Propanone, 2-methyl-1-[2-(1-me... 154 C10H180 056259-15-5 16
Abundance Scan 1409 (11.119 min): BG025653.D (-1406) (-) m/z 55.10 100.00%
58.1
5000 111
154.2 10.80 11.00 11.20 11.40
ok .J.".ll.j, e 20T 20503376 4040 4752 | ny7 111.05  47.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #26848: Cyclohexanone, 2-methyl-5-(1-methylethyl)-
55.0 111.0
5000
10.80 11.00 11.20 11.40
154.0 m/z 69.10 47 .66%
kL .n.ﬂu..,...w....,”..,..”,....“...,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
111.0 10.80 11.00 11.20 11.40
5000 m/z 41.10 37 .54%
154.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #6145: 1-But-2-enylazetidine  RmREE S L o
55.0 10.80 11.00 11.20 11.40
m/z 43.10 33.62%
5000 111.0
mz-> 50 100 150 200 250 300 350 400 450 10.80 11.00 11.20 11.40 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Benzo[b]thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.19 27.92 ng/ul 1292650 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 86
2 Benzolblthiophene 134 C8H6S 000095-15-8 50
3 Benzolclthionhene 134 C8H6S 000270-82-6 50
4 Benzolblthiophene 134 C8H6S 000095-15-8 50
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 45
Abundance Scan 1421 (11.190 min): BG025653.D (-1412) (-) m/z 133.95 100.00%
56.1 138.9
5000
10.80 11.00 11.20 11.40 11.60
206.9 283.6 326.3  386.4 516.3 n/z 56.10 85 . 61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15270: Benzo[b]thiophene
134.0
5000
10.80 11.00 11.20 11.40 11.60
m/z 55.10 25.76%
0, %
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance
134.0
—rv—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
10.80 11.00 11.20 11.40 11.60
5000 m/z 57.10 22 .98%
450 890
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #15269: Benzo[c]thiophene e
134.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 21.03%
5000
89.0
45'04\\ [
m/z--> 50 100 150 200 250 300 350 400 450 500 10,80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 (DEL) Alkane: Cyclicll.27 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.27 66 .97 ng/ul 3100650 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. (- 112 C8H16 007642-04-8 38
2 3-Octene. (2)- 112 C8H16 014850-22-7 30
3 2-Octene 112 C8H16 000111-67-1 30
4 Cvcloheptanone 112 C7H120 000502-42-1 30
5 2-Octene, (E)- 112 C8H16 013389-42-9 27

Abundance Scan 1435 (11.272 min): BG025653.D (-1426) (-) m/z 55.10 100.00%

5.1
5000 111

11. 00 11.20 11.40 11.60
54.1
L O0Y 2200 2809 3601 4433 8468 TG0 64 40%

T T T 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6652: 2-Octene, (2)-
55.0

5000 e R S R
11. 00 11. 20 11. 40 11. 60

m/z 57.10 61.70%

,”L.p{.w..”,.”.,”..“..w...w..”,.”.,”..“..w.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0

11.00 11. 20 11. 40 11.60

O

5000 m/z 111.05  47.90%
112.0
TR B o e S L o o RIS oo e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6624 2-Octene
5.0 11.00 11.20 11.40 11.60

m/z 69.10 46.97%

,},Jljl,llzo,,, e — &%&L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknown-09 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.33 44 _38 ng/ul 2054890 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2.3-bis(l-methvlethvl)-_.. 128 C8H160 054644-32-5 47
2 Cvclohexanamine 99 C6H13N 000108-91-8 43
3 Cvclohexanamine 99 C6H13N 000108-91-8 43
4 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 37
5 Cyclopentane, (1,l1-dimethylethyl)- 126 C9H18 003875-52-3 28
Abundance Scan 1445 (11.331 min): BG025653.D (-1440) (-) m/z 56.10 100.00%
56.1
5000
111.1
157.1 11.00 11.20 11.40 11.60
Oh v .ﬂ, Mg b 1991 26593060 3608 44634843 o771 10 32.45%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
5000 UL BN R
11.00 11.20 11.40 11.60
m/z 43.10 29.08%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
56.0
11.00 11.20 11.40 11.60
5000 m/z 69.10 26.22%
99.0
15.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3531: Cyclohexanamine
56.0 11.00 11.20 11.40 11.60
m/z 55.10 25.04%
5000
99.0
ﬁgqgf't'l"”|""w"'|'”'|"”|""w"'|'”' U A UL BN BN
mz-> 0 50 100 150 200 250 300 350 400 450 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 unknown-10 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.47 23.04 ng/ul 1066770 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl isobut... 258 C14H2604 1000309-38-5 49
2 Oxalic acid. 2-ethvlhexvl nonvl ... 328 C19H3604 1000309-39-2 47
3 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 43
4 Oxalic acid. 2-ethvlhexvl pentvl... 272 C15H2804 1000309-38-7 43
5 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 43
Abundance Scan 1469 (11.472 min): BG025653.D (-1462) (-) m/z 43.10 100.00%
431
5000
1011 R DAL B SURN B
11.20 11.40 11.60 11.80
AL .-l.-',l .61 2068 2629 33243733 41011 Tnsz 57.10  64.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108900: Oxalic acid, 2-ethylhexyl isobutyl ester
57.0
5000 A DAL B SO B
11.20 11.40 11.60 11.80
m/z 71.05 53.78%
miz-> 50 100 150 200 250 300 350 400 450
Abundance
57.0
11,20 11.40 1160 11.80
5000 m/z 41.10 38.05%
112.0
171.0
miz-> 50 100 150 200 250 300 350 400 450
Abundance #28439: Nonane, 2,3-dimethyl- R B e T e o
57.0 11.20 11.40 11.60 11.80
m/z 55.10 32.88%
5000
j 112.0
'M'I'!A'IJ"}?QQ"I""I""I""I”"I'"'I"' U A B SURN B
m/z--> 50 100 150 200 250 300 350 400 450 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 unknown-11 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.71 9.61 ng/ul 445049 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroauinone mono-trimethvisilvl... 182 C9H1402Si 017881-87-7 27
2 Benzene. 1l-methvl-4-(phenvimethvl)- 182 C14H14 000620-83-7 27
3 Benzene. 1l-methvl-3-(phenvimethvl)- 182 C14H14 000620-47-3 27
4 Thioquanine 167 C5H5N5S 000154-42-7 25
5 5-Ethyl-3-nonen-6-one 168 C11H200 1000374-06-6 22
Abundance Scan 1510 (11.712 min): BG025653.D (-1504) (-) m/z 43.10 100.00%
43.1
167.1
3.1
5000
125.1 UL IR BN BN UG
11.40 11.60 11.80 12.00
_ 209.1 290.9333.0377.3  442.6 532.5 m/z 71.05 98 73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #47840: Hydroguinone mono-trimethylsilyl ether
167.0
5000 UL L B BRI UL
11.40 11.60 11.80 12.00
73.0 m/z 167.10 79.88%
T J‘ h"ll'z's'(') A R R B B L R W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
167.0
11.40 11.60 11.80 12.00
5000 m/z 55.10 68.02%
44.0 89.0
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #47338: Benzene, 1-methyl-3-(phenylmethyl)- R T R
167.0 11.40 11.60 11.80 12.00
m/z 83.10 52.57%
5000
39.0 910
"Ltki}m“'l”"l'”' LN DL DAL WL S B UL BN BN UG
m/z--> 50 100 150 200 250 300 350 400 450 500 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 unknown-12 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.85 12.81 ng/ul 592983 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 32
2 4-Undecene. 6-methvl- 168 C12H24 1000061-85-4 16
3 4-Decene. 6-methvl-. (E)- 154 C11H22 036229-57-9 16
4 1-Nonadecene 266 C19H38 018435-45-5 16
5 3-Heptene, (E)- 98 C7H14 014686-14-7 14
Abundance Scan 1533 (11.848 min): BG025653.D (-1527) (-) m/z 55.10 100.00%
59.1
5000
97.1 182.2
39, \ 11.60 11.80 12.00 12.20
It ) 2824 3027 4066 5343 otuiTNG 0 61.98%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 LRI BRI BN BRI UL
. nmnmnmnm
m/z 56.10 47 .09%
U a

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

Abundance
55.0
e B e
11.60 11.80 12.00 12.20
5000 m/z 97.10 34.34%
97.0
168.0
L B L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27061: 4-Decene, 6-methyl-, (E)- R e A RS
55.0 11.60 11.80 12.00 12.20
m/z 69.10 34.32%
5000
97.0
154 0
- R R R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 unknown-13 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 36.48 ng/ul 1688970 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.8-Dioxabicvclol3.2.11octane 114 C6H1002 000280-16-0 35
2 Oxirane. 2.2"-Toxvbis(methvlene)... 130 C6H1003 002238-07-5 32
3 Sulfurous acid. 2-propvl heptvl ... 222 C10H2203S 1000309-11-8 27
4 1-Butoxvpropan-2-vl isobutvl car... 232 C12H2404 1000378-27-6 23
5 Butanoic acid, 2,2-diethyl- 144 C8H1602 000813-58-1 12
Abundance Scan 1545 (11.918 min): BG025653.D (-1537) (-) m/z 57.10 100.00%
57.1
5000
Ll 11.60 11.80 12.00 12.20
‘ 157.1 223.1 280.8 342.0 462.6 548.4 n/z 41.10 41 .57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7237: 6,8-Dioxabicyclo[3.2.1]octane

57.0

5000 o M Ml
1160 11,80 12.00 1220
Lﬂ d

114.0 m/z 58.10 33.13%
I FULELS SN BRI LS SN B LI SN BRI WL

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

Abundance
57.0
11.60 11.80 12.00 12.20
5000 m/z 73.10 24.48%
15.0 99.0
T I B B I B AN Bama s m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78611: Sulfurous acid, 2-propy! heptyl ester L R amaEa s
1.0 11.60 11.80 12.00 12.20
m/z 59.05 23.83%
5000
990
|y ‘ 163.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 6-Undecanone Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

11.99 4.44 ng/ul 205764 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Undecanone 170 C11H220 000927-49-1 86
2 5-Decanone. 2-methvl- 170 C11H220 054410-89-8 78
3 6-Undecanone 170 C11H220 000927-49-1 64
4 Silane. ethenvldiethvimethvl- 128 C7H16Si 018292-29-0 52
5 4-Nonanone 142 C9H180 004485-09-0 50

Abundance Scan 1557 (11.989 min): BG025653.D (-1552) (-) m/z 43.10 100.00%

43.1
5000 99.0

11.60 11.80 12.00 12.20 12.40

144.0 220.1 327.0 .
bl G20 2201 2689 9270 3813 4950 n,o7771.05  68.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38232: 6-Undecanone
43.0
99.0

5000 L L
11. 60 11. 80 12. OO 12. 20 12. 40

m/z 58.10 52 .29%

...‘Hjﬂq.Huvaﬂl..”,.”.,.”.,”..,”..“...“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
11.60 11.80 12.00 12.20 12.40
5000 99.0 m/z 99.05 45.08%
170.0
R B B B R B o A B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38222: 6-Undecanone A L EREaE R s e e
43.0 99.0 11.60 11.80 12.00 12.20 12.40
' m/z 41.10 18.52%
5000
170.0
L B o B o LA L e R R e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 unknown-14 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.11 5.19 ng/ul 240271 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 43
2 .alpha.-D-Galactofuranoside. met... 250 C11H2206 010225-58-8 43
3 Butane. 1.1"-Tethvlidenebis(oxy)... 174 C10H2202 000871-22-7 38
4 Hvdrazine. 1.1-bis(2-methvlproovl)- 144 C8H20N2 016596-38-6 38
5 Pentanoic acid, 4,4-dimethyl-3-o0... 158 C8H1403 055107-14-7 38
Abundance Scan 1578 (12.112 min): BG025653.D (-1572) (-) m/z 57.10 100.00%
57.1
5000 101.1
11.80 12.00 12.20 12.40
147.1 201.2 290.5 341.3 400.8 4722 5418 /2 41.10 55 770
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4009: 1,3,4-Thiadiazol-2-amine
101.0
5000 UL RN BN SULRULN B
45.0 nmnmnmnm
‘ m/z 45.05 52.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
101.0
1180 12.00 12.20 12.40
0
5000{ 4e o m/z 55.10 51.90%
161.0
2190
m/z--> 55 160 1éo 200 250 360 3éo 460 4%0 560 '
Abundance #40927: Butane, 1,1'-[ethylidenebis(oxy)]bis- e  EaRmEEEEE L
57.0 11.80 12.00 12.20 12.40
m/z 101.10 50.63%
101.0
5000
I 1550
|
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0 560 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 unknown-15 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.21 10.68 ng/ul 494283 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvlthiane. S.S-dioxide 148 C6H1202S 067512-92-9 45
2 2-Pvrrolidinone. 1l-ethenvl- 111 C6H9NO 000088-12-0 38
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 30
4 4-(5-Methoxvindol-3-vImethvlenea... 360 C21H20N402 1000223-65-7 30
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
Abundance Scan 1595 (12.212 min): BG025653.D (-1591) (-) m/z 56.10 100.00%
56.1
133.1
5000

11.80 12.00 12.20 12.40 12.60

il 2022 3065 3999 401 L0510 95.97%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #22950: 4-Methylthiane, S,S-dioxide
55.0
5000 LRI PRI SRR LI BN
148.0 11.80 12.00 12.20 12.40 12.60
m/z 43.10 83.05%
[ “ \“\

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

56.0

11.80 12.00 12.20 12.40 12.60
5000 111.0 m/z 133.10 66.81%

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

Abundance #3330: 1-Hexene, 2-methyl-
56.0 11.80 12.00 12.20 12.40 12.60
m/z 73.10 62.46%
5000
154 | (980
1 4 |
L o B o o LA B o o o o o O LN B R R e o I REAR
m/z--> 0 50 100 150 200 250 300 350 400 450 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.39 11.42 ng/ul 528893 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 76
2 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 64
3 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 60
4 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 53
5 Styrene 104 C8HS8 000100-42-5 53
Abundance Scan 1625 (12.388 min): BG025653.D (-1620) (-) m/z 104.05 100.00%
104.1
5000 55.1
167.1 12.00 12.20 12.40 12.60 12.80
.L.n&l."l.,~.'...,.2.2?'9,2‘?5.".1.,??4.-‘.‘,....,....,...?‘,"?-? m/z 132.10  70.53%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-

104.0

5000
12.00 12.20 12.40 12.60 12.80

m/z 78.10 53.67%

51.0

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

Abundance
132.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 103.05 52.93%
51.0
89.0
i o o o LA B o o b B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104.0 12.00 12.20 12.40 12.60 12.80
m/z 55.10 46.31%
5000
51.0
i o o LA A i e S R EERm R S s S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 2(5H)-Furanone, 5,5-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.52 6.76 ng/ul 313181 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 59
2 Cvclohexane. l-methvl-4-(l-methv... 140 C10H20 006069-98-3 38
3 1-Methvl-4-(1-methvlethvl)-cvclo... 140 C10H20 000099-82-1 35
4 4-Hepten-3-one. 2.6-dimethvl- 140 C9H160 056259-14-4 35
5 cis-2-Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 35
Abundance Scan 1647 (12.517 min): BG025653.D (-1641) (-) m/z 69.10 100.00%
69.1
5000 1411
12.20 12.40 12.60 12.80
e bl Ly 1831 2977 3518 MAnT 834 | 27 97.10 84.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6392: 2(5H)-Furanone, 5,5-dimethyl-
43.0 | 97.0
5000 L ARAR DA AR BRRRR

12.20 12.40 12.60 12.80
m/z 55.10 50.33%

| M u“\‘ I ‘

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

55.0 97.0

12.20 12.40 12.60 12.80
5000 m/z 43.10 49 _96%

140.0

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

Abundance #18058: 1-Methyl-4-(1-methylethyl)-cyclohexane B B AR
55.0 12.20 12.40 12.60 12.80
97.0 m/z 141.05 36.28%
5000
140.0
|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 unknown-16 Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
12.79 4.40 ng/ul 203667 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-(3-oxobutvIl)- 168 C10H1602 026942-62-1 12
2 1-Undecene. 7-methvl- 168 C12H24 074630-42-5 12
3 Carbamic acid. acetvlthio-. O-me... 133 C4H7NO2S 016696-87-0 9

1-T1.2.41Triazol-1-vlethanone 111 C4H5N30 015625-88-4 9
5 Dimethylmalonic acid, decyl isoh... 356 C21H4004 1000361-72-0 9
Abundance Scan 1693 (12.788 min): BG025653.D (-1688) (-) m/z 43.10 100.00%
431
5000
\ 150 1240 1260 12,80 1300 1320
'CP'"“II L 2000 20083098 4214 4789 | “njz 41.10 28.41%
m/z--> 150 200 250 300 350 400 450 500
Abundance #36382: Cyclohexanone, 2-(3-oxobutyl)-
430 1110
5000 LR SR R BN B
168.0 1240 12.60 12.80 13.00 13,20
‘ m/z 55.10 24 .44%
”\H ‘Hll“‘\w h‘l‘.‘“.‘.‘l‘.‘...luun L I B R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
12:40 12.60 12.80 13.00 13.20
5000 m/z 133.00 20.02%
84.0
126.0 155
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14587: Carbamic acid, acetylthio-, O-methy! ester
43.0 12.40 12.60 12.80 13.00 13.20
m/z 111.05 19.09%
5000 91.0 133.0
IIII‘I""'I""I""I"" [rrrryrrrTyTTT T T T T T T T T T T T TTTTTTTT T T TT T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 1240 12.60 12.80 13.00 13.20

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:42 2017
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA G\DATA\BGO012517\
BG025653.D
26 Jan 2017
SJ/MA
11387-04

4:12

21 Sample Multiplier: 1

SVOA CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 9

Peak Number

31 Naphthalene, 1-methyl-

R.T. EstConc Area Relative to ISTD R.T.
12.86 35.60 ng/ul 1648170 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94

Abundance Scan 1705 (12.858 min): BG025653.D (-1699) (-) m/z 142.10 100.00%
14p.1
5000
oot OZL 185.1 237.1 332.3 423.4 515.6 1260 1280 13,00 1320
pdad02P | 1851 2371 3323 4234 8156 n77141.10  93.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 L S B UL I
12.60 12.80 13.00 13.20
m/z 115.10 46 .45%
63.0
..uﬂhh%?b”‘,..”,....“...,”..,..”,...w....,”.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142.0
12,60 12.80 13.00 13.20 |
5000 m/z 139.10 13.70%
63.0 1020
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19239: Naphthalene, 2-methyl- P
142.0 12.60 12.80 13.00 13.20
m/z 63.10 12 .30%
5000
710
mz-> 50 100 150 200 250 300 350 400 450 500 12,60 12.80 13.00 13.20

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:43 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 33 (DEL) Alkane: Cyclicl3.18 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.38 ng/ul 217209 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. l-methvl-3-(l-meth... 126 C9H18 053771-88-3 43
2 Ethvl 1-methvlcvclopropanecarbox... 128 C7H1202 071441-76-4 38
3 Cvclohexane. 1.1"-oxvbis- 182 C12H220 004645-15-2 38
4 Tridecane. 5-cvclohexvl- 266 C19H38 013151-90-1 38
5 Vinylcyclohexyl ether 126 C8H140 002182-55-0 35

Abundance Scan 1760 (13.181 min): BG025653.D (-1757) (-) m/z 55.10 100.00%

54.1

100.1

5000

12.80 13.00 13.20 13.40
m/z 57.10 78.63%

439.2 498.1

\ 223.2 268.1308.6
REmms

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11628: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0

5000 G
12.80 13.00 13.20 13.40

m/z 100.10 76 .36%

111.0

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

Abundance
55.0 100.0
12.80 13.00 13.20 13.40
5000 m/z 83.10 71.46%
14.0
R LI e s o B B L B B LS A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47194: Cyclohexane, 1,1'-oxybis- R A RAEEE RS
100.0 12.80 13.00 13.20 13.40
m/z 67.05 55.34%
55.0
5000
182.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 40 (DEL) Alkane: Cyclicl4.69 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.69 107.60 ng/ul 9811370  Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexane. l-ethvl-4-methvi-. ... 126 COH18 006236-88-0 76

003728-55-0 68
019489-10-2 59
059643-68-4 59
026964-49-8 50

2 1-EthvIl-3-methvlcvclohexane (c.t) 126 C9H18
3 cis-1-Ethvl-3-methyvyl-cvclohexane 126 C9H18
4 3.5-Dimethvl-3-heptene 126 C9H18
5 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2

Abundance Scan 2017 (14.691 min): BG025653.D (-2007) (-) m/z 97.10 100.00%
55.1 97.1
5000
14.40 14.60 14.80 15.00
o! Ma..?‘}???-?, 433000 A88S m/z 55.10 85.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000

14.40 14.60 14.80 15.00
m/z 126.05  78.45%

| ‘ g |

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

55.0 97.0

-

14.40 14.60 14.80 15.00
5000 m/z 111.10 50.98%

14.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane

14.40 14.60 14.80 15.00

550 970
m/z 43.10 47 .14%

5000

-

U‘\ |

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

I
14.40 14.60 14.80 15.00

SOM02.2-EPA-BG011817.M Thu Jan 26 17:57:44 2017

Page: 37



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
15.01 7.51 ng/ul 684379 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 38
2 n-Amvl ether 158 C10H220 000693-65-2 38
3 5-(1-lodo-1-methvl-ethvI)-3.3-di... 282 C9H15102 1000190-61-9 38
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 35
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 35
Abundance Scan 2071 (15.009 min): BG025653.D (-2066) (-) m/z 71.05 100.00%
71.0
5000

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
1431 14.60 14.80 15.00 15.20 15.40

196.1234.8

293.8 350.1

445.3 495.1

0! m/z 43.10 92.06%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19213: Heptane, 3,3,5-trimethy!-
71.0
5000 LN SRR SRR B
29. 14.60 14.80 15.00 15.20 15.40
113.0 m/z 55.10 74.67%

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

Abundance
71.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 97.05 44 .78%
29.0
115.0 158.0
LA e e T B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129609: 5-(1-lodo-1-methyl-ethyl)-3,3-dimethyl-dihydro-fu...
71.0 14.60 14.80 15.00 15.20 15.40
m/z 70.10 42.07%
5000 155.0
219 | | 1130 | 197.0 243.0283.0
L I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012517\
Data File : BG025653.D

Aca On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 42 (DEL) Alkane: Cyclicl5.29 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 40.82 ng/ul 3722140 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene. 5-methvl- 112 C8H16 013151-04-7 58
2 2-Decene. 3-methvl-. (2)- 154 C11H22 074630-26-5 53
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 50
4 Cvclobutane. 2-ethvl-1-methvl-3-... 140 C10H20 061233-72-5 50
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 50
Abundance Scan 2119 (15.291 min): BG025653.D (-2111) (-) m/z 70.10 100.00%
70.1
5000 (s Q
155.1
1b9.1 15.00 15.20 15.40 15.60
- !L,J.J Ay L], 2201 2675 3311 3890 4876 | /T e5 10 77.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6681: 1-Heptene, 5-methyl-
70.0
29. 15.00 15.20 15.40 15.60
m/z 41.10 40.99%
I'”{I"'F?ﬂ'I'”'I'”'I”"I”"I”"I”"P"'P
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
70.0
15.00 15.20 15.40 15.60
5000 m/z 57.10 35.33%
299 109.0 154.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4... T T T T
70.0 15.00 15.20 15.40 15.60
m/z 69.10 31.33%
5000
s
! |
Trrirfrrrryrrrrryrrrr[rrrr[rrrr[rrrrrrrrr [ rrrrrrr T —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—
mz-> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG012517\
Data File : BG025653.D

Acq On : 26 Jan 2017 4:12

Operator : SJ/MA

Sample : 11387-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_M
Quant Title : 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]
4-Heptanone, 2,6-... 7.29 4.0 ng/ul 1304410 1 8.18 6503830 20.0
2-Heptanone, 4,6-... 7.57 9.5 ng/ul 3089210 1 8.18 6503830 20.0
Cyclohexanone, 3,... 8.60 20.7 ng/ul 6739180 1 8.18 6503830 20.0
unknown-01 8.80 2.0 ng/ul 663682 1 8.18 6503830 20.0
unknown-02 8.97 2.2 ng/ul 708259 1 8.18 6503830 20.0
unknown-03 9.28 3.1 ng/ul 1016620 1 8.18 6503830 20.0
Hexanoic acid, 2-... 9.52 4.3 ng/ul 1397590 1 8.18 6503830 20.0
unknown-04 9.61 5.9 ng/ul 273192 2 11.00 925998 20.0
unknown-05 9.69 10.4 ng/ul 480620 2 11.00 925998 20.0
Cyclopentanone, 3... 9.77 15.5 ng/ul 717284 2 11.00 925998 20.0
unknown-06 10.01 25.8 ng/ul 1194170 2 11.00 925998 20.0
(DEL) Alkane: Cyc... 10.24 5.3 ng/ul 247776 2 11.00 925998 20.0
unknown-07 10.39 7.6 ng/ul 353388 2 11.00 925998 20.0
3-Amino-2,2-dimet... 10.50 45.8 ng/ul 2119740 2 11.00 925998 20.0
2H-Pyran, 2-(1,1-... 10.74 13.4 ng/ul 622588 2 11.00 925998 20.0
unknown-08 10.85 7.5 ng/ul 347276 2 11.00 925998 20.0
Cyclohexanone, 2-... 11.12 5.2 ng/ul 238752 2 11.00 925998 20.0
Benzo[b]thiophene 11.19 27.9 ng/ul 1292650 2 11.00 925998 20.0
(DEL) Alkane: Cyc... 11.27 67.0 ng/ul 3100650 2 11.00 925998 20.0
unknown-09 11.33 44_4 ng/ul 2054890 2 11.00 925998 20.0
unknown-10 11.47 23.0 ng/ul 1066770 2 11.00 925998 20.0
unknown-11 11.71 9.6 ng/ul 445049 2 11.00 925998 20.0
unknown-12 11.85 12.8 ng/ul 592983 2 11.00 925998 20.0
unknown-13 11.92 36.5 ng/ul 1688970 2 11.00 925998 20.0
6-Undecanone 11.99 4.4 ng/ul 205764 2 11.00 925998 20.0
unknown-14 12.11 5.2 ng/ul 240271 2 11.00 925998 20.0
unknown-15 12.21 10.7 ng/ul 494283 2 11.00 925998 20.0
1H-Inden-1-one, 2... 12.39 11.4 ng/ul 528893 2 11.00 925998 20.0
2(5H)-Furanone, 5... 12.52 6.8 ng/ul 313181 2 11.00 925998 20.0
unknown-16 12.79 4.4 ng/ul 203667 2 11.00 925998 20.0
Naphthalene, 1-me... 12.86 35.6 ng/ul 1648170 2 11.00 925998 20.0
(DEL) Alkane: Cyc... 13.18 2.4 ng/ul 217209 3 14.81 1823760 20.0
(DEL) Alkane: Cyc... 14.69 107.6 ng/ul 9811370 3 14.81 1823760 20.0
(DEL) Alkane: Str... 15.01 7.5 ng/ul 684379 3 14.81 1823760 20.0
(DEL) Alkane: Cyc... 15.29 40.8 ng/ul 3722140 3 14.81 1823760 20.0
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