LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 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-BM111617.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

4_.399 216 223 232 rBV 86396 145016 3.47% 0.230%
4.910 306 310 324 rVB5 51572 116311 2.79% 0.184%
rBv 512684 741643 17.76% 1.176%
5.257 363 369 378 rBV 1408683 1993409 47.74% 3.160%
5.387 385 391 399 rBV 2668242 3683910 88.23% 5.841%
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5.457 399 403 409 rvB 213972 291257 6.98% 0.462%
5.663 433 438 447 rVB3 63019 137423 3.29% 0.218%
rBv 142426 214665 5.14% 0.340%
6.222 526 533 538 rvv 387410 569731 13.65% 0.903%
6.399 554 563 573 rBv4 153270 297221 7.12% 0.471%
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11 6.710 608 616 628 rVB 176060 313505 7.51% 0.497%
12 6.946 652 656 662 rVB 211651 313258 7.50% 0.497%
13 7.051 668 674 679 rBvV 98910 157442 3.77% 0.250%
14 7.251 702 708 716 rBVv3 115277 219407 5.25% 0.348%
15 7.369 722 728 734 rBV 1306275 1953403 46.79%% 3.097%

16 7.422 734 737 742 rVB2 94745 130069 3.12% 0.206%
17 7.716 777 787 792 rBV 641995 1124667 26.94% 1.783%
18 7.828 798 806 816 rVB 497730 844411 20.22% 1.339%
19 7.916 816 821 830 rvB3 154513 235267 5.63% 0.373%
20 8.087 841 850 856 rBV 1336673 2174927 52.09% 3.448%

21 8.140 856 859 865 rvB 234532 345363 8.27% 0.548%
22 8.340 884 893 900 rvv4 159055 341809 8.19% 0.542%
23 8.416 900 906 912 rVB2 93517 172343 4._.13% 0.273%
24 8.716 952 957 962 rVB3 105891 185819 4.45% 0.295%
25 8.816 968 974 978 rBV 184920 299536 7.17% 0.475%

26 8.869 978 983 986 rBV 99131 172357 4._.13% 0.273%
27 8.945 992 996 1010 rvB2 205819 398775 9.55% 0.632%
28 9.334 1057 1062 1067 rvv2 96880 154228 3.69% 0.245%
29 9.392 1067 1072 1078 rVB 134088 218482 5.23% 0.346%
30 9.504 1086 1091 1093 rVvVv3 126341 211992 5.08% 0.336%

31 9.528 1093 1095 1100 rvv 130144 177727 4._.26% 0.282%
32 9.587 1100 1105 1109 rVvVv 90218 156063 3.74% 0.247%
33 9.751 1127 1133 1143 rVB2 174211 340899 8.16% 0.540%
34 9.916 1155 1161 1169 rVvV5 329502 845385 20.25% 1.340%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 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-BM111617 .M
SVOA CALIBRATION

Method
Title

35 9.992 1169 1174 1179 rVV6 129342 306151 7.33% 0.485%

36 10.045 1179 1183 1188 rVB6 118545 221712 5.31% 0.352%
37 10.122 1188 1196 1204 rBV3 185507 378590 9.07% 0.600%
38 10.204 1204 1210 1213 rVV6 101792 224630 5.38% 0.356%
39 10.239 1213 1216 1219 rVV2 139093 242508 5.81% 0.384%
40 10.269 1219 1221 1225 rVV2 120989 156768 3.75% 0.249%

41 10.310 1225 1228 1234 rVV2 136153 239035 5.73% 0.379%
42 10.498 1253 1260 1264 rVV 827417 1437060 34.42% 2.278%
43 10.551 1264 1269 1277 rVV 2433435 4175272 100.00% 6.620%
44 10.639 1278 1284 1285 rVV5 131091 256389 6.14% 0.406%
45 10.663 1286 1288 1300 rVB2 169137 314858 7.54% 0.499%

46 10.910 1324 1330 1336 rVB 300518 496630 11.89% 0.787%
47 11.028 1336 1350 1356 rBV2 574817 1638152 39.23% 2.597%
48 11.081 1356 1359 1368 rVB5 66023 135718 3.25% 0.215%
49 11.692 1458 1463 1472 rBV10 60143 162360 3.89% 0.257%
50 11.845 1479 1489 1494 rBV 365081 746045 17.87% 1.183%

51 12.163 1538 1543 1551 rVB 423589 670773 16.07% 1.063%
52 12.333 1565 1572 1576 rVV6 124167 274779 6.58% 0.436%
53 12.386 1576 1581 1590 rVB 497398 803392 19.24% 1.274%
54 12.475 1590 1596 1604 rBV7 95948 196300 4._.70% 0.311%
55 12.769 1639 1646 1654 rBvV4 60938 140348 3.36% 0.223%

56 12.998 1680 1685 1694 rVB 184129 267525 6.41% 0.424%
57 13.480 1761 1767 1771 rBV3 143016 221108 5.30% 0.351%
58 13.769 1811 1816 1823 rVV2 393186 713215 17.08% 1.131%
59 13.845 1823 1829 1837 rVV 725816 1215766 29.12% 1.928%
60 13.963 1845 1849 1852 rBV2 120870 175110 4._.19% 0.278%

61 13.998 1852 1855 1859 rVV3 162136 204272 4._.89% 0.324%
62 14.045 1859 1863 1870 rVB 407555 607008 14.54% 0.962%
63 14.139 1874 1879 1882 rBV 83564 143838 3.44% 0.228%
64 14.357 1909 1916 1920 rBV2 1251310 1967416 47.12% 3.119%
65 14.751 1978 1983 1992 rVB5 137658 261175 6.26% 0.414%

66 14.880 2001 2005 2013 rVB4 111194 216731 5.19% 0.344%
67 15.110 2039 2044 2047 rVvVv 160457 230674 5.52% 0.366%
68 15.369 2080 2088 2093 rBV2 1566210 2650287 63.48% 4.202%
69 15.463 2098 2104 2112 rVB6 117766 248660 5.96% 0.394%
70 15.592 2122 2126 2130 rBV2 90606 130879 3.13% 0.208%

71 15.651 2132 2136 2145 rVB6 203917 381638 9.14% 0.605%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 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-BM111617 .M
SVOA CALIBRATION

Method :
Title :
72 15.863 2165 2172 2179 rBV3 345061 745222 17 .85% 1.182%
73 16.039 2196 2202 2206 rBV2 369062 605185 14.49% 0.960%
74 16.410 2262 2265 2273 rVB3 128877 211612 5.07% 0.336%
75 16.857 2337 2341 2345 rVB3 96144 128822 3.09% 0.204%

76 17.104 2376 2383 2389 rBV2 1607198 2324434 55.67% 3.685%
77 17.198 2394 2399 2407 rVB 501478 724412 17 .35% 1.149%
78 17.357 2421 2426 2432 rVB5 102105 190604 4._.57% 0.302%
79 17.639 2469 2474 2485 rVvV 821238 1068989 25.60% 1.695%
80 17.774 2492 2497 2502 rBV3 147922 242096 5.80% 0.384%

81 18.145 2555 2560 2570 rVB2 155176 340903 8.16% 0.540%
82 18.245 2572 2577 2580 rVvV 121689 197516 4.73% 0.313%
83 18.292 2581 2585 2594 rVB 291348 461786 11.06% 0.732%
84 19.233 2740 2745 2751 rVB4 163262 274305 6.57% 0.435%
85 19.298 2751 2756 2760 rBv4 113555 158450 3.79% 0.251%

86 19.492 2784 2789 2794 rBV 560094 778848 18.65% 1.235%
87 19.551 2794 2799 2803 rBV 1401718 1719482 41.18% 2.726%
88 20.004 2871 2876 2880 rVB 507790 628347 15.05% 0.996%
89 20.374 2935 2939 2944 rBV2 232873 286808 6.87% 0.455%
90 20.627 2979 2982 2985 rVB 176660 186398 4._46% 0.296%

91 20.727 2994 2999 3005 rVB4 139269 211692 5.07% 0.336%
92 21.286 3089 3094 3100 rVB 2238108 2817338 67.48% 4._467%
93 21.409 3111 3115 3121 rBV 1082063 1400456 33.54% 2.220%
94 21.898 3195 3198 3204 rVB3 114957 152003 3.64% 0.241%
95 22.362 3274 3277 3283 rVB 236707 316036 7.57% 0.501%

96 22.874 3360 3364 3373 rVB2 228359 365439 8.75% 0.579%
97 23.374 3444 3449 3456 rVvV 381227 705410 16.89% 1.118%
98 23.444 3457 3461 3466 rvVv2 199836 316743 7.59% 0.502%
99 23.521 3467 3474 3481 rVB 1422206 2711874 64.95% 4 _300%
100 24.097 3567 3572 3580 rVB 140573 271021 6.49% 0.430%

Sum of corrected areas: 63072723
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

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

Abundance TIC: BM013038.D
5(39
2500000 10.55

2000000

1500000 5.2 737 8.09

1000000 10060

7.72
11.03

5.07

500000 6.22 83 99 1 11,

.46 I

3.1
5 6.40 6.716.95 _ I .gr @ 3
4.40 1 7.03.2p.42 11.69
o A le 1L 5 g coh A LA AT ;K_L_A A‘ﬁl Aﬁ'ﬁ‘ ill ihl A
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM013038.D

2500000

2000000

15.37 17.10
19.55

1500000
14.36

1000000 17.64

19 20.00

500000 20.370.

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013038.D

2500000 21.29

2000000
23.52
1500000
?1.41

1000000

23.3f

22.36 22.87

500000 21.90

0.73

T

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:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 1,3-Oxathiolane Concentration Rank 46

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

4.40 2.58 ng/ul 145016 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 80
2 Hvdrazinecarboxvlic acid. methvl... 90 C2H6N202 006294-89-9 59
3 1-Cvano-N-fluoroformimidovl fluo... 90 C2F2N2 014011-05-3 42
4 Thiourea. methvl- 90 C2HG6N2S 000598-52-7 40
5 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 38

Abundance Scan 223 (4.399 min): BM013038.D (-216) (-) m/z 90.00 100.00%
6Q.0 99.0
5000
o o | 4b0 4% 40 4b0 4B
o SRR M e m/z 60.00 92.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2279: 1,3-Oxathiolane
60.0 90.0
5000

4.00 4.20 4.40 4.60 4.80
m/z 45.00 78.61%

27.0
‘ 44.0 ‘
O P T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31.0
4.00 4.20 4.40 4.60 4.80
5000{ 15.0 90.0 m/z 59.00 70.55%
59.0
o SR | S ML
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2223: 1-Cyano-N-fluoroformimidoy! fluoride (anti)
45.0 90.0 4.00 4.20 4.40 4.60 4.80
m/z 61.00 22.16%
5000 1.0
26. '
A T
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 3-Pentanol, 2,3-dimethyl- Concentration Rank 59

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

4.91 2.07 ng/ul 116311 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 50
2 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 50
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 50
4 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 50
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 50

Abundance Scan 310 (4.910 min): BM013038.D (-306) (-) m/z 73.10 100.00%
731
87.1
5000 450 St
104.9
| | 460 4.80 5.00 5.20
Ob e e e Ly L Tm/z 87.10 58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8395: 3-Pentanol, 2,3-dimethyl-
73.0
87.0
5000
430 B0 460 4.80 500 520
m/z 55.10 49 .85%
27.0 ‘ ‘ ‘ 101.0
0--|}ﬁq|-~“W-~-|=~-|h*“.n--rH--uh-*r---ﬁ---w--
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
550 460 4.80 5.00 5.20
5000 450 87.0 m/z 45.00 42.91%
27.0
101.0
S R S L S S IS UL UL SULISS WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73.0 460 4.80 5.00 5.20
45.0 550 m/z 43.10 34.41%
5000 87.0
29.0
e R S L S S IS UL UL SULISS WL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknown-01 Concentration Rank 24

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

5.46 5.18 ng/ul 291257 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-T1.2.41Triazol-1-vlethanone 111 C4H5N30 015625-88-4 38
2 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 32
3 Cvclooctvl bromide 190 C8H15Br 001556-09-8 25
4 1-Pentyn-3-ol. 3-methvl-. carbamate 141 C7H11NO2 000302-66-9 25
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 22

Abundance Scan 403 (5.457 min): BM013038.D (-399) (-) m/z 43.00 100.00%
43.0
69.0
5000
55.1 831 111.1
| 971 126.0 520 5.40 5.60 5.80
o} S| AP S P M T e m/z 69.05 58.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6058: 1-[1,2,4]Triazol-1-ylethanone
43.0
5000 UL R |""|¥Q"|"'
520 5.40 5.60 5.80
280 70.0 83.0 111.0 m/z 41.05 51.07%
o | 560 H ‘ 96.0
m/z--> 25 §o 45 éo 65 fo 85 do 100 110 150 150 140 1%0 1éo
Abundance
69.0
550 520 5.40 5.60 5.80
5000 410 m/z 55.10 27 .05%
' 111.0
84.0
o 2r.D 97.0 126.0 154.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #53426: Cyclooctyl bromide
69.0 520 5.40 5.60 5.80
m/z 111.10 24 .06%
5000 41.0 55.0 111.0
27.0 ‘ %29 s6.0
0”'W”j“”'d“'Wﬁwﬂ”'W'W”L“W'J'P“'“”'P”'P'”P'”P'”I' A"l“"l“”'l”“'l'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2-Heptanol, 2-methyl- Concentration Rank 48

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

5.66 2.44 ng/ul 137423 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanol. 2-methvl- 130 C8H180 000625-25-2 59
2 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 56
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 53
4 2-Heptanol. 2-methvl- 130 C8H180 000625-25-2 53
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 50

Abundance Scan 437 (5.657 min): BM013038.D (-433) (-) m/z 58.95 100.00%
54.0
5000
43.0
76.9 97|'0 115.1 207 1 540 5.60 5.80 6.00
O‘ﬂ—v—v—‘—v—v—v—r‘JMM-'-“--'.|----|---I-|----|----|----|----|-'-.-- m/z 43_.00 18.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13699: 2-Heptanol, 2-methyl-
59.0
5000
540 5.60 5.80 6.00
270430 m/z 41.10 17.09%
: ‘ 115.0
0 ...|.U‘..|“.‘..‘l”i..“..8::".0..9.7.|0...‘.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
540 5.60 5.80 6.00
5000 m/z 97.00 15.87%
41.0 97.0
0'%§?"' '|""|'"§$p'"|'}%??""|""|' U UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29653: 2-Octanol, 2,6-dimethyl-
59.0 540 5.60 5.80 6.00
m/z 55.00 11.90%
5000
0 4%.0 mn “ 83‘0 125.0 143'0
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Benzene, (1-methylethyl)- Concentration Rank 13

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

6.22 10.13 ng/ul 569731 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 91
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 90
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 87
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 81

Abundance Scan 533 (6.222 min): BM013038.D (-526) (-) m/z 105.10 100.00%
105.1
5000
77.0 P SAARE VRS RS RS AR
51.0 1210 07 1 5.80 6.00 6.20 6.40 6.60
0 A 2L Tm/z 120.10 0 25.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9416: Benzene, (1-methylethyl)-
105.0
5000 SR L L R A
5.80 6.00 6.20 6.40 6.60
770 m/z 77.00 20.09%
51.0
T '|%7'9 T e T -Jh i '|"'%2P'q S DAL UL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
|'“'|“"w"w"“|'m
5.80 6.00 6.20 6.40 6.60
5000 m/z 79.10 13.92%
39.0 77.0
59.0 121.0
G L S S SIS B I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9417 Benzene, (l—methylethyl)— ‘/\| L L L L L l/‘l
105.0 5.80 6.00 6.20 6.40 6.60
m/z 103.10 11.61%
5000
0 27.0 51.0 77‘ ‘0 12\1 0
mz> 20 40 60 80 100 120 140 1% 186 200 | | 50 600 620 640 660

SOM-EPA-BM111617.M Mon Nov 20 14:05:47 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M

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

Concentration Rank 22

Peak Number 10 3-Octanone

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

6.40 5.29 ng/ul 297221 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 64
2 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 58
3 4-Methvlthiazole 99 C4H5NS 000693-95-8 53
4 3-0Octanone 128 C8H160 000106-68-3 53
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 53

Abundance Scan 563 (6.399 min): BM013038.D (-554) (-) m/z 57.10 100.00%
57.1
7B.0
5000 410 9.1
128.1 207.2 6.00 6.20 6.40 6.60 6.80
o e m/z 43.05 93.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12429: 3-Octanone
43.0
27.0
5000 72.0
99.0 6.00 6.20 6.40 6.60 6.80
m/z 71.10 91.16%
H 128.0
0"”I"”IM'“\"LIJ'”i"”I'l”l"”l"”l"”l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71.0
6.00 6.20 6.40 6.60 6.80
5000 270 99.0 m/z 72.00 55.80%
128.0
G LA I S DL WL W L B R S WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3458: 4-Methylthiazole
99.0 6.00 6.20 6.40 6.60 6.80
71.0 m/z 73.00 55.44%
5000
45.0
0'"'Enq“hJ”'l'””w""V“"l"“|""w"'|"“|""
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80

SOM-EPA-BM111617.M Mon Nov 20 14:05:47 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Benzene, propyl- Concentration Rank 21

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

6.71 5.58 ng/ul 313505 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 86
3 Benzene. propvl- 120 C9H12 000103-65-1 86
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72

Abundance Scan 616 (6.710 min): BM013038.D (-608) (-) m/z 91.10 100.00%
91.1
5000
120.1 m'”l”'W'”'P'AI”'W
65.0
391 511 | 78.0 105.0 6.40 6.60 6.80 7.00
Ol e e e e m/z 120.10 21.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9408: Benzene, propyl-
91.0
5000
6.40 6.60 6.80 7.00
120.0 m/z 65.00 12_.37%
270 390 510 0 780 | 1050
O e e e e T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
91.0
6.40 6.60 6.80 7.00
5000 m/z 92.00 9.18%
65.0 120.0
150 270 390 510 78.0 105.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9406: Benzene, propyl-
91.0 6.40 6.60 6.80 7.00
m/z 39.10 6.66%
5000
120.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

SOM-EPA-BM111617.M Mon Nov 20 14:05:48 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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, 1,2,3-trimethyl- Concentration Rank 4

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

7.37 34.74 ng/ul 1953400 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 728 (7.369 min): BM013038.D (-722) (-) m/z 105.10 100.00%
106.1
5000
77.0 o o S 7R
51.0 1201 7.00 7.20 7.40 7.60 7.80
O b g b AL 2071 h757150.10  40.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 A|"' UL IR R
7.00 7.20 7.40 7.60 7.80
m/z 77.00 13.53%
0 77.0
0"%59""'|"h§%9“ 'MI"t'ItM'{%:q' S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 119.10 11.17%
150 390 g5 /70 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9419: Benzene, 1,2,4-trimethyl- A, R
105.0 7.00 7.20 7.40 7.60 7.80
m/z 91.05 10.95%
5000
150 77.0
OIII\IIIMII‘I\”\‘MIIql\l”‘HIII‘III\H”]-I%I:O”III”III”II””I””
m/z--> 20 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80

SOM-EPA-BM111617.M Mon Nov 20 14:05:48 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown-02 Concentration Rank 51

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

7.42 2.31 ng/ul 130069 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 s-Triazolol2.3-al-s-triazin-5(6H... 137 C4H3N50 001489-03-8 38
2 Cvclopentanecarboxvlic acid. 3-1... 290 C19H3002 1000151-83-4 37
3 (2.6.6-Trimethvlcvclohex-1-envIm... 278 C16H2202S 056691-74-8 32
4 Benzaldehvde. 4-hvdroxv-. oxime 137 C7H7NO2 000699-06-9 27
5 2(1H)-Pyridinone, 1,4,6-trimethyl- 137 C8H11NO 015031-89-7 25

Abundance Scan 737 (7.422 min): BM013038.D (-734) (-) m/z 137.10 100.00%
137.1
43.0
5000 810
109.1 7.00 7.0 7.0 7.60 7.80

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

Abundance #16581: s-Triazolo[2,3-a]-s-triazin-5(6H)-one
137.0
5000 [TrTIr[rrrr[rrrrprrrrprom
0 7.00 7.20 7.40 7.60 7.80
>4 m/z 81.00 38.02%
‘ 94.0
0 ””JLL,”.WH.WH.WH.AH..”..”..”..”..”.w”.w.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81.0 137.0
109.0
7.00 7.20 7.40 7.60 7.80
so00] 410 m/z 55.05 28.14%
o 181.0 212.0 290.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125784: (2,6,6-Trimethylcyclohex-1-enylmethanesulfonyl)be...
137.0 7.00 7.20 7.40 7.60 7.80
m/z 83.00 27.83%
5000 95.0
41.0 690
PRI RN T YO L. E——— 1.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60 7.80

SOM-EPA-BM111617.M Mon Nov 20 14:05:49 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 unknown-03 Concentration Rank 29

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

7.92 4.18 ng/ul 235267 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Dimethvlamino-furan-2-carbalde... 139 C7H9NO2 1000317-69-8 35
2 Silane. (cvclopentvlidenemethvl)... 154 C9H18Si 094012-70-1 27
3 4-Pvridinol. 3-methoxv-2-methvl- 139 C7HONO2 053603-11-5 27
4 3-Pvridinecarboxvlic acid. 1.6-d... 139 C6H5NO3 005006-66-6 27
5 2H-Pyran, 2-ethenyltetrahydro-2,... 154 C10H180 007392-19-0 25

Abundance Scan 822 (7.922 min): BM013038.D (-816) (-) m/z 139.10 100.00%
139.1
81.1
5000
1542 760 7.80 8.00 820
0 m/z 81.10 73.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17804: 5-Dimethylamino-furan-2-carbaldehyde
139.0
82.0
5000
7.60 7.80 8.00 8.20
67.0 m/z 43.10 57 .45%
420 550 | 96.0 110.0 1540
0..,..?’.?'.()..l‘i‘la..,a‘.‘l.,..ll,....,.‘...,..‘l.,....l‘....,.l.'.,...ll....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
139.0
59.0 AR SR RN RN
7.60 7.80 8.00 8.20
5000 m/z 85.10 53.40%
43.0 730 154.0
310 | 85.0 97.0 111.0 1554 '
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17800: 4-Pyridinol, 3-methoxy-2-methyl-
130.0 7.60 7.80 8.00 8.20
96.0 m/z 70.00 45 _.80%
420 124.0
5000
55.0
27.0 69.0
Il o | o |
0“v'“L'Wh'“ﬂu“V“hw“'NH'V“H'““'“w““WH'W“'W”“l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

SOM-EPA-BM111617.M Mon Nov 20 14:05:50 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Indane Concentration Rank 2

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

8.09 38.68 ng/ul 2174930 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 81
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
4 Deltacvclene 118 C9H10 007785-10-6 68
5 Indane 118 C9H10 000496-11-7 64

Abundance Scan 851 (8.093 min): BM013038.D (-841) (-) m/z 117.10 100.00%
117.1
5000
a1 631 70 780 8.00 820 8.40
o! ' 280 2L Tm/z 118.10  51.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117.0
5000 R S A R IR
7.80 8.00 820 8.40
910 m/z 115.10 32.95%
39.0 630 :
0'%Q?"'W"“”H”“’l'”"ﬁ"'\"'w""l'“'l""l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
780 8.00 820 8.40
5000 m/z 91.05 17 .34%
91.0
51.0
27.0 74.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8967: Benzene, cyclopropyl-
117.0 7.80 8.00 820 8.40
m/z 63.10 9.52%
5000 91.0
39.0 650
0"'|"'w"“'|U“'M'”l'w"lw"'w""l'“'l""l“" U L R R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 820 8.40

SOM-EPA-BM111617.M Mon Nov 20 14:05:51 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Cyclohexanone, 3,3,5-trimet... Concentration Rank 19

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

8.14 6.14 ng/ul 345363 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 95
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 59
5 2-Decene, 2,4-dimethyl- 168 C12H24 074421-03-7 50

Abundance Scan 859 (8.140 min): BM013038.D (-856) (-) m/z 83.05 100.00%
3.0
5000 55.1
39]1 140.1
7.80 8.00 8.20 8.40
ol %M m/z 69.00  50.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000
55.0 7.80 8.00 8.20 8.40
310 140.0 m/z 55.10 39.53%
0....|.‘l‘..‘ﬁ“..‘.‘.‘l.‘.‘..|l..£“:|l-(.)7.'9.|....|....|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
7.80 8.00 8.20 8.40
5000 m/z 41.00 36.68%
55.0
140.0
39.0
ol 150 112.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl- A RAEREE R L e
83.0 7.80 8.00 8.20 8.40
m/z 56.10 32.07%
5000 55.0
39/0
140.0
0"#%?""l""l""l"" I}}?PI""I""I""I""I"'
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SOM-EPA-BM111617.M Mon Nov 20 14:05:51 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Cyclohexanol, 3,3,5-trimeth... Concentration Rank 20

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

8.34 6.08 ng/ul 341809 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 64
2 Trivinvl(chloromethvD)silane 158 C7H11CISi 025202-05-5 47
3 Allvitrivinvisilane 150 C9H14Si 115946-69-5 47
4 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000767-54-4 42
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 40

Abundance Scan 893 (8.340 min): BM013038.D (-884) (-) m/z 109.10 100.00%
109.1
83.0
5000
411 551 71.0
|‘| |” | ‘ | 960 1240.0 134.2 8.00 820 840 8.60
0 bt sl Ml e | m/z 83.05  56.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20051: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0
83.0
5000

8.00 8.20 8.40 8.60

410 550 710 m/z 41.10 30.85%
m | T e | e
UMY N S SN e o . 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109.0
R R AR EEE
8.00 8.20 8.40 8.60
5000 83.0 m/z 71.00 29.29%
55.0
o 43.0 67.0 131.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #24616: Allyltrivinylsilane
109.0 8.00 8.20 8.40 8.60
m/z 119.10 28 .55%
5000 83.0
57.0
om0 120
O e e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

SOM-EPA-BM111617.M Mon Nov 20 14:05:52 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 o-Cymene Concentration Rank 37

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

8.72 3.30 ng/ul 185819 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 90
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 81
3 o-Cvmene 134 C10H14 000527-84-4 81
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 81
5 o-Cymene 134 C10H14 000527-84-4 81

Abundance Scan 958 (8.722 min): BM013038.D (-952) (-) m/z 119.00 100.00%
119.0
5000
69.1
134.1
391 551 |1m1 | 8.40 8.60 8.80 9.00
0..,....,....,....','I...,'.'."l""'i" |I.. o ..l!I,.'!..,..'.h,‘....,....,...., m/z 69.10 31.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0
5000
134.0 8.40 860 880 9.00
91.0 m/z 134.05 22 .65%
150 27.0 410 530 650 770 | 1030
0 S S T N M
Abundance
119.0
8.40 860 8.80 9.00
5000 m/z 123.10 14.26%
134.0
91.0
o 15.0 27.0 410 530 650 77.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
119.0 8.40 8.60 8.80 9.00
m/z 91.10 13.26%
5000
134.0
91.0
o270 40 50 650 710 | ago
mz-> 10 20 '3'6"'4'0' TR 's'o' T e e o o o 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 (DEL) Alkane: Cyclic8.95 Concentration Rank 16

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

8.95 7.09 ng/ul 398775 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvl-4-octene 140 C10H20 019781-32-9 52
2 3.4-Diethvl-3-hexene 140 C10H20 000868-46-2 52
3 2-MethvIl-3-decanol 172 C11H240 083909-79-9 50
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 47
5 3,4-Diethyl-2-hexene 140 C10H20 1000113-54-8 47

Abundance Scan 997 (8.951 min): BM013038.D (-992) (-) m/z 73.10 100.00%
741
5000 41.0
FO || | apottl1 11 gy woro || 5E0 580 b0 6%
o et b e Tm/z 69.10  89.82%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #17958: 3-Ethyl-4-octene
69.0
5000
41.0 8.60 8.80 9.00 9.20
m/z 81.05 88.17%
84.0 111.0 140.0
0I'U'JN'JPINL'WI"M""I”"k"”l""P"'I'”'
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
8.60 8.80 9.00 9.20
5000 m/z 41.05 40.32%
41.0 111.0
140.0
0L26.0 95.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #39796: 2-Methyl-3-decanol I B e
69.0 8.60 8.80 9.00 9.20
m/z 55.05 33.11%
5000
41.0
111.0 1290
0 wk'“W'HJI'H"ﬁﬁq'l'ﬁk'l“k'l""I"'W""I"" IR R S S
mz-> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 57

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

9.33 2.15 ng/ul 154228 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 1061 (9.328 min): BM013038.D (-1057) (-) m/z 118.95 100.00%
119.0
5000
91.0
9.0 9.00 9.20 9.40 9.60
ol et s M 38 2713410 53.68%
m/z--> 50 100 150 200 250 300 350
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 I e
9.00 9.20 9.40 9.60
91.0 m/z 90.95 21.07%
51.0
01|5.|0‘I L i“.”.‘”. ‘.“ |““.H ————
m/z--> 50 100 150 200 250 300 350
Abundance
119.0
9.00 9.20 9.40 9.60
5000 m/z 120.10 12.77%
39.0 91.0
12,0
s s L WL L
m/z--> 50 100 150 200 250 300 350
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0 9.00 9.20 9.40 9.60
m/z 117.10 12.10%
5000
39.0 91.0
0II\IL\IMIJIL\IIIIJ\ILLIHIIIIIIIIIII —
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60

SOM-EPA-BM111617.M Mon Nov 20 14:05:54 2017 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 p-Cymene Concentration Rank 40

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

9.39 3.04 ng/ul 218482 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 94
2 Benzene., 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
3 o-Cvmene 134 C10H14 000527-84-4 93
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 1072 (9.392 min): BM013038.D (-1067) (- m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 ., %07? 105.0 9.00 9.20 9.40 9.60 9.80
0'w'“w'“w'“m““'w“'Nm'w“'w“'w'“w””vJLL'“wb“w' m/z 134.10 40.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14809: p-Cymene
119.0
5000 A e
9.00 9.20 9.40 9.60 9.80
91.0 134.0 m/z 91.00 21.20%
ooy 20 410 530 830 70 [ wso |
s T ek e Tl 1 b 3o
Abundance
119.0
9.00 9.20 9.40 9.60 9.80
5000 134.0 m/z 76.95 12.98%
91.0
150 27.0 320 510 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0 9.00 9.20 9.40 9.60 9.80
m/z 117.10 11.79%
5000
134.0
91.0
. 150 27.0 410 539 650 77.0 1030 |
miz-> 10 20 30 4 50 60 7o 8 90 100 110 150 130 140 9.00 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 1,4-Hexadiene, 3,3,5-trimet... Concentration Rank 41

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

9.50 2.95 ng/ul 211992 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 3.3.5-trimethvl- 124 C9H16 074753-00-7 50
2 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 38
3 Bicvclol2.2.1Theptan-2-one. 7.7-... 138 C9H140 000514-15-8 38
4 1-Propanone. 1-(5-methvl-2-furan... 138 C8H1002 010599-69-6 35
5 2H-Pyrazolo[3,4-c]pyridin-3-amin... 138 C6H10N4 1000362-58-3 35

Abundance Scan 1090 (9.498 min): BM013038.D (-1086) (-) m/z 109.10 100.00%
109.1
5000 4o o
580 138.1
| | 81.1 9051 123.1 ‘ 9.20 9.40 9.60 9.80
Ol il il e L Tm/z 69.10  60.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10703: 1,4-Hexadiene, 3,3,5-trimethyl-
41.0 69.0
5000 AR LR
81.0 9.20 9.40 9.60 9.80
0
970 50 109.0 m/z 73.10 60.09%
0"I""I"'MI""iH"'IJJ"I"hI'"'\l'"I??;ql"”h""%gf:gl""l"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109.0
9.20 9.40 9.60 9.80
5000 m/z 41.05 53.29%
41.0
27.0 550 870 810 950 1230 138.0
ol 15.0
Wmmmmmfmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17623: Bicyclo[2.2.1]heptan-2-one, 7,7-dimethyl- R R ERE N RaE T
69.0 9.20 9.40 9.60 9.80
m/z 42.95 42 .03%
5000 81.0 138.0
41.0 0 95.0
210 H | 110.0 153
O'W'”'P'LH“'W““'ﬁM'P“”l“““h'W'J”P'”L'”I“LI”'W'”' AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 m-Chloroaniline Concentration Rank 47

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

9.53 2.47 ng/ul 177727 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Chloroaniline 127 C6HG6CIN 000108-42-9 90
2 p-Chloroaniline 127 C6HG6CIN 000106-47-8 90
3 m-Chloroaniline 127 C6HG6CIN 000108-42-9 90
4 o-Chloroaniline 127 C6H6CIN 000095-51-2 90
5 p-Chloroaniline 127 C6H6CIN 000106-47-8 87

Abundance Scan 1095 (9.528 min): BM013038.D (-1093) (-) m/z 127.00 100.00%
121.0
5000
39.0 52.0 75.0 | 103.0 9.20 9.40 9.60 9.80
O e e e e et ey m/z 129.00 27.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11743: m-Chloroaniline
127.0
5000
65.0 9.20 9.40 9.60 9.80
92.0 m/z 65.00 20.37%
0 15.0 28.0 39\.0\ 52.0 \H‘ 75'0 \‘ ]7920
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
127.0
9.20 9.40 9.60 9.80
5000 m/z 92.00 16.43%
65.0 92.0
o 280 450 75.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11744: m-Chloroaniline
127.0 9.20 9.40 9.60 9.80
m/z 99.90 15.47%
5000
65.0
45.0 92.0
o 34.0, | “55.0”\“ 750 | 10201130 A \
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 150 ' 9.'20 9.'40 9.|60 9.|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .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 25 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 25

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

9.75 4.74 ng/ul 340899 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 89
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 83
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 81

Abundance Scan 1133 (9.751 min): BM013038.D (-1127) (-) m/z 116.95 100.00%
117.0
5000 132.1
59.1
430
| || 770 % 1031 ‘ | 154.0 9.40 9.60 9.80 10.00
0 ..,....,....,....,'....,-'.... TR TN ..':.,:':..,..!!,...-.",....,....,.... : m/z 132.10 39.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 AR SN UL
91.0 9.40 9.60 9.80 10.00
m/z 115.10 31.87%
150270390510 65.0 77.0 105.0
0 "I""I'""I""‘I""“""Ilm"I"'hI""I""Il""'l"'ll""l‘l""'I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
9.40 9.60 9.80 10.00
5000 1320 m/z 59.10 26 .36%

91.0
15.0 27.0 39.0 51.0 650 77.0 103.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14033: 3-Phenylbut-1-ene
117.0 9.40 9.60 9.80 10.00
m/z 131.10 21.21%
5000
91.0 132.0
27.0 39.0 51.0 g5 77.0 ‘ 105.0
) S P W IR P N S | B S—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00

SOM-EPA-BM111617.M Mon Nov 20 14:05:57 2017

Page: 24



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2-Coumaranone Concentration Rank 10

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

9.92 11.77 ng/ul 845385 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Coumaranone 134 C8H602 000553-86-6 64
2 2-Coumaranone 134 C8H602 000553-86-6 64
3 4H-1.3-Benzodioxin 136 C8H802 000254-27-3 58
4 2-Pvridinecarboxaldehyde. N-oxide 123 C6H5NO02 007216-40-2 53
5 Benzeneacetic acid, 2-hydroxy- 152 C8H803 000614-75-5 50

Abundance Scan 1162 (9.922 min): BM013038.D (-1155) (-) m/z 78.10 100.00%
78.1
95.0
5000 1301
39.0 51.0 115. '
63.0 152.1 9.60 9.80 10.00 10.20
0! m/z 95.00 58.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15248: 2-Coumaranone
78.0
134.0
5000
, 510 106.0 9.60 9.80 10.00 10.20
m/z 105.95 41 .80%
63.0
0"w'“'v'“|“'w'“'v'“|“"'“"999"v'“ E%ﬁg'w'“'v'“l“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
78.0
134.0
9.60 9.80 10.00 10.20
5000 106.0 m/z 77.00 36.56%
51.0
ol 140 27.0 390 63.0 90.0
LR AR RS AR LR RRRRS RARRS RARRN RARRN AN EARAN RALSS RN LA SRR RARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16276: 4H-1,3-Benzodioxin LA L LB L N O BN |
78.0 9.60 9.80 10.00 10.20
m/z 130.10 35.16%
5000
106.0
51.0 136.0
“ 630 |
0 IIII""I""I""I""I""IIIII s ‘ TTTT IIIII""'l""l""I""I""I""II
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2a,4a,6a,6b-Tetrahydrocyclo... Concentration Rank 28

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

9.99 4.26 ng/ul 306151 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2a.4a.6a.6b-Tetrahvdrocvclopenta... 130 C10H10 006053-74-3 78
2 Naphthalene. 1.2-dihvdro- 130 C10H10 000447-53-0 76
3 1.4-Dihvdronanhthalene 130 C10H10 000612-17-9 76
4 Benzene. l1l-butvnvl- 130 C10H10 000622-76-4 76
5 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 70

Abundance Scan 1174 (9.992 min): BM013038.D (-1169) (-) m/z 130.10 100.00%
130.1
5000
206.9 9.60 9.80 10.00 10.20 10.40
(o} O I S m/z 115.00 84 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13122: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene
129.0
5000
9.60 9.80 10.00 10.20 10.40
5.0 770 1080 m/z 129.10 73.70%
o ...,2.7‘.'9.“,..“l.,“l‘..w”,....,”:'..l,.“.‘..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130.0
9.60 9.80 10.00 10.20 10.40
5000 m/z 122.05 39.86%
oL 270 510 770 1020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13096: 1,4-Dihydronaphthalene
130.0 9.60 9.80 10.00 10.20 10.40
m/z 128.00 35.11%
5000
51.0 104.0
obzo o e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40

SOM-EPA-BM111617.M Mon Nov 20 14:05:58 2017 Page: 26



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 unknown-04 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.05 3.09 ng/ul 221712 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1l-meth... 156 C10H200 000490-99-3 43
2 Undeca-4.8-dione 184 C11H2002 013505-35-6 38
3 3.5-Heptanedione. 2.6-dimethvl- 156 C9H1602 018362-64-6 38
4 Cvclohexanol. 5-methyl-2-(1-meth... 156 C10H200 000491-02-1 38
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 023283-97-8 38
Abundance Scan 1184 (10.051 min): BM013038.D (-1179) (-) m/z 43.05 100.00%
43.0 71.0
5000 95.0 1131
127.2 RS S Raa e S
| | | ” | | 9.80 10.00 10.20 10.40
ol T m/z 71.05 81.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28372: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
71.0
5000 9.0
41.0 9.80 10.00 10.20 10.40
270 SF-O ‘ 100g 2301380 m/z 41.10 53.74%
0 IIIIIH\II‘I\leI\\lel‘“llwk‘mwl |”l”|||mlﬁul‘||||‘|||1|5§.|0||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0 71.0
1150 550 1000 1020 1040
5000 m/z 69.10 48 .73%
99.0 1410 184.0
. 57.0 85.0 156.0
miz-> 20 40 60 8 100 120 140 160 180
Abundance #29020: 3,5-Heptanedione, 2,6-dimethyl- e
118.0 9.80 10.00 10.20 10.40
m/z 95.05 47 .78%
5000 43.0
71.0 156.0
oL 2oy 570 Lm0 ey |
m/z--> 25 Jo 65 éo 160 150 150 1éo 1éo 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 29 (DEL) Alkane: Cyclicl0.20 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.20 3.13 ng/ul 224630 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 38
2 1.alpha..2.beta..3.alpha..4_beta... 126 C9H18 002532-67-4 30
3 Cvclohexanone. 3.5-dimethvl- 126 C8H140 002320-30-1 25
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 25
5 3,4-Dimethyl cyclohexanone 126 C8H140 005465-09-8 25
Abundance Scan 1209 (10.198 min): BM013038.D (-1204) (-) m/z 69.05 100.00%
.0
5000
27.9 AN UM BN B
154.2 207.0 9.80 10.00 10.20 10.40 10.60
ol NS it m/z 55.10 91.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 U SRR BN B
9.80 10.00 10.20 10.40 10.60
970 154.0 m/z 109.05 67.67%
0 IIIII‘I‘I I‘i‘lll‘\l‘ll‘l‘l |“|H|‘||lh|||‘ﬁ |1|2|‘5.|0||‘i|||‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
41.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 43.00 66 .80%
126.0
14.0 97.0
G S S I SR L B S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11420: Cyclohexanone, 3,5-dimethyl- A e o
69.0 9.80 10.00 10.20 10.40 10.60
m/z 71.05 58.02%
5000
41.0 126.0
0 I]'ISI'OII‘I\I ||||||||||||||9?.|0|1|q|4;q|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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-05 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.24 3.38 ng/ul 242508 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butvl-cvclohexanone 154 C10H180 061203-82-5 49
2 Cvclohexanone. 2.6-diethvl- 154 C10H180 016519-68-9 43
3 Tetrahvdrocarvone 154 C10H180 000499-70-7 43
4 5-Undecene 154 C11H22 004941-53-1 38
5 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 38
Abundance Scan 1216 (10.239 min): BM013038.D (-1213) (-) m/z 55.00 100.00%
58.0
83.1
5000

10.00 10.20 10.40 10.60
m/z 83.10 62.18%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26693: 4-Butyl-cyclohexanone
55.0

10.00 10.20 10.40 10.60
m/z 56.10 47.39%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
10.00 10.20 10.40 10.60
5000 83.0 m/z 41.10 43.23%
126.0
154.0
0 106.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26681: Tetrahydrocarvone A e R E B
55.0 10.00 10.20 10.40 10.60
)
111.0 m/z 57.10 38.16%
5000
27.0
83.0 154.0
o 134.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M

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

Concentration Rank 56

Peak Number 31 unknown-06

R.T. EstConc Area Relative to ISTD R.T.
10.27 2.18 ng/ul 156768 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octen-1-ol. 7-T(tetrahvdro-2H-... 228 C13H2403 077758-38-4 45
2 Sulfurous acid. hexvl nonvl ester 292 C15H3203S 1000309-13-1 27
3 Cvclohexanol. 1.3-dimethvl-. cis- 128 C8H160 015466-94-1 27
4 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 17
5 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 16

Abundance Scan 1221 (10.269 min): BM013038.D (-1219) (-) m/z 109.10 100.00%
g5.1 109.1
5000 71.0
st 127.1
41/0 | | | | 153 9 10.00 10.20 10.40 10.60
o | TR R B ) m/z 85.10 78.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84246: 2-Octen-1-ol, 7-[(tetrahydro-2H-pyran-2-yl)oxy]-, (E)
85.0
5000 67.0 109.0
10.00 10.20 10.40 10.60
41.0 m/z 71.05  41.30%
oh 280 L. H gl %00 1450 1660 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
85.0
JV\\/'\N'\'I""I"" [rrrryprToTT
43.0 10.00 10.20 10.40 10.60
5000 g0 10 m/z 67.10 38.58%
o 29.0 1000 2701430 161.0 179.0
LU S UL UL SURLELELAS UL BNLELELES SO SO B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12631: Cyclohexanol, 1,3-dimethyl-, cis- e e
85.0 10.00 10.20 10.40 10.60
m/z 57.10 28.25%
43.0 1.0
5000
113.0
Ouluuuuluuu‘ .,....gl'o....,1.2.8'.0.“...,....,....,. (\41”'””””””””
m/z--> 20 80 100 120 140 160 180 200 1000 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 58 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.

22 .36 2.24 ng/ul 316036 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 86
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3277 (22.362 min): BM013038.D (-3274) (-) m/z 57.10 100.00%

5000

22.00 22.20 22.40 22.60
m/z 71.05 64 .73%

o 1412 1910 2380 2831 3560  429.2 477.0
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #141425: Heneicosane
57.0
5000
22.00 22.20 22.40 22.60
90 m/z 43.05 60.45%
0 15'0‘ 1111 ‘ \“\ \“\ h‘ h‘ :5-4:\[.9 183.0 225'0 296.0
R o o I L I 0 B B o o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
B RE R e e S RS
22.00 22.20 22.40 22.60
5000 m/z 85.05 48.26%
99.0
o 141.0 183.0 225.0 267.0 309.0  367.0
L o L B B e e e e e e o BLBLAR A o e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141429: Eicosane, 2-methyl- R R Al
57.0 22.00 22.20 22.40 22.60
m/z 41.10 26.16%
5000
9.0
Ol A) 9.4J.{4}f{%§%o,...%ﬁ%o...,.. e e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 59 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.

22 .87 2.70 ng/ul 365439 Perylene-d12 23.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3363 (22.868 min): BM013038.D (-3360) (-) m/z 57.10 100.00%
57.1
5000 E
99.0
1411 1939 2303 2852 3429  400.9 22.80 22,80 23.00 23.2)
0...,.]...‘|,.1...,.L..‘.',-.‘.-..,.... 3829 4009 1 "mjz 71.10 68.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L
22.60 22.80 23.00 23.20
m/z 43.05 67 .58%
o ey M‘\d }4}9 1830 225.0 267.0 309.0 351.0 393.0 436.0
e T e T T T T e
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
e e e
22.60 22.80 23.00 23.20
5000 m/z 85.10 55.12%
99.0
. 141.0 1830 225.0 2670 309.0 365.0
T T T T T T e e e T T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl- B e e e HLI I B i e e
57.0 22.60 22.80 23.00 23.20
m/z 41.10 28.57%
5000
99‘ 0‘ 141.0
ot ey e e
miz--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
SOM-EPA-BM111617.M Mon Nov 20 14:06:02 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM013038.D

Aca On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample : 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
23.44 2.34 ng/ul 316743 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 90
3 Tetracontane 563 C40H82 004181-95-7 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 3460 (23.439 min): BM013038.D (-3457) (-) m/z 57.10 100.00%
57.1
5000
127.1 RS AUONRAN BNESN B P
207.0 268.2 23.20 23.40 23.60 23.80
Ol by S SO0 8600 42 Tm/z 71.10  69.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000
23.20 23.40 23.60 23.80
m/z 43.10 58.52%
m/z--> 6 éo 100 1éo 260 250 360 3%0 460 4%0 560 séo
Abundance
57.0
" 2320 23.40 23.60 23.80
5000 m/z 85.10 55.43%
295.0
0l13.0 1130 169.0 205, 0 338.0 435.0
[rrrryrerryrrrrpTrT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239764: Tetracontane
23.20 23.40 23.60 23.80
m/z 41.10 29.61%
5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2320 2340 2360 2380
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111717\
Data File : BM013038.D

Acq On : 18 Nov 2017 13:58

Operator : SJ/JU

Sample - 16405-05 5X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .M
Quant Title : SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1,3-Oxathiolane 4.40 2.6 ng/ul 145016 1 7.72 1124670 20.0
3-Pentanol, 2,3-d... 4.91 2.1 ng/ul 116311 1 7.72 1124670 20.0
unknown-01 5.46 5.2 ng/ul 291257 1 7.72 1124670 20.0
2-Heptanol, 2-met... 5.66 2.4 ng/ul 137423 1 7.72 1124670 20.0
Benzene, (1-methy... 6.22 10.1 ng/ul 569731 1 7.72 1124670 20.0
3-Octanone 6.40 5.3 ng/ul 297221 1 7.72 1124670 20.0
Benzene, propyl- 6.71 5.6 ng/ul 313505 1 7.72 1124670 20.0
Benzene, 1,2,3-tr... 7.37 34.7 ng/ul 1953400 1 7.72 1124670 20.0
unknown-02 7.42 2.3 ng/ul 130069 1 7.72 1124670 20.0
unknown-03 7.92 4.2 ng/ul 235267 1 7.72 1124670 20.0
Indane 8.09 38.7 ng/ul 2174930 1 7.72 1124670 20.0
Cyclohexanone, 3,... 8.14 6.1 ng/ul 345363 1 7.72 1124670 20.0
Cyclohexanol, 3,3... 8.34 6.1 ng/ul 341809 1 7.72 1124670 20.0
o-Cymene 8.72 3.3 ng/ul 185819 1 7.72 1124670 20.0
(DEL) Alkane: Cyc... 8.95 7.1 ng/ul 398775 1 7.72 1124670 20.0
Benzene, l-ethyl-_.. 9.33 2.1 ng/ul 154228 2 10.50 1437060 20.0
p-Cymene 9.39 3.0 ng/ul 218482 2 10.50 1437060 20.0
1,4-Hexadiene, 3,... 9.50 3.0 ng/ul 211992 2 10.50 1437060 20.0
m-Chloroaniline 9.53 2.5 ng/ul 177727 2 10.50 1437060 20.0
Benzene, 2-etheny... 9.75 4.7 ng/ul 340899 2 10.50 1437060 20.0
2-Coumaranone 9.92 11.8 ng/ul 845385 2 10.50 1437060 20.0
2a,4a,6a,6b-Tetra. .. 9.99 4.3 ng/ul 306151 2 10.50 1437060 20.0
unknown-04 10.05 3.1 ng/ul 221712 2 10.50 1437060 20.0
(DEL) Alkane: Cyc... 10.20 3.1 ng/ul 224630 2 10.50 1437060 20.0
unknown-05 10.24 3.4 ng/ul 242508 2 10.50 1437060 20.0
unknown-06 10.27 2.2 ng/ul 156768 2 10.50 1437060 20.0
(DEL) Alkane: Str... 22.36 2.2 ng/ul 316036 5 21.29 2817340 20.0
(DEL) Alkane: Str... 22.87 2.7 ng/ul 365439 6 23.52 2711870 20.0
(DEL) Alkane: Str... 23.44 2.3 ng/ul 316743 6 23.52 2711870 20.0
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