LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample = 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\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 height area % max. total
1 5.994 530 537 547 rBv4 37595 81078 0.27% 0.088%
2 6.635 639 646 654 rBvV2 90949 163764 0.55% 0.179%
3 7.281 741 756 765 rBVY 305383 537762 1.80% 0.587%
4 7.510 785 795 798 rBV3 157215 286665 0.96% 0.313%
5 7.563 798 804 815 rVV 1268747 2046675 6.86% 2.233%
6 8.209 899 914 922 rBV2 1489675 3033334 10.16% 3.309%
7 8.274 922 925 937 rVB3 66208 146279 0.49% 0.160%
8 8.597 974 980 991 rVvB2 1164062 2091828 7.01% 2.282%
9 8.714 993 1000 1008 rVB6 38697 93332 0.31% 0.102%
10 8.914 1024 1034 1036 rBV9 35448 90032 0.30% 0.098%

11 8.967 1038 1043 1049 rVB 94589 167074 0.56% 0.182%
12 9.279 1090 1096 1102 rVvVv3 89240 174881 0.59% 0.191%
13 9.373 1102 1112 1124 rVV5 85912 231689 0.78% 0.253%
14 9.531 1134 1139 1143 rVV3 64927 114818 0.38% 0.125%
15 9.684 1158 1165 1174 rVB4 125528 267863 0.90% 0.292%

16 9.772 1174 1180 1184 rBV3 131704 230510 0.77% 0.251%
17 9.860 1190 1195 1200 rBV5 52537 106169 0.36% 0.116%
18 9.942 1200 1209 1215 rVV3 276819 561073 1.88% 0.612%
19 10.013 1215 1221 1224 rVV4 81813 163764 0.55% 0.179%
20 10.042 1224 1226 1230 rVVv4 73233 127555 0.43% 0.139%

21 10.095 1230 1235 1241 rVB 290755 478695 1.60% 0.522%
22 10.501 1294 1304 1313 rBV5 85517 202480 0.68% 0.221%

23 10.589 1313 1319 1324 rVV7 36235 82386 0.28% 0.090%
24 10.642 1324 1328 1340 rVB7 63915 176010 0.59% 0.192%
25 10.736 1340 1344 1352 rBvV4 46717 83341 0.28% 0.091%

26 10.888 1360 1370 1375 rVB7 53827 153665 0.51% 0.168%
27 11.000 1375 1389 1393 rBV2 604658 1512599 5.07% 1.650%
28 11.053 1393 1398 1406 rVV 1326389 2531221 8.48% 2.761%
29 11.176 1413 1419 1426 rVB2 113068 238555 0.80% 0.260%
30 11.259 1426 1433 1439 rBV4 402835 841158 2.82% 0.918%

31 11.329 1439 1445 1451 rVB 412615 704095 2.36% 0.768%

32 11.388 1452 1455 1461 rVB2 48881 79224 0.27% 0.086%
33 11.464 1461 1468 1475 rBV2 217122 397667 1.33% 0.434%
34 11.787 1516 1523 1528 rBV4 43842 96198 0.32% 0.105%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample = 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 11.846 1528 1533 1536 rVv4 122854 226489 0.76% 0.247%

36 11.887 1536 1540 1554 rVB4 221407 581193 1.95% 0.634%
37 12.087 1566 1574 1584 rBV4 33600 120966 0.41% 0.132%
38 12.210 1590 1595 1601 rVB2 115627 161498 0.54% 0.176%
39 12.322 1607 1614 1618 rBV9 50837 120287 0.40% 0.131%
40 12.387 1618 1625 1632 rVV2 463912 917251 3.07% 1.001%

41 12.516 1640 1647 1650 rBV6 61717 103448 0.35% 0.113%
42 12.604 1657 1662 1664 rBV4 76013 117706 0.39% 0.128%
43 12.645 1664 1669 1677 rVB 441065 752962 2.52% 0.821%
44 12.739 1677 1685 1694 rBV 528773 977600 3.28% 1.066%
45 12.863 1699 1706 1714 rVB 292822 515571 1.73% 0.562%

46 12.962 1716 1723 1732 rBV10 61175 166188 0.56% 0.181%
47 13.039 1732 1736 1740 rVv7 56420 90716 0.30% 0.099%
48 13.086 1740 1744 1751 rVB6 62419 95832 0.32% 0.105%
49 13.274 1765 1776 1780 rBV6 52064 158181 0.53% 0.173%
50 13.344 1780 1788 1803 rVB6 252640 812544 2.72% 0.886%

51 13.638 1833 1838 1850 rBVS8 88975 239732 0.80% 0.262%
52 13.779 1858 1862 1867 rVV7 68305 137676 0.46% 0.150%
53 13.838 1867 1872 1885 rVB2 192511 442488 1.48% 0.483%
54 13.973 1885 1895 1904 rBV9 160082 536399 1.80% 0.585%
55 14.138 1915 1923 1929 rBV9 162045 490624 1.64% 0.535%

56 14.196 1931 1933 1938 rVB2 99438 131717 0.44% 0.144%
57 14.290 1947 1949 1957 rVB9 46686 81994 0.27% 0.089%
58 14.396 1957 1967 1971 rBV9 105777 325746 1.09% 0.355%
59 14.502 1980 1985 1994 rVB 167583 335092 1.12% 0.366%
60 14.608 1995 2003 2007 rBV10 77433 216718 0.73% 0.236%

61 14.666 2007 2013 2020 rVB5 204409 451916 1.51% 0.493%
62 14.807 2027 2037 2043 rBvV 787970 1416975 4._75% 1.546%
63 14.948 2057 2061 2076 rVB3 76303 233897 0.78% 0.255%
64 15.101 2079 2087 2091 rBV3 211689 475383 1.59% 0.519%
65 15.166 2092 2098 2101 rBV7 135601 273350 0.92% 0.298%

66 15.254 2108 2113 2120 rBV8 137376 339717 1.14% 0.371%
67 15.413 2131 2140 2150 rVB 1222600 3006546 10.08% 3.280%
68 15.524 2154 2159 2164 rVBS8 89703 123512 0.41% 0.135%
69 15.677 2178 2185 2190 rBv4 123201 288791 0.97% 0.315%
70 15.730 2190 2194 2197 rBV5 96133 156257 0.52% 0.170%

71 15.794 2201 2205 2209 rVvVv 87269 128832 0.43% 0.141%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample = 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .M

= SVOA CALIBRATION

72 15.853 2209 2215 2221 rVB7 131671 274951 0.92% 0.300%
73 15.947 2224 2231 2253 rVB 7024480 13467687 45.13% 14.691%
74 16.123 2256 2261 2275 rVB5 222570 519825 1.74% 0.567%
75 16.253 2276 2283 2294 rVB4 147921 382138 1.28% 0.417%

76 16.482 2316 2322 2325 rBVS 67419 142659 0.48% 0.156%
77 16.535 2325 2331 2341 rVB 1438466 2460525 8.25% 2.684%
78 16.682 2351 2356 2359 rBV7 53857 104543 0.35% 0.114%
79 16.829 2377 2381 2393 rVV 330533 569715 1.91% 0.621%
80 16.928 2393 2398 2410 rVB 910080 1495230 5.01% 1.631%

81 17.222 2437 2448 2464 rBV 16391771 29841433 100.00% 32.552%
82 17.428 2478 2483 2489 rVB5 96606 194997 0.65% 0.213%
83 17.481 2489 2492 2499 rVV9 64555 117711 0.39% 0.128%
84 17.557 2499 2505 2510 rVV2 960867 1557544 5.22% 1.699%
85 17.598 2510 2512 2517 rVV 201357 297775 1.00% 0.325%

86 17.657 2517 2522 2534 rVB2 298414 541000 1.81% 0.590%
87 17.968 2572 2575 2579 rVB3 83454 118522 0.40% 0.129%
88 18.350 2636 2640 2647 rBV9 49925 93610 0.31% 0.102%
89 18.538 2668 2672 2678 rBV2 61371 90081 0.30% 0.098%
90 18.626 2679 2687 2698 rVB3 191494 390751 1.31% 0.426%

91 18.979 2742 2747 2755 rVB2 155076 253046 0.85% 0.276%
92 19.384 2810 2816 2826 rBV 292037 461958 1.55% 0.504%
93 19.484 2829 2833 2840 rVB2 60640 94197 0.32% 0.103%
94 19.678 2862 2866 2869 rBV5 50680 76488 0.26% 0.083%
95 19.931 2904 2909 2918 rBV 207867 330922 1.11% 0.361%

96 21.846 3228 3235 3243 rBV 973312 1688172 5.66% 1.842%
97 25.007 3765 3773 3783 rVB 88620 228793 0.77% 0.250%
98 25.242 3802 3813 3827 rVB3 504056 1571141 5.26% 1.714%
99 26.276 3980 3989 3994 rBVS 47248 127050 0.43% 0.139%
100 27.675 4219 4227 4235 rVB10 39687 135156 0.45% 0.147%

Sum of corrected areas: 91672853
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

= C:\DATABASE\NIST11.L

TIC Library

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG025698.D
1.5e+07
1le+07
5000000
756 821 ggo .
U
o 599 663 .28 27}878@59@87 B
e e LT L e e e B oia Stib i Rt
Time--> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50

Abundance TIC: BG025698.D
1722
1.5e+07
1le+07
15.95
5000000
14.8 ?541 16.53 6,93|| 1756 ) 21.85
 EBERRMIEAeNI A4 SEBIERI 026 g6 651" | (WAMP037.9716 B5618,98 19988 66,93 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: BG025698.D
1.5e+07
1le+07
5000000
. 25,6024 26.28 27.67
o o
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\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 4-Octanone, 2-methyl- Concentration Rank 26

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

7.28 3.55 ng/ul 537762 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 64
2 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 45
3 1-Propoxypropan-2-yl 2-methylbut... 202 C11H2203 1000367-10-7 39
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 38
5 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 38

Abundance Scan 756 (7.281 min): BG025698.D (-741) (-) m/z 57.10 100.00%
57
85
5000
142 7.00 7.20 7.40 7.60
- .3&, e 200 T 184 221 270 808 385 400 | Tz 85.10  56.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #19988: 4-Octanone, 2-methyl-
57
85
5000 A UL L L IR
7.00 7.20 7.40 7.60
29 m/z 41.10 33.72%
142
"thhhf"ﬁy?“jl""l"" L DAY SR BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 R UL L L IR
7.00 7.20 7.40 7.60
5000 m/z 58.10 24 . 44%
29
142
113
m/z--> 50 100 150 200 250 300 350 400
Abundance #62462: 1-Propoxypropan-2-yl 2-methylbutanoate T i e
57 gs 7.00 7.20 7.40 7.60
m/z 43.10 17.20%
5000
B |l e
m/z--> 50 100 150 200 250 300 350 400 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 2-Heptanone, 4,6-dimethyl- Concentration Rank 5

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

7.56 13.49 ng/ul 2046680 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 64
2 2-Hexanone 100 C6H120 000591-78-6 38
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
4 Pentanal, 2-methyl- 100 C6H120 000123-15-9 38
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 37

Abundance Scan 804 (7.563 min): BG025698.D (-798) (-) m/z 43.10 100.00%
43
5000
85 IIIIIIIIIIIII|IIII|I
7.20 7.40 7.60 7.80
- ,L r2lAs8 203 2 e A2 038 'm/z 58.10 58.59%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
5000 II'/'\"I""I""I""II
85 7.20 7.40 7.60 7.80
m/z 69.10 28.96%
m/z--> 6 50 160 150 200 250 300 350 400 450 500 550
Abundance
43
USRI SR UL R
7.20 7.40 7.60 7.80
5000 m/z 85.10 26 .75%
71 100
w7 % 1o 1k 20 76 6 3% o w0 s 50
Abundance #7623: Hexane, 3-ethyl- R B
43 7.20 7.40 7.60 7.80
m/z 41.10 24 . 75%
5000 85
I:!-S'”"'llw'!"ll'lf‘r"l"" rrrryrrrTpTTTT T T T T T T T T T T T T T T T rrrerrpTer T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 3 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4

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

8.60 13.79 ng/ul 2091830 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
4 Cyclopentane, 1,l1-dimethyl- 98 C7H14 001638-26-2 72
5 Cyclohexane, decyl- 224 C16H32 001795-16-0 59

Abundance Scan 981 (8.603 min): BG025698.D (-974) (-) m/z 83.05 100.00%
83
55
5000
ue 8.20 8.40 8.60 8.80 9.00
L2 | 171 207232 277302 338 | 411465 | nso7 69 10 54.65%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83
5000 USRS SRS SRS R
55 8.20 8.40 8.60 8.80 9.00
‘ 140 m/z 55.10 53.06%
9
|"WMFM‘J }}a"l""P"'I""I""I""I""P'
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
83
8.20 8.40 8.60 8.80 9.00
5000 m/z 56.10 49.94%
55
140
27 107
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83 8.20 8.40 8.60 8.80 9.00
m/z 41.10 35.85%
5000 55
27“ \ 140 /\
I'hu'l"ﬂ'}}%"l"”I""I""I"" Y NN INEEBARERE RN RS R
miz--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 (DEL) Alkane: Cyclic9.68 Concentration Rank 27

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

9.68 3.54 ng/ul 267863 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 3-ethyl-3-methyl- 112 C8H16 006196-60-7 35
2 2(5H)-Furanone, 5-(2-methyl-3-me... 166 C10H1402 1000155-85-8 32
3 dI-Noformicin sulfate 197 C8H15N50 1000131-37-1 32
4 Binapacryl 322 C15H18N206 000485-31-4 32
5 2-Butenoic acid, 2-methyl-, 2-pr... 140 C8H1202 007493-71-2 32

Abundance Scan 1164 (9.678 min): BG025698.D (-1158) (-) m/z 55.05 100.00%
55
83
5000
129 IS R A SUNRE
9.40 9.60 9.80 10.00
355362 m/z 83.10 59.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6769: 1-Pentene, 3-ethyl-3-methyl-
55
83
5000
9.40 9.60 9.80 10.00
m/z 73.10 55.48%
..“..,.“..‘.,1.1?..,.... N —
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
9.40 9.60 9.80 10.00
5000 m/z 41.10 37.67%
27
123
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59006: dI-Noformicin sulfate e B Baa e e
83 9.40 9.60 9.80 10.00
m/z 59.10 37 .34%
5000
56
il 136 180
mz-> 0 50 160 150 200 250 300 350 400 450 500 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 (DEL) Alkane: Cyclic9.77 Concentration Rank 32

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

9.77 3.05 ng/ul 230510 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 55
2 Cyclohexanone, 3-methyl-, (R)- 112 C7H120 013368-65-5 49
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 49
4 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 46
5 2-Methyl-2-heptene 112 C8H16 000627-97-4 46

Abundance Scan 1180 (9.772 min): BG025698.D (-1174) (-) m/z 55.10 100.00%
55
5000
9.40 9.60 9.80 10.00
il 279 342371 445 495 n/z 41.05 85 810
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6743: 3-Heptene, 2-methyl-, (E)-
69
41
5000 LSS SR U
9.40 9.60 9.80 10.00
112 m/z 69.10 83.29%
I}§MMLMM'“L"I"”I""P"'I'”'I"”I"'W""P
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
41 9.40 9.60 9.80 10.00
5000 m/z 83.05 66.96%
112
15
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6748: 3-Heptene, 2-methyl-, (E)-
69 9.40 9.60 9.80 10.00
41 m/z 56.05 41.79%
5000
112
15
Ph'{HJ'hl"'W""I”"I"”I""P"'I'”'I"'W'
mz--> 0 50 100 150 200 250 300 350 400 450 500 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:25 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 6 unknown-01 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.01 2.17 ng/ul 163764 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanol-4 172 C11H240 004272-06-4 33
2 9-Oxabicyclo[3.3.1]nonan-2-one, ... 156 C8H1203 035519-67-6 10
3 5-Bromovaleric acid, nonyl ester 306 C14H27Br02 1000299-98-0 10
4 D-Mannopentadecane-1,2,3,4,5-pen... 292 C15H3205 1000160-51-0 10
5 Sucrose 342 C12H22011 000057-50-1 10
Abundance Scan 1220 (10.007 min): BG025698.D (-1215) (-) m/z 73.10 100.00%
7B
5000 41
129
9.60 9.80 10.00 10.20 10.40
A0 | 164 202 280261310 350 406 442 521 | nso 55 10 77.02%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39773: Undecanol-4
55
5000 RN SR SR BN
9.60 9.80 10.00 10.20 10.40
29 111 m/z 57.10 62 .48%
“ ‘h ‘\ ““‘8“3 1 154
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
100 ISR IR BN BN I
9.60 9.80 10.00 10.20 10.40
5000 m/z 41.10 48_.02%
29 128

156

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

Abundance #149163: 5-Bromovaleric acid, nonyl ester T e
55 9.60 9.80 10.00 10.20 10.40
101 m/z 129.05 19.33%
181
5000
29 35
| L =
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.60 9.80 10.00 10.20 10.40

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:26 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 1H-1,2,4-Triazole-3-carboxa... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.68 ng/ul 202480 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1,2,4-Triazole-3-carboxaldehy... 111 C4H5N30 056804-98-9 50
2 Cyclopentanone, 2,3-dimethyl- 112 C7H120 1000151-06-7 47
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 46
4 1-Hexanesulfonic acid, methyl ester 180 C7H1603S 010307-26-3 43
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 43
Abundance Scan 1304 (10.501 min): BG025698.D (-1294) (-) m/z 43.10 100.00%
83
5000
10.20 10.40 10.60 10.80
224 272 321 374 405429 473 n/z 56.10 75 560
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #6059: 1H-1,2,4-Triazole-3-carboxaldehyde, 5-methyl-
56
83
5000 111 10.20 10.40 10.60 10.80
m/z 83.10 62.12%
"'Wt"l”"l'”'I"”I"'W""P"'I”"I'”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
56
. 10.20 10.40 10.60 10.80
0
5000 83 112 m/z 41.10 51.65%
mz-> 50 100 150 200 250 300 350 400 450
Abundance #3391: Cyclopentane, 1,2-dimethyl- e B e
56 10.20 10.40 10.60 10.80
m/z 55.10 46.18%
5000
LT
11|
m/z--> 50 100 150 200 250 300 350 400 450 10,20 10.40 10.60 10.80

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:27 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 unknown-02 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.03 ng/ul 153665 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propan-2-one 0-(2-chloro-1-methy... 149 C6H12CINO 1000186-05-6 43
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 32
3 4-Decene, 9-methyl-, (E)- 154 C11H22 062338-49-2 27
4 5-Methyl-2-hexanol, trifluoroace... 212 C9H15F302 1000364-20-2 27
5 Hydroperoxide, l-ethylbutyl 118 C6H1402 024254-56-6 22
Abundance Scan 1370 (10.888 min): BG025698.D (-1360) (-) m/z 56.10 100.00%
56
5000
‘ h 181
201 234 425 506 10.60 10.80 11.00 11.20
|"'|'I| “'"'||||'“I..“.,'...'.,....3??...:15.6.:??7,..'.'.“...,'... m/z 55.05 68.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23457: Propan-2-one O-(2-chloro-1-methyl-ethyl)-oxime
56
5000 RN BN SULRILE RIS R
10.60 10.80 11.00 11.20
100 m/z 43.05 60.15%
2?\‘\‘\\‘ L ‘ 149
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
10,60 10.80 11.00 11.20
5000 m/z 69.05 45_.72%
29 111
85 145173199
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27064: 4-Decene, 9-methyl-, (E)- R e R
56 10.60 10.80 11.00 11.20
m/z 57.10 43.12%
5000
83
“ 111 154
mz-> 6 %0 100 150 200 280 300 o 40 4o 560 10,60 10.80 11.00 11.20

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:27 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 9 Benzo[c]thiophene Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
11.18 3.15 ng/ul 238555 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 93
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 87
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 87
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 87

Abundance Scan 1420 (11.182 min): BG025698.D (-1413) (-) m/z 134.00 100.00%
134
5000
63 & 10.80 11.00 11.20 11.40
3 . . . .
. .3;.‘-'.h.-~|.l--, bl 200 265295 408 408 m/z 89.05 17.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15269: Benzo[c]thiophene
134
5000
10.80 11.00 11.20 11.40
m/z 135.00 11.13%
89
N
mz-> 50 100 150 200 250 300 350 400 450
Abundance
134
10.80 11.00 11.20 11.40
5000 m/z 108.00 10.01%
39 63 89
mz-> 50 100 150 200 250 300 350 400 450
Abundance #15272: Cyclopenta[c]thiapyran
34 10.80 11.00 11.20 11.40
m/z 63.00 9.63%
5000
63 89
"'\HW'HHh"'I""I""I”"I""I""I""I"' ARSI AR B
m/z--> 50 100 150 200 250 300 350 400 450 10.80 11.00 11.20 11.40

SOMO2.2-EPA-BG011817 .M Fri

Jan 27 18:11:28 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 10 (DEL) Alkane: Cyclicll.26 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.26 11.12 ng/ul 841158 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene, (2)- 112 C8H16 007642-04-8 42
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 41
3 3-Octene, (2)- 112 C8H16 014850-22-7 35
4 2-Pentenal, 2-ethyl- 112 C7H120 003491-57-4 35
5 4-Octene, (2)- 112 C8H16 007642-15-1 30
Abundance Scan 1433 (11.259 min): BG025698.D (-1426) (-) m/z 55.05 100.00%
55
111
5000
83| | 139 11,00 11,20 11.40 11.60
bt 185220 %4368 2% 'm/z 41.10 65.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6652: 2-Octene, (2)-
55
5000 LI S UL I B
29 112 11,00 11.20 11.40 11.60
‘ 83 m/z 111.10 62.53%
1y ‘

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

97
11.00 11.20 11.40 11.60
5000 m/z 69.05 57.20%

27

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

Abundance #6648: 3-Octene, (2)- B EamEms Ln i aasat SEe

5 11.00 11.20 11.40 11.60

m/z 56.05 38.91%
5000
27 112
83
L B B s B N B!

mz-> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.20 11.40 11.60

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:29 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.33 9.31 ng/ul 704095 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
2 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 9
3 Ethanamine, N-butylidene- 99 C6H13N 001611-12-7 9
4 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 9
5 3,4,5-Trimethyldihydrofuran-2-one 128 C7H1202 1000194-05-2 9
Abundance Scan 1445 (11.329 min): BG025698.D (-1439) (-) m/z 56.10 100.00%
56
5000
H|85 11[1134157 199 245 294 358 392 461 1100 11.20 1140 1L.50
A o N T T S e e m/z 71.10 28.66%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56
5000
11.00 11.20 11.40 11.60
29 111145 m/z 69.10 27 .47%
e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
56
11.00 11.20 11.40 11.60
5000 m/z 55.10 24 _.90%
21 83 112
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3551: Ethanamine, N-butylidene- T e e
56 11.00 11.20 11.40 11.60
m/z 41.10 23.86%
5000
84
"'ht"'W"'W""I"”I""I'”'I""I”"I" USRI BN BUNRE IR
m/z-> 0 50 100 150 200 250 300 350 400 450 11.00 11.20 11.40 11.60

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:29 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 12 unknown-04 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.46 5.26 ng/ul 397667 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 47
2 Decane, 4-methyl- 156 C11H24 002847-72-5 38
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 38
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 37
5 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 35
Abundance Scan 1467 (11.458 min): BG025698.D (-1461) (-) m/z 43.10 100.00%
5000
112 "11% 1140 11.60 1180

141170 209 249 281307335 393

m/z 71.10 67 .76%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #85787: Ethanedioic acid, bis(3-methylbutyl) ester
43
71
5000

11.20 11.40 11.60 11.80
m/z 57.10 45.20%

/| 115 161188 230

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
71 T T T
11.20 11.40 11.60 11.80
5000 m/z 55.10 28.86%
112
156
e I e o e e B e LA I o e e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #19190: Octane, 3,3-dimethyl- T
43 71 11.20 11.40 11.60 11.80
m/z 58.05 28.55%
5000
J{ ‘ 113
) I
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 11.20 11.40 11.60 11.80

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:30 2017 Page: 16



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BG012617\
BG025698.D

27 Jan 2017 11:36

SJ/MA

11387-09DL 10X

37 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

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

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-05 Concentration Rank 33

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

11.85 2.99 ng/ul 226489 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 47
2 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 43
3 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 43
4 A-Trifluoroacetoxytridecane 296 C15H27F302 1000245-47-3 40
5 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 38
Abundance Scan 1534 (11.852 min): BG025698.D (-1528) (-) m/z 41.10 100.00%

41
97
5000
1160 11,80 12,00 12.20

Ay W 22 "m/z 55.10 94.31%

T
m/z--> 0 50

100 150 200 250 300 350 400 450 500

Abundance

5000

il I

#175491: Erucic acid

83

11. 60 11. 80 12. OO 12 20

320

11
‘\ P 139166195 236 278
R

m/z 97.05 62 .46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
11.60 11.80 12.00 12.20
5000 m/z 56.10 59.01%
97
27 125 168
L I e A B e B mmaa e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11601: trans-1,2-Diethyl cyclopentane e e
55 97 11.60 11.80 12.00 12.20
m/z 69.10 41 .40%
5000
27 126
\
L B L I e B Rl Bmma s e A e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11. 60 11. 80 12. OO 12 20

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:31 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 14 unknown-06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.89 7.68 ng/ul 581193 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl-3-propoxy- 114 C7H140 053897-29-3 43
2 Oxirane, 2,2"-[oxybis(methylene)... 130 C6H1003 002238-07-5 38
3 Butane, 1,1"-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 37
4 6,8-Dioxabicyclo[3.2.1]octane 114 C6H1002 000280-16-0 32
5 3-(2-Ethylhexyloxy)-propylamine 187 C11H25N0O 005397-31-9 25
Abundance Scan 1540 (11.887 min): BG025698.D (-1536) (-) m/z 57.10 100.00%
57
5000
| 1sose2 246 281 332 436466 501 533 1160 1180 12.00 1220 _
m/z 41.10 55.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7595: 1-Propene, 2-methyl-3-propoxy-
57
5000 LR B LI UL
11,60 11.80 12.00 12.20
27 m/z 55.10 32.27%
114
”hﬂﬂiﬁ§,”..,”.. L i e O
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
11,60 11.80 12,00 12.20
5000 m/z 58.05 24 _.97%
29
87
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57 11.60 11.80 12.00 12.20
m/z 56.10 22.61%
5000
29
85
Ll | 18t
mz-> 0 50 100 150 200 250 300 350 400 450 500 11,60 11.80 12,00 12.20

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:31 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 unknown-07 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.

12.21 2.14 ng/ul 161498 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pyrrolidinone, 1l-ethenyl- 111 C6HONO 000088-12-0 47
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
4 1-Piperazinecarboxaldehyde 114 C5H10N20 007755-92-2 38
5 1-(Allylamino)butane-1,3-dione 141 C7H11NO2 041153-95-1 38

Abundance Scan 1595 (12.210 min): BG025698.D (-1590) (-) m/z 55.10 100.00%

55

5000

111

11.80 12.00 12.20 12.40 12.60
m/z 56.10 91.85%

157 199 239 59, 333 381 446 504533

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6119: 2-Pyrrolidinone, 1-ethenyl-
56
5000 28 | LJNLNLINLE LI L L LB LB L
111 11.80 12.00 12.20 12.40 12.60
m/z 73.05 66 .56%
L8
L A B AL s A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
R BN RER S SRR
83 11.80 12.00 12.20 12.40 12.60
5000 m/z 43.10 64.69%

27

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

Abundance #3331: 1-Hexene, 2-methyl- I B e
56 11.80 12.00 12.20 12.40 12.60
m/z 69.05 53.48%
5000
27
98
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.39 12.13 ng/ul 917251 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 95
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 93
4 Styrene 104 C8HS8 000100-42-5 76
5 Bicyclo[4.2.0]Jocta-1,3,5-triene 104 C8HS8 000694-87-1 68

Abundance Scan 1626 (12.393 min): BG025698.D (-1618) (-) m/z 104.05 100.00%

104
132
5000 78
51

12. 00 12. 20 12. 40 12 60 12. 80
el L J97 199220240 296 355 | Thz77132.10  74.85%

m/z--> 50 100 150 200 250 300 350
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-

104
132

5000 8 L L L
12. 00 12. 20 12. 40 12 60 12. 80

m/z 103.10 54 .94%

i |
S I I N N
m/z--> 50 100 150 200 250 300 350
Abundance
104 132

12. 00 12.20 12. 40 12 60 12. 80

5000 m/z 78.10 43.32%
78
51
27

—— T T T

m/z--> 50 100 150 200 250 300 350
Abundance #14547: 1H-Inden-1-one, 2,3-dihydro-  ERmEEEr T EEEEE SRS
104 132 12. 00 12. 20 12. 40 12 60 12. 80

m/z 77.10 38.14%

5000
51 78
27‘ ‘
PR | |
— -t

m/z--> 50 100 150 200 250 300 350 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\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 17 2-Cyclohexen-1-one, 3,5-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.74 12.93 ng/ul 977600 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 59
2 lIsophorone 138 C9H140 000078-59-1 56
3 1H-Pyrazole, 4,5-dihydro-5,5-dim... 138 C8H14N2 106251-09-6 56
4 1H-Pyrazole, 1l-methyl- 82 C4H6N2 000930-36-9 50

5 2-Cyclohexen-1-one,

3,5-dimethyl- 124 C8H120

001123-09-7 50

Abundance Scan 1685 (12.739 min): BG025698.D (-1677) (-)
8p
5000
54
109
0 L. 152 207 250 304 423 490 537
A i i o e e N BALI AL I B o o S S
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10551: 2-Cyclohexen-1-one, 3,5-dimethyl-
82
5000
124
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
82
5000
39 138
110
T T T T T e T T T
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #17472: 1H-Pyrazole, 4,5-dihydro-5,5-dimethyl-4-isopropyli...
82
5000
39 138
m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 82.10 100.00%

fk

12. 40 12. 60 12. 80 13. 00

m/z 54.10 14 .06%

T

12.40 12.60 12.80 13.00

m/z 39.10 14 _.05%

sl

12. 40 12. 60 12. 80 13.00

m/z 53.05 9.06%

12.40 12.60 12.80 13.00

m/z 109.10 8.61%

12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 18 1,4-Methanonaphthalene, 1,4... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.86 6.82 ng/ul 515571 Naphthalene-d8 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 90
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 90
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 87
5 Benzocycloheptatriene 142 C11H10 000264-09-5 86
Abundance Scan 1706 (12.863 min): BG025698.D (-1699) (-) m/z 142.10 100.00%
142
5000 115
% 176 210 248 284 357 548 12:50 12.80 13.00 13.20
il d) 176210 248 284 357 848 n57141 .05  89.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141
5000
12.60 12.80 13.00 13.20
J m/z 115.10  46.23%
e By
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
142
12.60 12.80 13.00 13.20
5000 m/z 63.00 12.33%
115
63
27
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19232: Naphthalene, 1-methyl-
142 12.60 12.80 13.00 13.20
m/z 143.05 11.63%
5000 115
27 83
m/z--> % 100 150 200 250 300 350 400 450 500 550 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 unknown-08 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.96 2.35 ng/ul 166188 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-3-pentyl-cyclohexanone 184 C11H2002 1000185-35-7 10
2 Disulfide, bis(l-methylethyl) 150 C6H14S2 004253-89-8 10
3 Tetracosanoic acid 368 C24H4802 000557-59-5 9
4 Sulfurous acid, butyl 2-propyl e... 180 C7H1603S 1000309-11-4 9
5 Mannofuranoside, methyl 6-deoxy-... 276 C12H2007 029836-38-2 9
Abundance Scan 1723 (12.962 min): BG025698.D (-1716) (-) m/z 43.10 100.00%
5000
73
% 1250 12.60 12,80 13.00 13.20
184 221 368 . . . )
s e A s 20 m/z 55.10  62.60%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48478: 4-Hydroxy-3-pentyl-cyclohexanone
5
29 113
5000 140 U LS SRR R B
82 12. 60 12. 80 13. oo 13.20

“ 184 m/z 41.10 48 _.82%
T i

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

Abundance
43
R o R R
12.60 12.80 13.00 13.20
5000 m/z 73.10 31.38%
108
150
15 74
L B L B B o AL B B oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #195784: Tetracosanoic acid R A RAEmE R
43 73 12.60 12.80 13.00 13.20
m/z 57.05 28.81%
5000
185
18J 227 269597325
I‘II I IIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 20 unknown-09 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.23 ng/ul 158181 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone 134 C8H602 000087-41-2 38
2 Benzamide, N-(aminocarbonyl)-N-(... 252 C11H12N203S 074779-60-5 35
3 2-Propen-1-one, 2-methyl-1-phenyl- 146 C10H100 000769-60-8 30
4 Dimethylphenacylsulfonium bromide 260 C10H13BrOS 005667-47-0 25
5 Cyclopropyl phenyl ketone 146 C10H100 003481-02-5 25
Abundance Scan 1775 (13.268 min): BG025698.D (-1765) (-) m/z 105.10 100.00%
-, 185
5000
o 12 “w/z 77.05  80.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15259: 1(3H)-Isobenzofuranone
105
5000 77 SRR SUNILE BN BN
134 13.00 13.20 13.40 13.60
51 m/z 57.10 55.94%
18 | | ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
105
SRR SUNILR BN BN
77 13.00 13.20 13.40 13.60
5000 m/z 134.00 31.20%
51 147 1091
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21576: 2-Propen-1-one, 2-methyl-1-phenyl-
105 13.00 13.20 13.40 13.60
m/z 41.10 29.36%
77
5000 146
51
Il
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 21 unknown-10 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.25 ng/ul 442488 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 49
2 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 49
3 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 47
4 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 47
5 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 47
Abundance SCﬁl)n 1872 (13.838 min): BG025698.D (-1867) (-) m/z 109.10 100.00%
109
5000 82
41 141
13.60 13.80 14.00 14.20
69 236262 299 342367 417446 487 m/z 82.05 51.23%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #5536: Pyridine, 2,5-diamino-
109
5000
13.60 13.80 14.00 14.20
54 82 m/z 141.05 27 .46%
|'?F“W‘ﬂ'l I BRI UARLELEL S DAL S S B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
109
13.60 13.80 14.00 14.20
5000 m/z 41.10 25.71%
5582
28

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5527: 2,6-Pyridinediamine A RREEs Ba S
109 13.60 13.80 14.00 14.20

m/z 55.10 13.73%

5000
82

39
14 g |y

I T I I
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 22 unknown-11 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.97 7.57 ng/ul 536399 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 35
2 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 35
3 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 35
4 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 22
5 1-Ethoxy-2-chloro-2-2-(thienyl)c... 202 C9H11CIOS 1000222-13-7 22
Abundance Scan 1894 (13.967 min): BG025698.D (-1885) (-) m/z 109.10 100.00%
109
5000 82 126
43
13.60 13.80 14.00 14.20
270 322
L1326 288 200 Dec Se8d0L 443 S0 sz 156.10  52.70%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5527: 2,6-Pyridinediamine
109
5000
82 13.60 13.80 14.00 14.20
m/z 82.10 50.84%
b |

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

Abundance
109
13.60 13.80 14.00 14.20
5000 m/z 43.10 23.91%
54 82
27
I L B B B B I B a s B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5532: 2,6-Pyridinediamine R A RAEEmEa
109 13.60 13.80 14.00 14.20
m/z 117.05 22.98%
82
5000
39
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:37 2017 Page: 26



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 23 unknown-12 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.14 6.92 ng/ul 490624 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide, methyl phenyl 156 C7H8S2 014173-25-2 46
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 46
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 46
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 42
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 42
Abundance Scan 1923 (14.138 min): BG025698.D (-1915) (-) m/z 95.05 100.00%
9
5000 43 126
67
128 | or o s ssian aey || 1390 1400 1420 1040 |
S m/z 156.05 52.62%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #28779: Disulfide, methyl phenyl
156
5000
109 13.80 14.00 14.20 14.40
51 m/z 141.05 49 _47%
..Z?J.“i‘.““.“.‘.‘l‘.‘...‘,H....|....|....|....|....|....|...
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
156
13.80 14.00 14.20 14.40
5000 m/z 43.10 46.73%
. 51 77 115
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #28501: Naphthalene, 1,6-dimethyl-  REaaa e R
156 13.80 14.00 14.20 14.40
m/z 55.10 38.91%
5000
115
28 69 L
mz-> 0 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 24 unknown-13 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.40 4.60 ng/ul 325746 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid, 3,5,5-triethyl- 214 C13H2602 1000160-77-1 35
2 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 30
3 Cyclopropane, 1-hexyl-2-propyl-,... 168 C12H24 074630-58-3 27
4 2-Butenoic acid, 2-methyl-, meth... 114 C6H1002 005953-76-4 22
5 n-Nonadecanol-1 284 C19H400 001454-84-8 22
Abundance Scan 1968 (14.402 min): BG025698.D (-1957) (-) m/z 57.10 100.00%
5000
192 278 14.00 14.20 14.40 14.60 14.80
2za2et Kot m/z 83.05  96.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72693: Heptanoic acid, 3,5,5-triethyl-
57
5000 8 125 AR AR ISR SN B
29 167 14.00 14.20 14.40 14.60 14.80
‘ m/z 55.10 88.24%
....‘ll...l....l....l.... e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
83
14.00 14.20 14.40 14.60 14.80
5000 55 m/z 71.05 54 _77%
29 111
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #36865: Cyclopropane, 1-hexyl-2-propyl-, cis- N e o
55 14.00 14.20 14.40 14.60 14.80
m/z 41.10 51.76%
5000
29 83
mz-> 50 100 150 200 250 300 350 400 450 500 | | 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 25 Cyclooctane, 1,5-dimethyl-2_.._. Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.06 ng/ul 216718 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane, 1,5-dimethyl-2,6-bi... 164 C12H20 074301-13-6 78
2 1-(2,3,5-Trimethyl-6-pyrazinyl)-... 178 C10H14N20 086461-68-9 68
3 Bicyclo[2.2.2]octane, 1-chloro-4... 158 C9H15CI 007697-06-5 27
4 Dispiro[2.1.2.1]octane, 1,1,6,6-... 164 C12H20 1000150-39-2 25
5 1,3-Pentadiene, 5-(2,2-dimethylc... 164 C12H20 1000150-39-6 22
Abundance Scan 2003 (14.608 min): BG025698.D (-1995) (-) m/z 121.10 100.00%

5000

14.20 14.40 14.60 14.80 15.00
m/z 79.10 83.31%

210 948276

348 399 452480 535

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33791: Cyclooctane, 1,5-dimethyl-2,6-bis(methylene)-
121

41 49

5000 L e
49
H‘\

1420 1440 14.60 14.80 15.00
MM H\
R R 2 R

m/z 93.05 78.19%
m/z--> O 5 100 150 200 250 300 350 400 450 500 550
Abundance

121

14.20 14.40 14.60 14.80 15.00

42 80 g m/z 41.10 68.91%
178

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30172: Bicyclo[2.2.2]octane, 1-chloro-4-methyl- A RREEE RS E ST
39 93 122 14.20 14.40 14.60 14.80 15.00
m/z 55.10 56.04%

5000

158

i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 20 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 26 unknown-14 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .67 6.38 ng/ul 451916 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2,4-dimet... 126 C7H1002 034598-80-6 46
2 (R,S)-5-Ethyl-6-methyl-3E-hepten... 154 C10H180 057283-79-1 43
3 2-Cyclopenten-1-one, 3-methoxy-5... 126 C7H1002 007180-60-1 43
4 Ethanone, 1-(3-thienyl)- 126 C6H60S 001468-83-3 43
5 2-Mercaptophenol 126 C6H60S 001121-24-0 38
Abundance Scan 2014 (14.672 min): BG025698.D (-2007) (-) m/z 97.10 100.00%
5 9
5000
1% 164 14.40 1460 14.80 15.00
Wb bl ol 225 277 340 871397 437 470497 | o et 6 g0 gy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11195: 1,3-Cyclopentanedione, 2,4-dimethyl-
56 126
5000 83 L AR DU S AR
14.40 14.60 14.80 15.00
m/z 126.20 79 .33%
o H“‘ Wl 1
e

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
14.40 14.60 14.80 15.00
5000 97 m/z 111.10 60.87%
125 154
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11201: 2-Cyclopenten-1-one, 3-methoxy-5-methyl- e AR EE RS
111 14.40 14.60 14.80 15.00
m/z 43.10 48.60%
5000 69
41
) —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 27 2-Naphthalenecarbonitrile Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.95 3.30 ng/ul 233897 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 87
2 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 83
3 Naphthalene, l1l-isocyano- 153 C11H7N 001984-04-9 80
4 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 74
5 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 72
Abundance Scan 2061 (14.948 min): BG025698.D (-2057) (-) m/z 153.10 100.00%
143
5000
63 126
99 14.60 14.80 15.00 15.20
A .'L o 190221 204 311 354 426 467 S08 | s77126.10  23.59%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26232: 2-Naphthalenecarbonitrile
153
5000
14.60 14.80 15.00 15.20
126 m/z 63.05 14 .28%
63 g9
'??%Mm'i'N”I""P"'I'”'I"'W""I'”'I""P'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
153
1460 14.80 1500 15.20
5000 m/z 154_00 12 .88%
126
38 83 100
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26226: Naphthalene, 1-isocyano-
153 14.60 14.80 15.00 15.20
m/z 50.00 8.95%
5000
126
mz-> 50 100 150 200 250 300 350 400 450 500 1460 14.:80 1500 15,20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 28 (DEL) Alkane: Cyclicl5.10 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.10 6.71 ng/ul 475383 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutane, 2-ethyl-1-methyl-3-_._. 140 C10H20 061233-72-5 52
2 2-Undecene, 3-methyl-, (2)- 168 C12H24 057024-90-5 47
3 2-Ethylhexyl acrylate 184 C11H2002 000103-11-7 47
4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 46
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 43

Abundance Scan 2087 (15.101 min): BG025698.D (-2079) (-) m/z 70.10 100.00%

5000

170 14.80 15.00 15.20 15.40

m/z 55.10 80.84%

197 233 271 314342 393 437
m/z-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #18062: Cyclobutane, 2-ethyl-1-methyl-3-propy!-
70
5000 LA L L L L LB B |
41 14.80 15.00 15.20 15.40
‘ 98 m/z 57.10 39.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
70
A REEEEEaSEE
14.80 15.00 15.20 15.40
5000 a1 m/z 41.10 36.21%
97 139168
T e e L B B B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48434: 2-Ethylhexyl acrylate RN RREEE T
55 14.80 15.00 15.20 15.40
m/z 98.10 31.03%
5000
83
27 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 29 unknown-15 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.25 4.79 ng/ul 339717 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propen-3-imine, N-cyclohexyl-,_... 153 C9H15NO 1000186-38-4 22
2 Hexanal, 5-methyl- 114 C7H140 001860-39-5 16
3 4-Nonanone, 7-ethyl- 170 C11H220 040237-88-5 11
4 5,6,6-Trimethyl-hept-3-yne-2,5-diol 170 C10H1802 1000185-67-8 10
5 Bicyclo[3.3.0]Joctan-3-one, 6-iod... 264 C9H1310 1000150-13-4 10
Abundance Scan 2112 (15.248 min): BG025698.D (-2108) (-) m/z 43.10 100.00%
43
5000
15,00 15,20 15.40 15.60
— m/z 55.05 66 .29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26583: 1-Propen-3-imine, N-cyclohexyl-, N-oxide
71
41
153
5000 LR S SULIILN UL B
15.00 15.20 15.40 15.60
m/z 95.10 55.84%
‘H\J \h‘\ ‘,‘l..‘.,‘.... ———
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
' 15.00 15,20 15.40 15.60
5000 n m/z 153.10 54.55%
"'w"wu4“|'“' DA S LI DRI WL S SR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38248: 4-Nonanone, 7-ethyl-
43 15.00 15.20 15.40 15.60
m/z 70.10 53.84%
5000 1 99
170
Lt 27
mz> 50 100 180 200 250 300 350 400 4% 500 15.00 15.20 15.40 15.60

SOM02.2-EPA-BG011817 .M Fri Jan 27 18:11:41 2017

Page: 33



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample : 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 30 1H-Phenalene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.68 4.08 ng/ul 288791 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Phenalene 166 C13H10 000203-80-5 64
2 4,5-Diphenyl-1,3-dioxol-2-one 238 C15H1003 021240-34-6 56
3 Oxirane-2-carbonitrile, 2,3,3-tr... 297 C21H15NO 1000305-06-0 40
4 Fluorene, 9-benzenesulfonyl- 306 C19H1402S 022010-78-2 40
5 Benzene, 1,1"-(diazomethylene)bis- 194 C13H10N2 000883-40-9 40
Abundance Scan 2186 (15.683 min): BG025698.D (-2178) (-) m/z 165.05 100.00%
165
5000

15.40 15.60 15.80 16.00

S8, h > 100136 | 196 226 258 342 402 513

Obrrrphbpeliioi b 2 280 208 e | M/Z 166.10  43.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #35229: 1H-Phenalene
165
5000

15.40 15.60 15.80 16.00
m/z 163.10 16.59%

82
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
165
TR e
15.40 15.60 15.80 16.00
5000 m/z 164.05 12.68%
77
51 238
105139
193
L B L B B M
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142102: Oxirane-2-carbonitrile, 2,3,3-triphenyl-
165 15.40 15.60 15.80 16.00
105 m/z 83.00 10.56%
5000
77
51| || 130 | 101019 270297
L B L A B B L M sy b T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 15.40 15 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025698.D

Acq On 27 Jan 2017 11:36

Operator : SJ/MA

Sample = 11387-09DL 10X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
4-Octanone, 2-met... 7.28 3.5 ng/ul 537762 1 8.17 3033330 20.0
2-Heptanone, 4,6-... 7.56 13.5 ng/ul 2046680 1 8.17 3033330 20.0
Cyclohexanone, 3,... 8.60 13.8 ng/ul 2091830 1 8.17 3033330 20.0
(DEL) Alkane: Cyc... 9.68 3.5 ng/ul 267863 2 11.00 1512600 20.0
(DEL) Alkane: Cyc... 9.77 3.0 ng/ul 230510 2 11.00 1512600 20.0
unknown-01 10.01 2.2 ng/ul 163764 2 11.00 1512600 20.0
1H-1,2,4-Triazole... 10.50 2.7 ng/ul 202480 2 11.00 1512600 20.0
unknown-02 10.89 2.0 ng/ul 153665 2 11.00 1512600 20.0
Benzo[c]thiophene 11.18 3.1 ng/ul 238555 2 11.00 1512600 20.0
(DEL) Alkane: Cyc... 11.26 11.1 ng/ul 841158 2 11.00 1512600 20.0
unknown-03 11.33 9.3 ng/ul 704095 2 11.00 1512600 20.0
unknown-04 11.46 5.3 ng/ul 397667 2 11.00 1512600 20.0
unknown-05 11.85 3.0 ng/ul 226489 2 11.00 1512600 20.0
unknown-06 11.89 7.7 ng/ul 581193 2 11.00 1512600 20.0
unknown-07 12.21 2.1 ng/ul 161498 2 11.00 1512600 20.0
1H-Inden-1-one, 2... 12.39 12.1 ng/ul 917251 2 11.00 1512600 20.0
2-Cyclohexen-1-on... 12.74 12.9 ng/ul 977600 2 11.00 1512600 20.0
1,4-Methanonaphth... 12.86 6.8 ng/ul 515571 2 11.00 1512600 20.0
unknown-08 12.96 2.4 ng/ul 166188 3 14.81 1416980 20.0
unknown-09 13.27 2.2 ng/ul 158181 3 14.81 1416980 20.0
unknown-10 13.84 6.3 ng/ul 442488 3 14.81 1416980 20.0
unknown-11 13.97 7.6 ng/ul 536399 3 14.81 1416980 20.0
unknown-12 14.14 6.9 ng/ul 490624 3 14.81 1416980 20.0
unknown-13 14 .40 4.6 ng/ul 325746 3 14.81 1416980 20.0
Cyclooctane, 1,5-... 14.61 3.1 ng/ul 216718 3 14.81 1416980 20.0
unknown-14 14.67 6.4 ng/ul 451916 3 14.81 1416980 20.0
2-Naphthalenecarb... 14.95 3.3 ng/ul 233897 3 14.81 1416980 20.0
(DEL) Alkane: Cyc... 15.10 6.7 ng/ul 475383 3 14.81 1416980 20.0
unknown-15 15.25 4.8 ng/ul 339717 3 14.81 1416980 20.0
1H-Phenalene 15.68 4.1 ng/ul 288791 3 14.81 1416980 20.0
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