LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317.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 5.722 440 448 455 rBV3 179500 358644 3.95% 0.215%
2 6.140 505 519 527 rVB3 94313 279198 3.08% 0.167%
3 6.328 541 551 564 rBV2 363961 757937 8.35% 0.454%
4 6.828 626 636 641 rBV2 187769 358786 3.95% 0.215%
5 7.010 663 667 672 rvVv 276021 461097 5.08% 0.276%
6 7.110 678 684 689 rBV 822500 1272035 14.02% 0.761%
7 7.181 689 696 703 rvVv 848155 1440755 15.88% 0.862%
8 7.339 716 723 726 rBV 346324 606812 6.69% 0.363%
9 7.381 726 730 736 rVV 1082002 1729620 19.06% 1.035%
10 7.439 736 740 746 rVvV 256788 433486 4.78% 0.259%

11 7.745 782 792 798 rvv4 621782 1420860 15.66% 0.850%
12 7.804 798 802 805 rvv2 219108 383527 4.23% 0.229%
13 7.851 805 810 815 rvv 875723 1504906 16.59% 0.901%
14 8.151 857 861 866 rvB 437345 684584 7.55% 0.410%
15 8.222 866 873 881 rBV 1800505 3087683 34.03% 1.848%

16 8.334 886 892 899 rvv 777210 1297216 14.30% 0.776%
17 8.557 920 930 939 rvB2 1058083 2557525 28.19% 1.530%
18 8.886 977 986 991 rBVv3 529232 1192512 13.14% 0.714%
19 8.951 991 997 1003 rvVv2 2242697 3958610 43.63% 2.369%
20 9.028 1003 1010 1022 rVvVv2 2131781 4905265 54.06% 2.935%

21 9.192 1030 1038 1042 rVvV4 264812 666270 7.34% 0.399%
22 9.233 1042 1045 1051 rVvV5 205216 459736 5.07% 0.275%
23 9.298 1051 1056 1061 rvVv 468731 835820 9.21% 0.500%
24 9.345 1061 1064 1070 rVvB2 172086 265071 2.92% 0.159%
25 9.481 1072 1087 1096 rBV3 2442232 4789622 52.79% 2.866%

26 9.581 1096 1104 1109 rVBS5 274798 599717 6.61% 0.359%
27 9.681 1111 1121 1124 rBV3 443613 1034340 11.40% 0.619%
28 9.739 1124 1131 1137 rVB2 1136513 2258840 24.90% 1.352%
29 9.839 1143 1148 1155 rBV6 391002 921182 10.15% 0.551%
30 10.051 1171 1184 1192 rBV3 2362918 4599049 50.69% 2.752%

31 10.280 1213 1223 1230 rVV2 2225512 5141483 56.67% 3.077%
32 10.392 1231 1242 1247 rVB2 985435 2094621 23.09% 1.253%
33 10.498 1254 1260 1266 rBV6 202232 433498 4.78% 0.259%
34 10.569 1267 1272 1276 rVV6 161078 317534 3.50% 0.190%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM100317 .M
SVOA CALIBRATION

35 10.657 1279 1287 1300 rVV 1830751 4179456 46.06% 2.501%

36 10.763 1300 1305 1308 rVvVv 237458 430076 4.74% 0.257%
37 10.810 1308 1313 1319 rVB2 505245 1007363 11.10% 0.603%
38 11.022 1344 1349 1352 rBV3 141716 260157 2.87% 0.156%
39 11.104 1352 1363 1370 rVB2 728503 1986839 21.90% 1.189%
40 11.239 1380 1386 1391 rBV2 671983 1150003 12.67% 0.688%

41 11.333 1396 1402 1408 rVV3 213547 423537 4.67% 0.253%
42 11.516 1428 1433 1437 rVV3 275936 488741 5.39% 0.292%
43 11.569 1437 1442 1453 rVB9 217172 622191 6.86% 0.372%
44 11.851 1485 1490 1495 rBV4 157365 304095 3.35% 0.182%
45 11.957 1503 1508 1512 rVV2 245832 413051 4 _55% 0.247%

46 12.110 1530 1534 1537 rVvv3 258594 414660 4._.57% 0.248%
47 12.174 1538 1545 1548 rVv4 440201 908402 10.01% 0.544%
48 12.263 1556 1560 1564 rBV2 461176 660798 7.28% 0.395%
49 12.427 1583 1588 1590 rBV2 278929 458358 5.05% 0.274%
50 12.463 1591 1594 1601 rVB3 745780 1194300 13.16% 0.715%

51 12.539 1602 1607 1613 rBV3 863363 1604685 17.69% 0.960%
52 12.616 1613 1620 1624 rBV2 566006 1398860 15.42% 0.837%
53 12.733 1633 1640 1645 rVB3 374575 857982 9.46% 0.513%
54 12.798 1645 1651 1655 rBV4 586241 1194973 13.17% 0.715%
55 12.851 1657 1660 1666 rVV5 483397 893257 9.84% 0.535%

56 12.916 1666 1671 1676 rVB2 421292 672134 7.41% 0.402%
57 12.980 1676 1682 1684 rBV4 213970 407079 4._.49% 0.244%
58 13.027 1684 1690 1696 rVVv2 745860 1886164 20.79% 1.129%
59 13.074 1696 1698 1701 rVv4 249088 329413 3.63% 0.197%
60 13.110 1701 1704 1708 rVvVv 289600 397987 4_.39% 0.238%

61 13.157 1708 1712 1715 rVV2 264474 424693 4.68% 0.254%
62 13.198 1715 1719 1727 rVV2 610681 1322061 14.57% 0.791%
63 13.263 1727 1730 1735 rVV3 247280 427956 4.72% 0.256%
64 13.327 1735 1741 1743 rVVv4 333744 679298 7.49% 0.406%
65 13.363 1744 1747 1751 rVV2 369478 644421 7.10% 0.386%

66 13.445 1755 1761 1766 rVV6 413929 1297483 14.30% 0.776%
67 13.492 1766 1769 1773 rVV2 446343 627715 6.92% 0.376%
68 13.768 1807 1816 1827 rVV 2316227 5499882 60.62% 3.291%
69 13.851 1828 1830 1833 rVVv4 204231 337364 3.72% 0.202%
70 13.904 1834 1839 1849 rVB 3206738 4974067 54.82% 2.976%

71 14.033 1857 1861 1867 rBV3 305346 549676 6.06% 0.329%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM100317 .M
SVOA CALIBRATION

Method :
Title :
72 14.110 1868 1874 1875 rVV5 195268 367358 4 _.05% 0.220%
73 14.151 1876 1881 1884 rVV 967619 1653878 18.23% 0.990%
74 14.192 1884 1888 1902 rVV 3645960 5865103 64.64% 3.510%
75 14.321 1902 1910 1922 rVB4 801898 1798762 19.82% 1.076%

76 14.457 1927 1933 1936 rVvVv 771626 1233776 13.60% 0.738%
77 14.498 1936 1940 1948 rVB2 2257362 3432549 37.83% 2.054%
78 14.627 1958 1962 1966 rBV 333016 494076 5.45% 0.296%
79 14.668 1966 1969 1970 rVvVv 319235 354743 3.91% 0.212%
80 14.692 1970 1973 1981 rVB2 521974 944487 10.41% 0.565%

81 14.763 1981 1985 1991 rVB4 166134 284003 3.13% 0.170%
82 14.886 2000 2006 2010 rBV 576091 953072 10.50% 0.570%
83 14.974 2018 2021 2026 rVB 227516 310049 3.42% 0.186%
84 15.092 2031 2041 2045 rVV 2314086 3748423 41.31% 2.243%
85 15.145 2046 2050 2056 rvVv 453975 720845 7.94% 0.431%

86 15.204 2056 2060 2068 rVB4 133640 279297 3.08% 0.167%
87 15.492 2102 2109 2114 rBV 4602946 6514114 71.79% 3.898%
88 15.562 2117 2121 2123 rVV 418020 615701 6.79% 0.368%
89 15.615 2123 2130 2141 rVV2 1602615 2796813 30.82% 1.674%
90 15.710 2142 2146 2154 rVB 260131 396400 4._.37% 0.237%

91 16.274 2239 2242 2251 rVB 225689 341174 3.76% 0.204%
92 17.239 2401 2406 2413 rBV2 2618024 3773645 41.59% 2.258%
93 17.339 2417 2423 2432 rBV 4812602 7021160 77.38% 4.201%
94 18.121 2552 2556 2562 rBV 243334 361239 3.98% 0.216%
95 19.398 2769 2773 2785 rVB 449773 619780 6.83% 0.371%

96 19.633 2807 2813 2822 rBV 6632166 8790258 96.88% 5.260%
97 20.350 2931 2935 2939 rBV 310920 422277 4._.65% 0.253%
98 21.415 3111 3116 3125 rBV 3843948 4876425 53.74% 2.918%
99 23.591 3478 3486 3503 rVB2 4481097 9073265 100.00% 5.429%
100 23.738 3504 3511 3521 rVB2 2357192 4636204 51.10% 2.774%

Sum of corrected areas: 167115894
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA M\DATA\BM100817\
: BM011984.D

: 08 Oct 2017 19:33

: SJ/JU

: 15695-01

- 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

ration Parameters:

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

04
Time-->

TIC: BM011984.D

9.48 10'%.28

84
03 ‘ 10.66
‘ 9f4 10.39

0 6384 [ lho. A
A L"f.’ml 1A IR 5L

10.00 10.50 11.00 11.50

8.22

8.50

771638 1:5
68@1‘7 *4‘4

h I
7.00 7.50 8.00

" 8fhﬂh4

m )

9.00 9.50

6.33
572 614\
AN AL NN

PPN

4.50

4.00

3.50 500 550 6.00 6.50

Abundance

6000000
5000000
4000000
3000000
2000000

1000000

TIC: BM011984.D

19,63

15.49 17.34

20.35

16.27
A

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM011984.D

23.59

21.42

P3.74

N

VAN

b

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Bicyclo[3.2.1]octane Concentration Rank 33

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

5.72 4.77 ng/ul 358644 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2.11octane 110 C8H14 006221-55-2 72
2 Bicvclol3.2._11octane 110 C8H14 006221-55-2 70
3 Bicvclol5.1.0loctane 110 C8H14 000286-43-1 58
4 Bicvclol2.2.1Theptane. 2-methvl- 110 C8H14 015185-11-2 53
5 Bicyclo[2.2.1]heptane, 2-methyl-_... 110 C8H1l4 000872-78-6 49

Abundance Scan 448 (5.722 min): BM011984.D (-440) (-) m/z 67.05 100.00%
%10 820
41.1
5000
110.2

5.40 5.60 5.80 6.00

147.0 192.9209.0
:..h,”“.,s.”,...w....“...,”.. m/z 82.00 78.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5930: Bicyclo[3.2.1]octane
67.0 82.0
5000
1100 540 560 5.80 6.00
m/z 81.05 73.05%
51 | |
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0 82.0
410 5.40 5.60 5.80 6.00
5000 ' 110.0 m/z 41.10 63.71%
26.0
N B I LA o o o O L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5922: Bicyclo[5.1.0]octane A RRE REaE s L
41.0 67.0 5.40 5.60 5.80 6.00
m/z 39.05 50.27%
82.0
5000
‘ ‘ 110.0
.F%R.WuAM,NJ.Wu..L“.L.,”..,..”,...w....,”.. e e . _emt
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 unknown-01 Concentration Rank 41

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

6.14 3.71 ng/ul 279198 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonvne 124 C9H16 019447-29-1 47
2 Cvcloheptane. 1-bromo-3-iodo- 302 C7H12Brl 1000337-09-9 38
3 Bicvclol2.2.1Theptane. 2-(1.1-di... 164 C12H20 069219-08-5 35
4 Cvclopropane. 1-methvl-1-isoprop... 96 C7H12 003422-07-9 35
5 1,2-Dibromo-1-methyl-cyclohexane 254 C7H12Br2 1000192-26-1 35

Abundance Scan 519 (6.140 min): BM011984.D (-505) (-) m/z 81.10 100.00%
81.1
5000
55.0
109.0 5.80 6.00 6.20 6.40
208.9 281.0 m/z 95.10  99.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10606: 2-Nonyne
95.0
67.0
41.0
5000
5.80 6.00 6.20 6.40
m/z 67.05 34.07%
14.0 124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
5.80 6.00 6.20 6.40
5000 m/z 55.05 22.13%
67.0
41.0
1270 10 55 302.0
mm‘wmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33800: Bicyclo[2.2.1]heptane, 2-(1,1-dimethyl-2-propenyl)- R Eam e A AR
95.0 5.80 6.00 6.20 6.40
m/z 68.10 21.39%
5000
41.0 67.0
Lo 1l ol 121.0 1640
m/z--> 26 45 65 85 160 150 150 160 180 200 220 250 2éo 2éo 360 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Benzene, (1-methylethyl)- Concentration Rank 13

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

6.33 10.07 ng/ul 757937 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 91
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 551 (6.328 min): BM011984.D (-541) (-) m/z 105.10 100.00%
105.1
5000
77.0 L AL UL R
51.0 1201 193.0 6.00 620 640 6.60
ot A 1930 0 Thn/z 120.10  25.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9416: Benzene, (1-methylethyl)-
105.0
5000 USSP R R
6.00 6.20 6.40 6.60
770 m/z 77.00 18.84%
51.0 :
T '|%?;9"f"J"|' "'I""I"'%zp:q B DN S SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 79.00 16.13%
519 70
27.0 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9415: Benzene, (1-methylethyl)-
105.0 6.00 6.20 6.40 6.60
m/z 103.00 12.31%
5000
270 510 770
"'P"'I"”I""I”"I"}?Fq"l"”l'"'I”"I"” B AR RS AR R N
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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-02 Concentration Rank 32

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

6.83 4.77 ng/ul 358786 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.11Theptane. 2-ethvl- 124 C9H16 002146-41-0 49
2 Cvclooctene. 3-ethenvl- 136 C10H16 002213-60-7 38
3 Ethvlidenecvcloheptane 124 C9OH16 010494-87-8 38
4 2-Methvlbicvclol3.2.1Toctane 124 C9H16 1000215-28-0 38
5 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 27

Abundance Scan 636 (6.828 min): BM011984.D (-626) (-) m/z 90.95 100.00%
91.0
67.0
5000
411 120.1
6.40 6.60 6.80 7.00 7.20
207.0 8101 "n/z 67.05  53.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10709: Bicyclo[2.2.1]heptane, 2-ethyl-
67.0
95.0
5000 41.0 6.40 6.60 6.80 7.00 7.20
m/z 95.10 39.48%
124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 81.10 26.83%
93.0
121.0

WWTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10650: Ethylidenecycloheptane R R m e e
671.0 95.0 6.40 6.60 6.80 7.00 7.20
m/z 41.10 23.17%

5000

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 5 3-Octen-2-ol Concentration Rank 9

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

7.11 16.91 ng/ul 1272040 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-0Octen-2-ol 128 C8H160 076649-14-4 59
2 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 53
3 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 50
4 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 50
5 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 45

Abundance Scan 684 (7.110 min): BM011984.D (-678) (-) m/z 71.05 100.00%
71.0
5000
43.0
95.1 P SSRRARARRE LR RN
6.80 7.00 7.20 7.40
el il b 3282070 28100 o 43 00 29.16%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12446: 3-Octen-2-ol
71.0
43.0
5000
6.80 7.00 7.20 7.40
m/z 58.05 14.19%
95.0
'I'}?f{"'v"'l'“'l"“I"“%??fa""v'"P"'I“"I“"I'“'I"“I"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71.0
680 7.00 7.20 7.40
5000 m/z 95.10 13.22%
43.0
95.0 128.0
W‘Wﬁwwwmwmwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12588: Furan, 2-butyltetrahydro-
71.0 6.80 7.00 7.20 7.40
m/z 41.10 12.87%
5000
43.0
150 | | 970 1280
m/z--> 0 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40

SOM-EPA-BM100317.M Mon Oct 09 17:59:06 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 unknown-03 Concentration Rank 7

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

7.75 18.88 ng/ul 1420860 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-propvl- 134 C10H14 001074-55-1 38
2 Benzeneacetaldehyde. .alpha.-met... 134 C9H100 000093-53-8 38
3 2-Tolvloxirane 134 C9H100 002783-26-8 38
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 35
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 25

Abundance Scan 793 (7.751 min): BM011984.D (-782) (-) m/z 105.10 100.00%
105.1
5000
wo 1341 T T 15 e T
8 .'.'~.,...|.,....,....,....,29?-.0. m/z 95.05 50.51%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
5000
7.40 7.60 7.80 8.00
770 134.0 m/z 70.10 23.70%
270 I 51‘0 i ‘\‘ ‘ Iy I .
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance
105.0
7.40 7.60 7.80 8.00
5000 m/z 43.05 21.16%
77.0 134.0
51.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15278: 2-Tolyloxirane O B e
105.0 7.40 7.60 7.80 8.00
m/z 41.10 20.12%
5000
134.0
77.0
270 510 ooy ]
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 7.'40 7.%0 7.130 8.60 '

SOM-EPA-BM100317.M Mon Oct 09 17:59:07 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 p-Cymene Concentration Rank 16

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

8.15 9.10 ng/ul 684584 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 94
2 o-Cvmene 134 C10H14 000527-84-4 94
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 94
4 o-Cvmene 134 C10H14 000527-84-4 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 861 (8.151 min): BM011984.D (-857) (-) m/z 119.10 100.00%
119.1
5000
91.1
391  65.0 ‘ 135.1 7.80 8.00 8.20 8.40
e e B 129 s 761 10 28, 11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119.0
5000
7.80 8.00 8.20 8.40
91.0 m/z 134.10 26.22%
4ﬁ'0 vadl y 13p0
I | 1l L ) (m | A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
7.80 8.00 820 8.40
5000 m/z 117.10 14.91%
91.0
41.0 650 135.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- R e AT
119.0 7.80 8.00 8.20 8.40
m/z 115.00 9.72%
5000
91.0
39.0 650
|1|5|.?|‘|||‘|‘||“||‘|‘||||‘H|||‘l‘| I\;\II‘IHIEL?%'?IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 820 8.40

SOM-EPA-BM100317.M Mon Oct 09 17:59:07 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Indane Concentration Rank 2

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

8.22 41_.03 ng/ul 3087680 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
3 Deltacvclene 118 C9H10 007785-10-6 68
4 Indane 118 C9H10 000496-11-7 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58

Abundance Scan 873 (8.222 min): BM011984.D (-866) (-) m/z 117.05 100.00%
117.1
5000
w0 &0 o oo 750 550 50 540 850
e m/z 118.10 54 _.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8951: Indane
117.0
5000 A LS UL LR I
7.80 8.00 8.20 8.40 8.60
910 m/z 115.00 34.04%
630
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
7.80 8.00 8.20 8.40 8.60
5000 9.0 m/z 91.00 17.16%
39.0 650
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8953: Deltacyclene
117.0 7.80 8.00 8.20 8.40 8.60
m/z 62.95 9.27%
5000
39.0 91.0
65.0 ‘ ‘
e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40 8.60

SOM-EPA-BM100317.M Mon Oct 09 17:59:08 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Benzene, 1,4-diethyl- Concentration Rank 8

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

8.33 17.24 ng/ul 1297220 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95

Abundance Scan 891 (8.328 min): BM011984.D (-886) (-) m/z 105.10 100.00%
106.1
5000 134.1
77.0 SRS SRR R R
39.0 206.9 8.00 8.20 8.40 8.60
0 : 28100 "m/z 119.05 99.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14841: Benzene, 1,4-diethyl-
119.0
5000
91.0 8.00 8.20 8.40 8.60
m/z 134.10 46.78%
410 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119.0
800 820 840 8.60
5000 m/z 91.00 31.93%
91.0
39.0 450
wmmwwwwwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14842: Benzene, 1,2-diethyl-
119.0 8.00 8.20 8.40 8.60
m/z 76.95 20 .55%
5000
91.0
39.0
(X i |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60

SOM-EPA-BM100317.M Mon Oct 09 17:59:09 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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-04 Concentration Rank 10

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

8.89 15.85 ng/ul 1192510 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 47
2 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 47
3 1-Penten-3-o0l. 2-methvl- 100 C6H120 002088-07-5 43
4 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 43
5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 43

Abundance Scan 987 (8.892 min): BM011984.D (-977) (-) m/z 71.10 100.00%
431 A1
5000
1000471 206.9 8.60 8.80 9.00 9.20
: m/z 43.10 83.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1791: 3-Buten-2-ol, 2-methyl-
430 10
5000 RN R I L L
8.60 8.80 9.00 9.20
‘ m/z 59.10 72.28%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
71.0
43.0
8.60 8.80 9.00 9.20
5000 m/z 41.10 63.73%
26.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3898: 1-Penten-3-ol, 2-methyl- i e R B
71.0 8.60 8.80 9.00 9.20
m/z 84.05 45 _.44%
5000 43.0
100.0
m/z--> 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

SOM-EPA-BM100317.M Mon Oct 09 17:59:09 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 12 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 1

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

8.95 52.61 ng/ul 3958610 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 94
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 76

Abundance Scan 997 (8.951 min): BM011984.D (-991) (-) m/z 119.10 100.00%
119.1
5000
91.1 134.1
390 51.0 65.0 /7-0 mﬂl 148.0 8.60 8.80 9.00 9.20
Obrr prrrrprerrrrerdtrree s el et e e 2480 m/z 117.05 31.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 ||/\|||
8.60 8.80 9.00 9.20
91.0 134.0 m/z 134.05 27 .65%

77.0
39.0 51.0 65.0 ‘ 105.0
1L v S RN NSOl ) I A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119.0

8.60 8.80 9.00 9.20
5000 m/z 91.10 26.05%

91.0 134.0
77.0 105.0

15.0 27.0 39.0 51.0 65.0

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

Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

119.0 8.60 8.80 9.00 9.20

m/z 115.00 15.29%
5000
91.0 134.0
77.0 105.0
sl P N ST O

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

SOM-EPA-BM100317.M Mon Oct 09 17:59:10 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 17

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

9.19 8.85 ng/ul 666270 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 95
2 Benzene. (l1l.l1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 92
3 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 91
4 1.3-Cvclopentadiene. 5-(trans-2-... 146 C11H14 079209-36-2 83
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 83

Abundance Scan 1038 (9.192 min): BM011984.D (-1030) (-) m/z 131.10 100.00%
105.0 13f.1
5000
39.0 71.0
281.0 8.80 9.00 9.20 9.40 9.60
- m/z 105.00 86.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21625: Benzene, (2-methyl-1-butenyl)-
131.0
91.0
5000
39.0 8.80 9.00 9.20 9.40 9.60
63.0 m/z 133.10 53.98%
sol 1T 1]
I H‘ \‘ M HH w ||l|““||‘||‘H|||M|||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131.0
8.80 9.00 9.20 9.40 9.60
5000 91.0 m/z 91.05 46 .78%
27.0 51.0

memmmmwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 8.80 9.00 9.20 9.40 9.60
m/z 146.10 34_.26%
91.0
5000
51.0
270 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40 9.60

SOM-EPA-BM100317.M Mon Oct 09 17:59:11 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Bicyclo[3.2.1]Joctan-3-one Concentration Rank 23

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

9.23 6.11 ng/ul 459736 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2.11octan-3-one 124 C8H120 014252-05-2 58
2 3-Cvclohexene-1-carboxvlic acid.... 140 C8H1202 006493-77-2 52
3 Bicvclol3.2.1Toctan-3-one 124 C8H120 014252-05-2 50
4 3-Cvclohexene-1-carboxvlic acid.... 140 C8H1202 006493-77-2 49
5 1H-Pyrrole, 2-methyl- 81 C5H7N 000636-41-9 47

Abundance Scan 1044 (9.228 min): BM011984.D (-1042) (-) m/z 80.10 100.00%
80.1
5000 39.0 540 124.1

67.1

8.80 9.00 9.20 9.40 9.60
m/z 81.10 72 .14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10513: Bicyclo[3.2.1]octan-3-one
80.0
5000
410 55.0 67.0 124.0 8.80 9.00 9.20 9.40 9.60
27.0 ‘ 95.0 109.0 m/z 39.05 48.09%
|

HWHHPJLHHHHWA”PAWHMWMWJL.”L””P”wuupnwunp
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
80.0

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_r
8.80 9.00 9.20 9.40 9.60
m/z 41.10 47 . 76%

5000 39.0
15.0 . 108.0
27.0 53.0
140.0
65.0 93.0 125.0
wmmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #10518: Bicyclo[3.2.1]octan-3-one L
80,0 880 900 920 940 960

m/z 54.00 46.46%

39.0
5000 27.0 55.0 g7,
67.0 124.0
95.0 109.0
=0 I L]
\‘ ‘ | ‘ fn TN 1 | |
T T T T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40 9.60

SOM-EPA-BM100317.M Mon Oct 09 17:59:11 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 37

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

9.30 4.00 ng/ul 835820 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 95
2 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 94
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 72

Abundance Scan 1056 (9.298 min): BM011984.D (-1051) (-) m/z 131.05 100.00%
131.1
5000
91.0
115.0
390 51.0 63.0 77.0 | 030 | ] 1473-1 9.00 9.20 9.40 9.60
A N R S RS AN LS AR NS RRARS SANAS R ARAS KARANRALAN BAS m/z  91.00 19.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000
910 9.00 9.20 9.40 9.60
' 146.0 m/z 115.00 14 .35%
27.0 3?0 5]‘.0 65‘0 770 1030 ‘\ n ‘
s B % & b 8 T 5 o it 15 10 10 46 1
Abundance
131.0
9.00 9.20 9.40 9.60
5000 m/z 132.10 11.19%
91.0
15.0 27.0 39.0 51.0 640 44, 10301130 b0
WTWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- e RRany A~ e A RRme
131.0 9.00 9.20 9.40 9.60
m/z 146.10 10.98%
146.0
5000
910 115.0
510 6\5\0 .0 10’73\\0 M\ L] 11
mz-> 10 20 % 40 50 60 7 80 80 100 110 150 130 140 150 900 920 940 960
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 4

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

9.48 22.92 ng/ul 4789620 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 93
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93

Abundance Scan 1087 (9.481 min): BM011984.D (-1072) (-) m/z 119.05 100.00%
119.1
5000
411 571 8Ll1 VAURBNEEEES Y WD N
103.1 136.1 206.9 9.20 9.40 9.60 9.80
0 e m/z 134.10 43 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A
9.20 9.40 9.60 9.80
2.0 91.0 m/z 81.10 25.15%
E%?““'v'ﬂ”???JW'”'|”“wl'a“?'”'|'“'|'”'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
9.20 9.40 9.60 9.80
5000 m/z 57.10 22.91%
41.0 oL0
: 65.0 135.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 9.20 9.40 9.60 9.80
m/z 41.10 22.78%
5000
91.0
'lﬁ%q T ?ﬁl?'”' ??.P'J\ "L' T 'Ul' }".?" B SR B R RS SRR U
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 (DEL) Alkane: Cyclic9.58 Concentration Rank 48

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

9.58 2.87 ng/ul 599717 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 30
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 25
3 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 22
4 2-Butenoic acid. 2-methvl-. 2-me... 156 C9H1602 061692-84-0 22
5 3-Hexen-2-one 98 C6H100 000763-93-9 22

Abundance Scan 1104 (9.581 min): BM011984.D (-1096) (-) m/z 59.05 100.00%
5000
9.20 9.40 9.60 9.80
m/z 83.10 85.39%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3370: 2-Pentene, 2,3-dimethyl-
55.0 83.0
5000 SRR SR
27.0 9.20 9.40 9.60 9.80
m/z 57.10 68.93%
|||||‘|||l‘||‘=“||“i“l||“|“|||‘l|||‘||||||||||||||| A REmE
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
9.20 9.40 9.60 9.80
5000 m/z 41.10 64 .33%
27.0
'|'“'|'“'|"“|"'w"}qu"w"' SEBI DY NS S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)- Ll ARmaa e
550  83.0 9.20 9.40 9.60 9.80
m/z 43.05 57.21%
5000
27.0
m/z--> 0 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.05 22.01 ng/ul 4599050 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 74
2 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 50

Abundance Scan 1184 (10.051 min): BM011984.D (-1171) (-) m/z 119.10 100.00%

1

5000

9.80 10.00 10.20 10.40
m/z 117.10 78.89%

148.1160.2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 1320 ----|’-“-/\r-|----|----|---
91.0 : 9.80 10.00 10.20 10.40
0
39,0 65.0 770 ‘ . m/z 134.10 37 .52%
SV N T e BN Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
T T T
1320 9.80 10.00 10.20 10.40
5000 : m/z 91.10 28.58%
91.0
77.0
51.0 65.0
15.0 27.0 104.0
Wmmmﬂmwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14046: Benzene, 2-butenyl-
11v.0 9.80 10.00 10.20 10.40
m/z 115.10 27 .99%
91.0
5000 132.0
51 o 65 O
27.0 | ‘ 40 ||
1 ! 1l 1
”Puwunpuqunpu.u”.”qu”p”.””.”.”u.”w”upuqu”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 O-Trifluoroacetyl-neoisomen... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.39 10.02 ng/ul 2094620 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 O-Trifluoroacetvl-neoisomenthol 252 C12H19F302 002127-99-3 64
2 Cvclohexene. 4-methvl-1-(l1-methy... 138 C10H18 000500-00-5 58
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 55
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 55
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 52
Abundance Scan 1242 (10.392 min): BM011984.D (-1231) (-) m/z 95.10 100.00%
41.1 95.1
5000 6r.1 138.1
10.00 10.20 10.40 10.60 10.80
1. 2210 m/z 81.05 92.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103572: O-Trifluoroacetyl-necisomenthol
81.0
43.0
5000 AR BN SRR B
138.0 10.00 10.20 10,40 10.60 10.80
m/z 41.10 87 .53%
| H\ M‘ A L 670 2000 2370
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
95.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 94.10 66.97%
a0 670 138.0
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2881: Cyclohexene, 1-methyl-
81.0 10.00 10.20 10.40 10.60 10.80
m/z 67.10 51.14%
5000 39.0
w0 | o,
‘,‘,‘,,“,,, e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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-05 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.07 ng/ul 433498 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. cis-4-methvlcvclohe... 156 C9H1602 1000368-24-8 35
2 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 35
3 Uridine. 2"-deoxv-. 3".5"-bis(tr... 420 C13H10F6N207 035170-15-1 27
4 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 25
5 Furan, 2-propyl- 110 C7H100 004229-91-8 22
Abundance Scan 1260 (10.498 min): BM011984.D (-1254) (-) m/z 81.05 100.00%
81.0
5000 411
1141 RN BN U
168.1 10.20 10.40 10.60 10.80
m/z 69.10 62.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29094: Acetic acid, cis-4-methylcyclohexy! ester
81.0
5000 430 LIS L L L L L L L L LB
10,20 10.40 10.60 10.80
m/z 55.10 51.01%
”"IWWWJP?P”I""I""""I""I'”'I"'
m/z--> 100 150 200 250 300 350 400
Abundance
81.0
10.20 10.40 10.60 10.80
5000 m/z 41.10 45 _58%
39.0
mz-> 50 100 150 200 250 300 350 400
Abundance #219022: Uridine, 2-deoxy-, 3',5-bis(trifluoroacetate) e EEams B
81.0 10.20 10.40 10.60 10.80
m/z 43.00 40.12%
5000
113.0
419 \‘ 150.0 194.0 264.0 309.0 420.0
m/z--> 50 100 150 200 250 300 350 400 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.06 ng/ul 430076 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 94
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 91
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
Abundance Scan 1305 (10.763 min): BM011984.D (-1300) (-) m/z 131.05 100.00%
131.1
5000
91.0 1151
39.1 59.0 45 g 1471 2210 10.40 10.60 10.80 11.00
f e m/z 146.05 27 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
10.40 10.60 10.80 11.00
390 910 1150 m/z 115.05 17.76%
| . | 63\\.\0 L ‘ ‘H \M 147.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131.0
91.0 10.40 10.60 10.80 11.00
5000 m/z 91.00 15.25%
410 65.0 115.0 147.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- B B
131.0 10.40 10.60 10.80 11.00
m/z 129.05 13.71%
5000
30.0 91.0 115.0 4‘
'IJ”'I'J“?ﬁ?””"tw“"uvww'{ZP'P"'P"'I”"I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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-06 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.81 4.82 ng/ul 1007360 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-pentenoic acid 114 C6H1002 001575-74-2 30
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 30
3 2-Pentenoic acid. 2-methvl- 114 C6H1002 003142-72-1 27
4 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 25
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 25
Abundance Scan 1313 (10.810 min): BM011984.D (-1308) (-) m/z 69.10 100.00%
1
5000
10.40 10.60 10.80 11.00 11.20
m/z 55.10 73.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7206: 2-Methyl-4-pentenoic acid
41.0 69.0
5000 AR IR BN IR B
1040 10.60 10.80 11.00 11.20
99.0 m/z 41.10 60.19%
,yiq,h‘ MW‘.NM,JUW.f...:h.}%ﬁ?....,....,....,....,.. ~
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
1040 10.60 10.80 11.00 11.20
5000 m/z 95.10 54.68%
85.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7234: 2-Pentenoic acid, 2-methyl- R S e e A A
41.0 69.0 10.40 10.60 10.80 11.00 11.20
114.0 m/z 96.10 45_07%
5000
m/z--> 20 80 100 120 140 160 180 200 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 (DEL) Alkane: Cyclicll1.10 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.10 9.51 ng/ul 1986840 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-1.4-dimethv... 140 C10H20 062238-30-6 78
2 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 72
3 Cvclooctanemethanol 142 C9H180 003637-63-6 72
4 Cvclooctane. (l-methvlpropvl)- 168 C12H24 016538-89-9 64
5 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 64
Abundance Scan 1362 (11.098 min): BM011984.D (-1352) (-) m/z 111.10 100.00%
69.1 1141
5000 JJ/\_
411
87.0 10,80 11,00 11.20 11.40
141.0
o! b 02 228 Tm/z 69.10 0 92.82%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #18066: Cyclohexane, 1-ethyl-1,4-dimethyl-, cis-
69.0
111.0
5000 R SR BN SRR
41.0 mmnmnmum
m/z 55.10 45 _.31%
B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 111.0
10,80 11,00 1120 11.40
5000 41.0 m/z 41.10 33.60%
15.0 91.0
m/z--> ﬁo Jo 65 éo 160 150 150 160 180 260 250
Abundance #19964: Cyclooctanemethanol R R B
69.0 10.80 11.00 11.20 11.40
m/z 39.00 17.22%
5000 111.0
41.0
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 5H-Inden-5-one, octahydro-,... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.24 5.50 ng/ul 1150000 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 97
2 2H-Inden-2-one. octahvdro-. trans- 138 C9H140 016484-17-6 97
3 2H-Inden-2-one. octahvdro-. cis- 138 C9H140 005689-04-3 96
4 2H-Inden-2-one. octahydro- 138 C9H140 041894-93-3 90
5 Bicyclo[3.3.1]nonan-2-one 138 C9H140 002568-17-4 58
Abundance Scan 1386 (11.239 min): BM011984.D (-1380) (-) m/z 94.05 100.00%
81.1 94.0
67.1
411
5000 54.0 138.1
|| 105.1
120.0 11.00 11.20 11.40 11.60
,.dlﬂ”ﬂhh,mhL”Jmﬂ.wb!wuLh.”.“”.m.J“.&?EQ,“. m/z 81.10 89.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17588: 5H-Inden-5-one, octahydro-, trans-
210 81.0 94.0
67.0
54.0 138.0
5000 LI UL S IR U
nmnmnmnm
m/z 67.10 76.12%
109.0
'|"'=H"' ‘\ Ml'” ||‘|H|‘||||||||||‘i||:!-|2|0|9|||||||‘||||||||||||||
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81.0 9.0
67.0 " 11.00 11.20 11.40 11.60
50000 410 54.0 138.0 m/z 41.10 55.10%
109.0

mﬁwﬁwﬁwﬁmﬁm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #17573: 2H-Inden-2-one, octahydro-, cis- b RRREE EEE A
410 81.0 94.0 11.00 11.20 11.40 11.60
67.0 m/z 39.05 49_38%
540 138.0
5000
109.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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-07 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.03 ng/ul 423537 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octen-4-one. 7-methvl- 140 C9H160 032064-78-1 47
2 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 27
3 6-Decen-5-one 154 C10H180 032064-79-2 22
4 5-Ethvl-3-nonen-6-one 168 C11H200 1000374-06-6 22
5 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 22
Abundance Scan 1401 (11.327 min): BM011984.D (-1396) (-) m/z 71.10 100.00%

5000

11.00 11.20 11.40 11.60
m/z 97.10 82.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #18704: 5-Octen-4-one, 7-methyl-
97.0
41.0
71.0 T
5000 11.00 11.20 11.40 11.60
m/z 43.05 77.73%
Il ; 140.0
I R e o e o R RN REAREREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 710
T
11.00 11.20 11.40 11.60
5000 m/z 55.10 74.47%
97.0
126.0
memwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26653: 6-Decen-5-one B S
55.0 97.0 11.00 11.20 11.40 11.60
m/z 41.10 70.31%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 Bicyclo[3.3.2]decan-9-one Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.34 ng/ul 488741 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 87
2 2.6-Dimethvlbicvclol3.2.11octane 138 C10H18 1000215-28-2 76
3 Bicvclol3.1.0Thexan-2-one. 5-(1-... 138 C9H140 000513-20-2 64
4 Spirol3.5Tnonan-1-one. 5-methvl-... 152 C10H160 065147-56-0 52
5 Cyclohexene, l1l-pentyl- 152 C11H20 015232-85-6 49
Abundance Scan 1434 (11.522 min): BM011984.D (-1428) (-) m/z 81.10 100.00%
811 97.0
55.0
41.0
5000
152.1 LS SRR UL U B
htls 1 1380 | 206.9 11,20 11.40 11.60 11.80
el 2OL 2009 1 sz 97.05 86.54%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #25137: Bicyclo[3.3.2]decan-9-one
81.0 96.0 152.0
67.0
5000 SR SO UM UL SR
110.0 11,20 11.40 11.60 11.80
m/z 96.05 81.35%
| 20,
\h .‘a .‘ Al Ihl‘llwlul‘l all L 1%8(?”"””"”"””
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
81.0
6.0 11.20 11,40 11.60 11.80
5000 67.0 ' m/z 55.05 71.01%
41.0 109.0
123.0138.0
mz-> 40 60 80 100 120 140 160 180 200
Abundance #17639: Bicyclo[3.1.0]hexan-2-one, 5-(1-methylethyl)- AN RamEE
81.0 11.20 11.40 11.60 11.80
96.0 m/z 41.05 58.31%
55.0
5000] 41.0
123.0138.0
Il .‘:Ml|.”l”..“,M...‘.‘,..”..i‘....‘,....,....,....,.... N
m/z--> 40 60 80 100 120 140 160 180 200 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317 .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 29 unknown-08 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
11.57 2.98 ng/ul 622191 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-3-hvdroxv... 174 C9H1803 1000153-26-1 27
2 Ethvl-2-benzofuran 146 C10H100 003131-63-3 11
3 Cvclopentanecarboxvlic acid. 3-m... 154 C9H1402 062185-62-0 11
4 6-Ethoxv-6-methvl-2-cvclohexenone 154 C9H1402 1000132-02-5 10
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 10
Abundance Scan 1442 (11.569 min): BM011984.D (-1437) (-) m/z 57.10 100.00%
41.1 51.1
87.0 131.1
5000
08.1
52.1 LN B BRI I
207.0 11.20 11.40 11.60 11.80
: m/z 41.10 91.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41677: Hexanoic acid, 2-ethyl-3-hydroxy-, methyl ester
43.0 87.0
5000 RN B B L
1.0 11.20 11.40 11.60 11.80
' m/z 87.00 74 .39%
131.0
T IIIIIIIIIIIIIIIII}%I.IOIIIIIII |‘|1|5(|3.0||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
11.20 11.40 11.60 11.80
5000 m/z 131.05 73.37%
77.0
27.0 51.0 98.0 115.0 147.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27767: Cyclopentanecarboxylic acid, 3-methyl-4-methylene-...
95.0 11.20 11.40 11.60 11.80
m/z 74.05 66.30%
5000 90
39.0 50 1220 eho
....l.‘a‘..‘l‘...“.‘l .“l..““. .‘.‘l‘..‘..lh..:!':?al'Q. .‘..l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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-09 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.17 4_.35 ng/ul 908402 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. 2-methvl-. methvl... 172 C10H2002 002177-86-8 43
2 (25.49)-2.4-Dimethvlundecanedioi... 272 C15H2804 085547-48-4 40
3 3-Hvdroxv-azetidine-1-carboxvlic... 131 C5H9NO3 118972-97-7 38
4 Butanoic acid. 2.3-dimethvl-. me... 130 C7H1402 030540-29-5 38
5 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018450-78-7 38
Abundance Scan 1544 (12.169 min): BM011984.D (-1538) (-) m/z 88.05 100.00%
84.0
43.1
5000 1431
115.1 11.80 12.00 12.20 12.40
....,...‘!,..".'- e e 2 2okl Tm/z 97.10 0 69.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39606: Octanoic acid, 2-methyl-, methyl ester
88.0
5000 L SO DU DU B
570 nmnmnmnm
’ m/z 43.10 53.92%
290‘ ‘\ i ‘“50‘14‘30 172.0
I""I""IIIII SR D N N N N N N e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
88.0
B e e
11.80 12.00 12.20 12.40
5000 55.0 m/z 57.10 40.47%
126.0 185.0
29.0 153.0 213.0
241.0
WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13847: 3-Hydroxy-azetidine-1-carboxylic acid, methy! ester R e A A RERE S
88.0 11.80 12.00 12.20 12.40
m/z 143.10 37.57%
44.0
5000
. | 116.0
A B e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 31 Bicyclopentylidene Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.16 ng/ul 660798 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclopentvlidene 136 C10H16 016189-35-8 93
2 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 91
3 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 89
4 2.alpha.. 4a.alpha.. 8a.alpha.-D... 154 C10H180 001424-36-8 87
5 1.alpha., 4a.beta., 8a.beta.-Dec... 154 C10H180 002529-05-7 87
Abundance Scan 1560 (12.263 min): BM011984.D (-1556) (-) m/z 136.10 100.00%
136.1
95.1
67.1
5000 411

12.00 12.20 12.40 12.60
et Tm/z 95.10  67.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15714: Bicyclopentylidene
61.0 95.0

5000

12.IOO 12!20 12.I40 12.60
m/z 67.10 58.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0 95.0
R S REEmE s
12.00 12.20 12.40 12.60
m/z 94.10 57 .88%
5000 41.0 136.0
15.0

WWWTWWWWWW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #15786: 4,7-Methano-1H-indene, octahydro- R e A R ARma nat
12.00 12.20 12.40 12.60

m/z 121.10 55.00%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100817\
Data File : BM011984.D

Aca On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample : 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.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 32 3,4-Octadiene Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.19 ng/ul 458358 Naphthalene-d8 10.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Octadiene 110 C8H14 034511-01-8 53
2 cis-3-Hexenvl heptine carbonate 222 C14H2202 068698-58-8 47
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 43
4 1.3-Pentadiene. 3-methvl-. (2)- 82 C6H10 002787-45-3 43
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 43
Abundance Scan 1588 (12.427 min): BM011984.D (-1583) (-) m/z 82.10 100.00%
5000
39
P71 150.1 1681 12.20 12.40 12.60 12.80
m/z 67.10 82.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5907: 3,4-Octadiene
67.0
41.0
5000 LRI B BRI BRI B
nmnmnmnm
950 m/z 73.00 65.38%
I
”hI“"WW”W'ﬁM'jl”"l"”l"'W""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
82.0
12120 12140 12:60 12.80
5000 m/z 81.10 56.73%
41.0 123.0
18.0 66.0 107.0 141.0 179.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #10663: 3,4-Octadiene, 7-methyl- A B e B
67.0 12.20 12.40 12.60 12.80
m/z 95.10 46.13%
39.0
5000 95.0
|1|5|.O|||||||||||||||||||||||||||||||||||||||||||||||||| T EEREE maEE ST
m/z--> 20 40 60 100 120 140 160 180 200 nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM100817\
Data File : BM011984.D

Acq On : 08 Oct 2017 19:33

Operator : SJ/JU

Sample - 15695-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM100317 .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]
Bicyclo[3.2.1]octane 5.72 4.8 ng/ul 358644 1 7.85 1504910 20.0
unknown-01 6.14 3.7 ng/ul 279198 1 7.85 1504910 20.0
Benzene, (1-methy... 6.33 10.1 ng/ul 757937 1 7.85 1504910 20.0
unknown-02 6.83 4.8 ng/ul 358786 1 7.85 1504910 20.0
3-Octen-2-ol 7.11 16.9 ng/ul 1272040 1 7.85 1504910 20.0
unknown-03 7.75 18.9 ng/ul 1420860 1 7.85 1504910 20.0
p-Cymene 8.15 9.1 ng/ul 684584 1 7.85 1504910 20.0
Indane 8.22 41.0 ng/ul 3087680 1 7.85 1504910 20.0
Benzene, 1,4-diet... 8.33 17.2 ng/ul 1297220 1 7.85 1504910 20.0
unknown-04 8.89 15.9 ng/ul 1192510 1 7.85 1504910 20.0
Benzene, 2-ethyl-_._. 8.95 52.6 ng/ul 3958610 1 7.85 1504910 20.0
Benzene, (2-methy... 9.19 8.8 ng/ul 666270 1 7.85 1504910 20.0
Bicyclo[3.2.1]oct. .. 9.23 6.1 ng/ul 459736 1 7.85 1504910 20.0
1H-Indene, 2,3-di... 9.30 4.0 ng/ul 835820 2 10.66 4179460 20.0
Benzene, 1,2,4,5-... 9.48 22.9 ng/ul 4789620 2 10.66 4179460 20.0
(DEL) Alkane: Cyc... 9.58 2.9 ng/ul 599717 2 10.66 4179460 20.0
Benzene, l-methyl... 10.05 22.0 ng/ul 4599050 2 10.66 4179460 20.0
O-Trifluoroacetyl... 10.39 10.0 ng/ul 2094620 2 10.66 4179460 20.0
unknown-05 10.50 2.1 ng/ul 433498 2 10.66 4179460 20.0
1H-Indene, 2,3-di... 10.76 2.1 ng/ul 430076 2 10.66 4179460 20.0
unknown-06 10.81 4.8 ng/ul 1007360 2 10.66 4179460 20.0
(DEL) Alkane: Cyc... 11.10 9.5 ng/ul 1986840 2 10.66 4179460 20.0
5H-Inden-5-one, o... 11.24 5.5 ng/ul 1150000 2 10.66 4179460 20.0
unknown-07 11.33 2.0 ng/ul 423537 2 10.66 4179460 20.0
Bicyclo[3.3.2]dec... 11.52 2.3 ng/ul 488741 2 10.66 4179460 20.0
unknown-08 11.57 3.0 ng/ul 622191 2 10.66 4179460 20.0
unknown-09 12.17 4.3 ng/ul 908402 2 10.66 4179460 20.0
Bicyclopentylidene 12.26 3.2 ng/ul 660798 2 10.66 4179460 20.0
3,4-Octadiene 12.43 2.2 ng/ul 458358 2 10.66 4179460 20.0
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