LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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
1 3.246 23 27 31 rBv 60952 77363 1.69% 0.112%
2 4.928 306 313 319 rvB4 37961 81440 1.78% 0.118%
3 5.063 329 336 345 rBVY 1358291 1951698 42.61% 2.829%
4 5.187 353 357 363 rBV 54415 83147 1.82% 0.121%
5

5.381 385 390 398 rvv 397169 587985 12.84% 0.852%

5.457 398 403 410 rvB2 131398 186338 4_.07% 0.270%
5.746 446 452 460 rVB 202015 310096 6.77% 0.450%
rBv2 246506 427638 9.34% 0.620%
6.722 612 618 628 rVB6 38654 109937 2.40% 0.159%
6.893 642 647 652 rvVv 244477 394859 8.62% 0.572%

(@R {cNec R NNe))
(0}
w
©
w
(9]}
(9]
w
[
(%)
N
[
()}
(o4}

11 6.940 652 655 663 rvB2 65035 99072 2.16% 0.144%
12 7.051 667 674 680 rBvV 767392 1163622 25.40% 1.687%
13 7.104 680 683 687 rvVv 86580 132262 2.89% 0.192%
14 7.251 701 708 717 rVB 868668 1470095 32.09% 2.131%
15 7.422 731 737 742 rVB2 299690 462706 10.10% 0.671%

16 7.710 776 786 797 rBV 864305 1503724 32.83% 2.180%
17 7.822 801 805 809 rvv 114585 182454 3.98% 0.264%
18 7.910 816 820 827 rVB 295439 439851 9.60% 0.638%
19 8.081 838 849 858 rvB2 113547 253092 5.53% 0.367%
20 8.422 900 907 916 rvB2 728788 1171623 25.58% 1.698%

21 8.616 936 940 944 rvVB2 51119 80180 1.75% 0.116%
22 8.698 949 954 960 rVB3 64476 127629 2.79% 0.185%
23 8.810 967 973 977 rBv2 160125 250461 5.47% 0.363%
24 8.863 977 982 990 rVV 1052262 1757288 38.36% 2.547%
25 8.945 990 996 1007 rVvB4 166755 385093 8.41% 0.558%

26 9.192 1033 1038 1046 rvB2 101509 166909 3.64% 0.242%
27 9.328 1053 1061 1067 rVB5 66468 134500 2.94% 0.195%
28 9.392 1067 1072 1079 rBV6 33828 76079 1.66% 0.110%
29 9.492 1079 1089 1093 rBvV 121063 211206 4.61% 0.306%
30 9.581 1098 1104 1114 rVB 908642 1508868 32.94% 2.187%

31 9.745 1126 1132 1140 rVB10 64235 137558 3.00% 0.199%
32 9.869 1147 1153 1156 rBV 173755 289204 6.31% 0.419%
33 9.916 1156 1161 1170 rVV5 183144 382419 8.35% 0.554%
34 10.122 1188 1196 1204 rBV 1335523 2182497 47.65% 3.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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-BM111617 .M
SVOA CALIBRATION

35 10.233 1204 1215 1223 rVB7 89450 272189 5.94% 0.395%

36 10.310 1223 1228 1237 rBV2 73839 120426 2.63% 0.175%
37 10.492 1252 1259 1265 rBV 1145896 1906863 41.63% 2.764%
38 10.857 1313 1321 1325 rVV6 55077 121815 2.66% 0.177%
39 10.904 1325 1329 1336 rVB 131272 210111 4_.59% 0.305%

40 11.086 1355 1360 1366 rBV4 50221 90212 1.97% 0.131%
41 11.516 1427 1433 1439 rVB6 34032 75762 1.65% 0.110%
42 11.627 1444 1452 1456 rBV6 33214 82768 1.81% 0.120%

43 11.716 1458 1467 1471 rBV7 57784 149472 3.26% 0.217%
44 11.845 1480 1489 1494 rBV 448160 773382 16.88% 1.121%
45 12.327 1565 1571 1574 rVV6 65768 150059 3.28% 0.218%

46 12.833 1652 1657 1659 rVV3 48334 88290 1.93% 0.128%
47 12.880 1659 1665 1671 rVVv2 96196 223750 4._.88% 0.324%
48 12.992 1677 1684 1691 rVV 559391 803857 17.55% 1.165%
49 13.474 1761 1766 1771 rVV5 55600 109843 2.40% 0.159%
50 13.769 1810 1816 1822 rBV 2389697 3331834 72.74% 4 _.830%

51 13.845 1822 1829 1835 rVVvV2 733382 1252229 27.34% 1.815%
52 13.892 1835 1837 1845 rVB 86338 120680 2.63% 0.175%
53 14.045 1857 1863 1870 rVB 2648894 3882992 84.77% 5.629%
54 14.133 1870 1878 1883 rBV2 105297 188330 4.11% 0.273%
55 14.351 1908 1915 1921 rBV2 1677510 2612756 57.04% 3.788%

56 14.568 1944 1952 1959 rBV 214571 355807 7.77% 0.516%

57 14.751 1978 1983 1987 rVB7 41684 81419 1.78% 0.118%
58 15.104 2039 2043 2046 rBV 77753 118425 2.59% 0.172%
59 15.257 2064 2069 2073 rVB5 64074 88174 1.92% 0.128%

60 15.351 2078 2085 2093 rVB 3031026 4518127 98.64% 6.550%

61 15.463 2097 2104 2114 rBV 919646 1448169 31.62% 2.099%
62 15.586 2121 2125 2128 rBV 75807 85429 1.87% 0.124%
63 15.639 2131 2134 2142 rVB5 70744 124735 2.72% 0.181%
64 15.857 2165 2171 2180 rBV5 180560 382055 8.34% 0.554%
65 15.980 2189 2192 2195 rVVv4 94135 128479 2.80% 0.186%

66 16.039 2195 2202 2206 rVV3 159147 309852 6.76% 0.449%
67 16.086 2206 2210 2215 rVB4 63794 101407 2.21% 0.147%

68 16.374 2256 2259 2261 rVV3 63506 88229 1.93% 0.128%
69 16.404 2261 2264 2268 rVB3 103877 152430 3.33% 0.221%
70 16.568 2288 2292 2296 rVV 64827 92252 2.01% 0.134%

71 16.621 2297 2301 2309 rVB6 69680 152946 3.34% 0.222%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 17.098 2375 2382 2392 rVB2 1991162 2738676 59.79% 3.970%
73 17.198 2392 2399 2407 rBVY 3351660 4580600 100.00% 6.640%
74 17.268 2407 2411 2416 rVV3 88771 128658 2.81% 0.187%
75 17.345 2420 2424 2432 rVB10 43998 91950 2.01% 0.133%

76 17.633 2469 2473 2477 rBV 86713 113401 2.48% 0.164%
77 17.774 2492 2497 2501 rBV2 128375 197532 4_.31% 0.286%
78 18.004 2532 2536 2545 rBV2 175770 250085 5.46% 0.363%
79 18.139 2554 2559 2567 rVB 270345 409954 8.95% 0.594%
80 18.239 2570 2576 2579 rVvVv 159940 254279 5.55% 0.369%

81 18.292 2579 2585 2590 rVvVv 409578 671063 14.65% 0.973%

82 18.356 2593 2596 2604 rVB6 51857 85651 1.87% 0.124%
83 18.698 2649 2654 2660 rBVS8 60936 105886 2.31% 0.153%
84 19.003 2702 2706 2710 rVB5 57470 90101 1.97% 0.131%
85 19.092 2716 2721 2724 rBV2 50584 90816 1.98% 0.132%

86 19.221 2738 2743 2748 rBV5 127198 204285 4._46% 0.296%
87 19.292 2750 2755 2766 rVvVv 291617 477478 10.42% 0.692%
88 19.386 2766 2771 2778 rVB5 46871 107478 2.35% 0.156%
89 19.492 2783 2789 2794 rVV2 3391803 4520555 98.69% 6.553%
90 19.545 2794 2798 2809 rVB 476965 635077 13.86% 0.921%

91 19.709 2823 2826 2828 rBV2 72701 81656 1.78% 0.118%
92 19.745 2828 2832 2836 rVB2 258175 326462 7.13% 0.473%
93 19.792 2836 2840 2844 rBV 76509 101286 2.21% 0.147%
94 19.903 2853 2859 2862 rBV2 98164 138530 3.02% 0.201%
95 19.945 2862 2866 2872 rVV 170566 212896 4._.65% 0.309%

96 20.221 2909 2913 2918 rVB2 133287 172900 3.77% 0.251%
97 21.280 3088 3093 3099 rBV 2042899 2504585 54.68% 3.631%
98 21.403 3111 3114 3119 rVB2 74935 90054 1.97% 0.131%
99 23.368 3441 3448 3455 rBV2 2130723 3846863 83.98% 5.577%
100 23.509 3465 3472 3480 rBV2 1133341 2178285 47.55% 3.158%

Sum of corrected areas: 68981490
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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: BM013084.D

3000000
2500000
2000000
1500000 5.06 10.12

1000000

500000

3.25

o s LG

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013084.D

17.20 19.49

15.35
3000000

14.04
2500000 13.77 J
17.10

2000000
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1500000

1000000 5.46
12.99

500000
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Time--> 12.00 1250 13.00 1350 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: BM013084.D

3000000
2500000 23.37
21.28
2000000

1500000 23.51

1000000

500000

1.40 A " /N Vo

e

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\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Benzene, 1,3-dimethyl- Concentration Rank 4

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

5.38 7.82 ng/ul 587985 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
3 o-Xvlene 106 C8H10 000095-47-6 97
4 p-Xvlene 106 C8H10 000106-42-3 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95

Abundance Scan 390 (5.381 min): BM013084.D (-385) (-) m/z 91.05 100.00%
91.0
5000 106.1
21 510 o 7 | 500 520 540 560 580
o Y T FMSSSMSOvY 1 SSSRAPS0S1| MSSPSSY 8| RRISECSSY | FBSSASAR m/z 106.10 43.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
5000 106.0 SRR SN LS SR
5.00 520 5.40 5.60 5.80
m/z 105.00 20.13%
no B0 %0 o 70 |
0"w"w"”w"'ﬂ"'Wl“'w‘u'w"'m"“ll'“l”'“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
5.00 520 5.40 5.60 5.80
5000 106.0 m/z 77.10 13.44%
77.0
ol 150 270 390 510 650
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: 0-Xylene R R )
91.0 5.00 520 5.40 5.60 5.80
m/z 51.00 9.49%
5000 106.0
51.0 77.0
ol 150 210 .??ﬂ? ST T i NP TR TN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 3 (DEL) Alkane: Cyclic5.46 Concentration Rank 22

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

5.46 2.48 ng/ul 186338 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 38
2 2(5H)-Furanone. 3.5.5-trimethvl- 126 C7H1002 050598-50-0 35
3 Oxirane. [(tetradecvloxv)methvll- 270 C17H3402 038954-75-5 32
4 1-I1.2.41Triazol-1-vlethanone 111 C4H5N30 015625-88-4 32
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 16

Abundance Scan 403 (5.457 min): BM013084.D (-398) (-) m/z 43.00 100.00%
43.0
69.0
5000
83.1 111.1
| | 126.2 520 5.40 560 5.80
o} e L L B o e B m/z 41.10 55.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0
55.0
5000 111.0
9.0 830 5.0 540 560 5.80
m/z 69.00 52.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
83.0 111.0 520 5.40 5.60 5.80
5000 ' m/z 55.10 29.95%
68.0
o 27.0 97.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #119413: Oxirane, [(tetradecyloxy)methyl]-
41.0 5.20 5.40 5.60 5.80
57.0 m/z 111.10 27 .73%
5000
27,
‘ 0 9701110 ﬂ
. I,\w,,\i\lwuul‘l,w,,IM\M [ MOusouoo  asowro LI R
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 5 3-Heptanone, 5-methyl- Concentration Rank 8

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

6.39 5.69 ng/ul 427638 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 64
2 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 50
3 3-0Octanone 128 C8H160 000106-68-3 49
4 4-Nonanone 142 C9H180 004485-09-0 47
5 3-Methyl-4-nonanone 156 C10H200 035778-39-3 47

Abundance Scan 562 (6.393 min): BM013084.D (-553) (-) m/z 57.00 100.00%
57.0
5000 411 99.1
78.1 e N I
128.0 206.9 6.00 6.20 6.40 6.60 6.80
0 e T e e R Ao m/z 43.10 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12538: 3-Heptanone, 5-methyl-
57.0
29.0 99.0
5000
6.00 6.20 6.40 6.60 6.80
78.0 128.0 m/z 71.10 81.46%
0 \ ‘ h
"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43.0
2710 710 6.00 620 6.40 6.60 6.80
5000 1 99.0 m/z 72.10 51.32%
128.0
L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12430: 3-Octanone P e e
43.0 6.00 6.20 6.40 6.60 6.80
m/z 99.10 46 .36%
5000 1.0
27.0 99.0
‘ ‘ ‘ 128.0
0"”I”'”h"wl"Ll"”l"”l'l”l"”l"”I"”I"” NSNS SRR
m/z--> 20 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 5

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

7.42 6.15 ng/ul 462706 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-24-1 45
2 4-Pvridinol. acetate (estern) 137 C7H7NO2 014210-20-9 43
3 1-Oxaspirol2.51octane. 4.4-dimet... 152 C10H160 054345-56-1 42
4 (4-Methoxvphenvl)(2-methvlenecvc... 232 C15H2002 1000191-91-2 38
5 Cyclohexanone, 2-(2-nitro-2-prop... 183 C9H13NO3 078551-08-3 38

Abundance Scan 737 (7.422 min): BM013084.D (-731) (-) m/z 137.10 100.00%
13.1
43.0
5000
o 67.1 8L1 g5
' 109.1 123.0 1511 7.00 7.20 7.40 7.60 7.80
o} : m/z 43.00 53.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25317: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (2)-
137.0
41.0 109.0
5000 69.0 81.0
7.00 7.20 7.40 7.60 7.80
70 ‘ 55.0 95.0 ‘ 152.0 m/z 81.10 29.58%
0.w%ﬁgp.”,.”.P..q.u.,u.q..u,n.q.n.ﬁ..w.”ﬁﬁ%?,”..P.”,.”.P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 670
95.0
137.0 7.00 7.20 7.40 7.60 7.80
5000 m/z 67.10 28.85%
109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25301: 1-Oxaspiro[2.5]octane, 4,4-dimethyl-8-methylene- PP
137.0 7.00 7.20 7.40 7.60 7.80

m/z 79.10 27 .33%

5000

410 109.0
124.0
152.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80

7
67.0 96.0
P
\ \‘ ‘

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Benzene, 1,2,3-trimethyl- Concentration Rank 23

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

7.82 2.43 ng/ul 182454 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 805 (7.822 min): BM013084.D (-801) (-) m/z 105.00 100.00%
105.0
5000 1201
391 510 ggo 709 o1 7.40 7.60 7.80 8.00 8.20
Obrr el it e el el m/z 120.05  39.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
7.40 7.60 7.80 8.00 8.20
m/z 76.90 11.90%
150 270 390 510 esp M7 90
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
7.40 7.60 7.80 8.00 8.20
5000 120.0 m/z 106.00 10.22%
150 270 390 510 50 (70 910
O T T T T T T T T e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl- T BRaar B
105.0 7.40 7.60 7.80 8.00 8.20
m/z 119.20 8.69%
5000 120.0
28.0 77.0 910
T T N e G TR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20

SOM-EPA-BM111617.M Mon Nov 27 15:21:17 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 8 unknown-02 Concentration Rank 7

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

7.91 5.85 ng/ul 439851 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrithvldione 167 C9H13NO2 000077-04-3 38
2 Bicvclol2.2.2loctan-1-ol. 2-chlo... 174 C9H15CIO 274689-99-5 38
3 2-Propanone. (1-methvlethvI)(2-p... 154 C9H18N2 110213-09-7 37
4 2H-Pvran. tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 37
5 2H-Pyran, tetrahydro-4-methyl-2-_.._. 154 C10H180 016409-43-1 37

Abundance Scan 820 (7.910 min): BM013084.D (-816) (-) m/z 139.10 100.00%
139.1
81.1
43.0
5000
it Il 980 121 "7k 7R sho 850
o T | 1540 206.9 : : : : 0
. e m/z 81.10 66.04%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #36226: Pyrithyldione
83.0 139.0
98.0
5000 55.0
7.60 7.80 8.00 8.20
41.0 124.0 m/z 43.00 55.44%
‘ 167.0
0"”HM'»'I”h'll"wﬁ"'l"”l"“'lﬂ"I"'W""
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
139.0
55.0 70.0 7.60 7.80 8.00 8.20
5000{  41.0 ' m/z 85.10 49.39%
97.0
121.0 174.0
0""I'"W""I""I""I""I'}?gp"”I""I""
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #27810: 2-Propanone, (1-methylethyl)(2-propenyl)hydrazone
139.0 7.60 7.80 8.00 8.20
m/z 55.05 44 _75%
5000 154.0
41.0 :
‘ 56.0 _
0"”tm"kI'J'Ww'?%?'"W""I""I”"I""I"”
m/z--> 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

SOM-EPA-BM111617.M Mon Nov 27 15:21:18 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Indane Concentration Rank 15

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

8.08 3.37 ng/ul 253092 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 83
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H10 000496-11-7 72
4 Indane 118 C9H10 000496-11-7 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 59

Abundance Scan 849 (8.081 min): BM013084.D (-838) (-) m/z 117.00 100.00%
111.0
5000
63.0 91.1 LB e e
39.0 . 147.9 206.9 7.80 8.00 8.20 8.40
(o} R N W e m/z 118.10 52.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117.0
5000 Ao ot
7.80 8.00 8.20 8.40
39.0 sg0 91.0 m/z 115.00 32.28%
0.:.[:.3'.0“...|....|..7f1'.0|....|....|....|....|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
AR RS R R
7.80 8.00 8.20 8.40
5000 m/z 91.10 20.18%
58.0 91.0
. 39.0 750
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117.0 7.80 8.00 8.20 8.40
m/z 63.00 10.41%
5000
91.0
) 63.0
0'an"ﬁ%?”“uw'“W'ﬂ“l“'JH"“l"“l"”l"“l"”
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 27 15:21:19 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 10 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 16

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

8.81 3.33 ng/ul 250461 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 81
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
4 o-Cvmene 134 C10H14 000527-84-4 81
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 76

Abundance Scan 973 (8.810 min): BM013084.D (-967) (-) m/z 119.10 100.00%
119.1
43.0
5000
77.0
103.0
136.1 8.40 8.60 8.80 9.00 9.20
ol & et 282 Tm/z 43.00  70.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 USRS R UL R
8.40 8.60 8.80 9.00 9.20
1.0 m/z 121.00 62.17%
39.0 65.0 ) 135.0
0::::||‘|||‘|‘||‘|‘||‘|‘|||‘”|||‘|||‘ﬁ“||‘i“l|||‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
SRRAN AR RALSS RARRERA
8.40 8.60 8.80 9.00 9.20
5000 m/z 77.00 33.72%
ol 150 300 650 OO 135.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 91.10 31.24%
5000
150 390 g5 90 135.0
0...‘.|.‘...‘|‘..“a‘.|‘.‘...“‘,..‘..,‘:“..‘.‘l...“.'l....l....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

SOM-EPA-BM111617.M Mon Nov 27 15:21:19 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 2,4-Decadienal, (E,E)- Concentration Rank 9

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

8.95 5.12 ng/ul 385093 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 58
2 Furan. 2-hexvl- 152 C10H160 003777-70-6 52
3 D-Fenchone 152 C10H160 004695-62-9 50
4 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 50
5 L-Fenchone 152 C10H160 007787-20-4 50

Abundance Scan 997 (8.951 min): BM013084.D (-990) (-) m/z 81.05 100.00%
81.0
5000
41.0
1091 1591 1521 2070 8.60 8.80 9.00 9.20
o} : m/z 69.10 61.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25130: 2,4-Decadienal, (E,E)-
81.0
5000
8.60 8.80 9.00 9.20
41.0 m/z 73.10 30.65%
152.0
o150 | | 650 | er0 zo RO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
8.60 8.80 9.00 9.20
5000 m/z 41.05 27.85%
. 53.0 980 1230 1520
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25071: D-Fenchone B R
81.0 8.60 8.80 9.00 9.20
m/z 39.10 20.29%
5000
41.0
152.0
U '|"J"‘|" ?Z ?.W‘..i‘... '|{O?'9 |'1'3'3'0 D R RS BN SRE RARE SRR
m/z--> 20 40 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

SOM-EPA-BM111617.M Mon Nov 27 15:21:20 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 2,4-Heptadienal, 2,4-dimethyl- Concentration Rank 25

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

9.49 2.22 ng/ul 211206 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 59
2 2-(5-Methvl-furan-2-v1)-propiona... 138 C8H1002 1000193-72-3 50
3 2-(1-Cvclopent-l1l-envl-1-methvlet... 192 C13H200 1000190-57-4 50
4 Phenol. 3-amino- 109 C6H7NO 000591-27-5 49
5 1,2,5-Oxadiazole-3-carboxamide, ... 279 C12H14FN502 1000319-53-8 47

Abundance Scan 1089 (9.492 min): BM013084.D (-1079) (-) m/z 109.10 100.00%
109.1
69.0
5000 41.0
138.2
9 9.20 9.40 9.60 9.80
0 r m/z 69.00 69.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17563: 2,4-Heptadienal, 2,4-dimethyl-
109.0
5000 RSN AR SRR
9.20 9.40 9.60 9.80
41.0 67.0 138.0 m/z 73.05 50.55%
0.}ﬁqw.ﬂh.ﬂﬂ,ﬂuJVﬁ%?qﬁm.,t.””...w...w...w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0
43.0
9.20 9.40 9.60 9.80
5000 m/z 41.05 48.67%
138.0
27.0 65.0 81.0
e L O L S B L UL BRI B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54637: 2-(1-Cyclopent-1-enyl-1-methylethyl)cyclopentanone
109.0 9.20 9.40 9.60 9.80
m/z 55.05 41.27%
5000
67.0
41.0 93.0
0 26”0 \‘\ i ol LLLy \‘H Al 125.0 149.0 174.0 192.0
m/z--> 20 40 60 80 100 120 140 160 180 ' 920 940 9.60 9.80

SOM-EPA-BM111617.M Mon Nov 27 15:21:21 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 1-Cyclohexyl-2-methyl-2-pro... Concentration Rank 17

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

9.87 3.03 ng/ul 289204 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-methvIl-2-propanol 156 C10H200 005531-30-6 83
2 2.4-Dimethvl-4-penten-2-ol 114 C7H140 019781-53-4 72
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 64
4 Cvclohexanemethanol. .alpha...al... 156 C10H200 007322-63-6 64
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 64

Abundance Scan 1153 (9.869 min): BM013084.D (-1147) (-) m/z 59.10 100.00%
59.1
5000
41.0 81.0
95.0 1231 1411 9.60 9.80 10.00 10.20
Obrrprrrrprrrrrreilier el 93 00 e m/z  55.05  12.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol
59.0
5000 L R LN BN SULLE
9.60 9.80 10.00 10.20
41.0 m/z 41.00 11.97%
ol 150 290 || H‘\ " 950 1090 1230 1410
R 4 A
Abundance
59.0
9.60 9.80 10.00 10.20
5000 43.0 m/z 43.10 11.15%
o150 310 810 990
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #28362: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl- i B
59.0 9.60 9.80 10.00 10.20
m/z 81.05 10.44%
5000
. 200 0| 810 950 1230 1410
m/z--> 10 20 30 40 50 eb 75 80 90 160 110 150 130 140 9.60 9.80 10.00 10.20

SOM-EPA-BM111617.M Mon Nov 27 15:21:21 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 14 4H-1,3-Benzodioxin Concentration Rank 13

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

9.92 4.01 ng/ul 382419 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.3-Benzodioxin 136 C8H802 000254-27-3 72
2 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 64
3 Picolinic acid N-oxide 139 C6H5NO03 000824-40-8 59
4 2-Coumaranone 134 C8H602 000553-86-6 58
5 2-Pyridinecarboxaldehyde, N-oxide 123 C6H5N02 007216-40-2 56

Abundance Scan 1162 (9.922 min): BM013084.D (-1156) (-) m/z 78.00 100.00%
74.0
95.0
5000
9.60 9.80 10.00 10.20
(o} m/z 95.00 54 _.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16276: 4H-1,3-Benzodioxin
78.0
5000 9.60 9.80 10.00 10.20
510 1060 160 m/z 105.95  48.04%
0"”I"”I'j“lwq“mu'”l'ﬂ”l"”l"”l"”I"”I"”
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
78.0
'9.60 9.80 10.00 10.20
5000 106.0 m/z 136.10 33.76%
51.0
26.0
N L L S L B B L L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #17698: Picolinic acid N-oxide
78.0 9.60 9.80 10.00 10.20
m/z 81.10 22 .31%
95.0
5000
51.0 139.0
s | weso |
m/z--> 200 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

SOM-EPA-BM111617.M Mon Nov 27 15:21:22 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 19

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

10.23 2.85 ng/ul 272189 Naphthalene-d8 10.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butvl-cvclohexanone 154 C10H180 061203-82-5 30
2 Cvclohexanone. 2.6-diethvl- 154 C10H180 016519-68-9 27
3 2-Acrvlamidothiazole 154 C6H6N20S 117158-04-0 22
4 4-Hepten-3-one. 5-ethvl-4-methvl- 154 C10H180 022319-28-4 18
5 1-Decene, 5-methyl- 154 C11H22 054244-79-0 11

Abundance Scan 1214 (10.228 min): BM013084.D (-1204) (-) m/z 57.00 100.00%
41.0 57.0
125.1
5000 69.0
L] | | 10.00 10.20 10.40 10.60
Obrrrprrrrprrrr m/z 41.05 93.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26693: 4-Butyl-cyclohexanone
58.0
41.0 83.0
5000 970 LA L L L L I
29.0 0.0 10.00 10.20 10.40 10.60
‘ ‘ 1100 126.0 154.0 m/z 55.05 82.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
a0 220
e
10.00 10.20 10.40 10.60
5000 83.0 m/z 125.10 54 .23%
700 97.0 126.0
110.0 154.0
o 139.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27281: 2-Acrylamidothiazole
58.0 10.00 10.20 10.40 10.60
m/z 69.05 47 .56%
5000 210
100.0 126.0
154.0
ol 140 | md 1. 730 ge.0 1mo‘
S R o T e e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60

SOM-EPA-BM111617.M Mon Nov 27 15:21:23 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Bicyclo[4.1.0]heptan-2-one,... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.20 ng/ul 210111 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01heptan-2-one. 3.7.... 152 C10H160 000497-62-1 91
2 Bicvclol2.2_.1Theptane. 2-methvl- 110 C8H14 015185-11-2 53
3 Cis-bicvclol4.2_0loctane 110 C8H14 028282-35-1 53
4 1-Cvclobutanone.2-(2-methvl-1-pr... 124 C8H120 091531-45-2 50
5 (2)-Hex-3-enyl isobutyl carbonate 200 C11H2003 1000372-75-0 47
Abundance Scan 1328 (10.898 min): BM013084.D (-1325) (-) m/z 67.00 100.00%
64.0 82.0
95.0
5000

41.0 110.1

55.0 152.1

124.2 136.9

10.60 10.80 11.00 11.20
o

m/z 82.05 93.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #25250: Bicyclo[4.1.0]heptan-2-one, 3,7,7-trimethy!-
82.0
67.0
95.0

5000 110.0 LA L L L L L
41.0 10 60 10. 80 11. 00 11. 20
152.0 m/z 95.00 52.72%
55.0
‘ | 124.0 1379
Obrerrrerrrerrrrirer el el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
28.0 67.0
81.0
10.60 10.80 11.00 11.20
41.0 .
5000 9.0 m/z 110.05 29.03%
54.0 110.0
o 15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5955: Cis-bicyclo[4.2.0]octane
67.0 82.0 10.60 10.80 11.00 11.20
m/z 41.00 27.92%
54.0
5000
95.0 110.0
S Y N — S L S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Phenol, m-tert-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 8.11 ng/ul 773382 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 87
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 87
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 78
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 78
5 4,6-Bis(4-ethoxybenzylthio)-5-ni... 457 C22H23N304S2 325957-76-4 59
Abundance Scan 1490 (11.851 min): BM013084.D (-1480) (-) m/z 135.10 100.00%
135.1
5000 107.0 A
a1 1 910 s oo || 11601180 1200 1770
Ob At b ISR 2069 1 T757907.00  49.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23711: Phenol, m-tert-butyl-
135.0
5000 LI UL UL RN B
107.0 11,60 11.80 12,00 12.20
41.0 m/z 150.10 19.17%
oL15.0 | es0 910 151.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
1160 11.80 12.00 12.20
5000 m/z 95.00 13.73%
107.0
41.0
0150 650 910 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23714: Phenol, p-tert-butyl-
135.0 11.60 11.80 12.00 12.20

m/z 91.00 11.95%

5000
41.0 107.0
77 0 ‘
L “ ,99.0) ! ‘ | 15h 0

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11. 80 12. OO 12 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 unknown-04 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.99 6.15 ng/ul 803857 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Butoxvpropan-2-vl 2.2.2-triflu... 228 C9H15F303 1000367-08-1 47

2 Ethanol. 2-butoxy- 118 C6H1402 000111-76-2 35
3 Propanoic acid. 2-hvdroxvethvl e... 118 C5H1003 024567-27-9 28
4 Propvlene Carbonate 102 C4H603 000108-32-7 28
5 n-Butyl ether 130 C8H180 000142-96-1 23
Abundance Scan 1684 (12.992 min): BM013084.D (-1677) (-) m/z 57.05 100.00%
51.0
5000
41.1
| s 12,60 12,80 13,00 13,20 13.40
114.1 - - - - :
| IR .I,Mi 2L | i 2L 1570 1850 m/z 41.10 32.83%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #84852: 1-Butoxypropan-2-yl 2,2, 2-trifluoroacetate
57.0
5000
41.0 12.60 12.80 13.00 13.20 13.40
870 m/z 61.00 29.92%
oL 270 || q20 | MEO 4370 1550
= e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
g
12.60 12.80 13.00 13.20 13.40
5000 m/z 87.10 20.08%
41.0 870
. 21.0 72.0 103.0118.0
e L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8718: Propanoic acid, 2-hydroxyethyl ester P T
57.0 12.60 12.80 13.00 13.20 13.40
0.0 m/z 58.10 17.79%
5000
88.0
14\'9 \‘\‘ \H‘ yll 74‘}0
T S S L e e
miz--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20 13.40

SOM-EPA-BM111617.M Mon Nov 27 15:21:25 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 7-Methoxymethyl-2,7-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.85 9.59 ng/ul 1252230 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxvmethvl-2.7-dimethvlcvcl... 164 C11H160 073992-48-0 72
2 Benzenepropanoic acid. .beta...b... 178 C11H1402 001010-48-6 64
3 3-Benzofurancarboxvlic acid. 2.3... 178 C10H1003 039891-56-0 50
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 47
5 o-Cymene 134 C10H14 000527-84-4 47
Abundance Scan 1830 (13.851 min): BM013084.D (-1822) (-) m/z 119.05 100.00%
119.1
5000 A\
91.1 178.1 N
41.1 rerrprTrTrpTTT T T e T e
69.0 13.60 13.80 14.00 14.20
o gpo  aes1 | 2069 | poT91.10 ¢ 28.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33693: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-triene
119.0
5000
91.0 13.60 13.80 14.00 14.20
410 m/z 178.10 27 .24%
o s, 50, ‘M | 134014901640
m/z--> 20 ' éo 80 100 150 140 160 180 200
Abundance
119.0
1360 13.80 14.00 14.20
5000 91.0 m/z 117.10 19.31%
41.0 178.0
o280 L ., F?f).., S AR NIV ]| - .f4?:q }??'9.. —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43644: 3-Benzofurancarboxylic acid, 2,3-dihydro-, methyl ...
119.0 13.60 13.80 14.00 14.20
g m/z 41.10 15.99%
1.0
5000
178.0
65.0
0 390 L I L] il 146.0 I
m/z--> 20 40 60 8 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 unknown-05 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.79 ng/ul 382055 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole. 2-amino-1-methvl- 147 C8HO9N3 001622-57-7 49
2 7-Benzofuranamine. 2-methvl- 147 CO9HONO 1000327-46-4 46
3 Diaziridinone. (1.1-dimethvlethy... 246 C15H22N20 019656-67-8 46
4 2.5-Dimethvlbenzoxazole 147 CO9HONO 005676-58-4 46
5 1,3,2-Benzoxazaborole, 2-ethyl-2... 147 C8H10BNO 129363-62-8 46
Abundance Scan 2172 (15.863 min): BM013084.D (-2165) (-) m/z 91.00 100.00%
.0
5000
1560 15.80 16.00 16.20
01 m/z 147.10 54 _.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22495: Benzimidazole, 2-amino-1-methyl-
147.0
5000
119.0 15.60 15.80 16.00 16.20
. m/z 65.05 34 .58%
51.0
0 |2|7|(|)|\|”\\”|\|\”\\H ..‘l‘.ll‘...“..m.luuu.|....|.... R ERRRRRARE Rma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147.0
' 15.60 15.80 16.00 16.20
5000 118.0 m/z 155.00 30.31%
39.0 500 910
R R A R B S B L B L B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99111: Diaziridinone, (1,1-dimethylethyl)(1,1-dimethyl-2-...
570 91.0 15.60 15.80 16.00 16.20
: 147.0 m/z 146.00 23.15%
5000 3000
117.0
0 \ .‘ \‘m‘\\ M ‘H H‘ \l\\”\h“ i H‘\ \ ... .]:7.4:0.... ....|2.:?].-.0|...
m/z--> 20 4 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 2(3H)-Benzothiazolone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.26 ng/ul 309852 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 87
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 87
3 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 64
4 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 46
5 6-Methyltetrazolo[1,5-c]pyrimidi... 151 C5H5N50 144877-40-7 43
Abundance Scan 2202 (16.039 min): BM013084.D (-2195) (-) m/z 151.00 100.00%
96.0 151.0
123.0
5000
69.0
52.0 15.80 16.00 16.20 16.40
ol | 811920 1 7z 095.95  85.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24723: 2(3H)-Benzothiazolone
151.0
5000 96.0 123.0
15.80 16.00 16.20 16.40
m/z 123.00 57.86%
0 27.0 45.0 \\69‘\0\ in Il I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
%0 .20 15.80 16.00 16.20 16.40
5000 m/z 69.00 23.02%
69.0
45.0
01202&0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24728: 1,2-Benzisothiazol-3(2H)-one B R i mas
151.0 15.80 16.00 16.20 16.40
m/z 95.00 14 .89%
5000
96.0
50.0 69.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 2-Propenenitrile, 3-phenyl-._._. Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.14 2.99 ng/ul 409954 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 53
2 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 53
3-T1-(4-Cvano-1.2.3.4-tetrahvdro... 210 C14H14N2 057964-40-6 52
4 Quinoline 129 C9H7N 000091-22-5 50
5 Quinoline 129 C9H7N 000091-22-5 50
Abundance Scan 2559 (18.139 min): BM013084.D (-2554) (-) m/z 129.00 100.00%
129.0
5000
156.1 210.1
51.0 77.0 102.0 17.80 18.00 18.20 18.40
o 1780 2810 "m/z 128.00 19.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13079: 2-Propenenitrile, 3-phenyl-, (E)-
129.0
5000 IIr'L"'I""I""I""I

17.80 18.00 18.20 18.40

102.0
510 m/z 156.10 18.06%
27.0 l . 7?0 ‘ |
O el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129.0
A REams L  RREAY
17.80 18.00 18.20 18.40
5000 m/z 210.10 14.01%
102.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69481: 3-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propanen...  REAE E L A ERR
129.0 17.80 18.00 18.20 18.40
m/z 127.10 12.37%
156.0
5000
210.0
510 770 1020| || , , 1830
O et b el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Benzeneacetic acid, .alpha.... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.29 4.90 ng/ul 671063 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-cvan... 228 C13H12N202 134882-04-5 50
2 Quinolinium. l-ethvl-. iodide 285 C11H12IN 000634-35-5 50
3 Benzonitrile. 4-ethenvl- 129 C9H7N 003435-51-6 50
4 l1soauinoline 129 C9H7N 000119-65-3 50
5 1-Naphthalenecarbonitrile, 5,6,7... 157 C11H11N 029809-13-0 40

Abundance Scan 2585 (18.292 min): BM013084.D (-2579) (-) m/z 129.05 100.00%

5000
50.9 77.0 103.0 18.00 18.20 18.40 18.60
o 178.9 210.1 235.1 281.2 m/z 156.10 32 _50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84192: Benzeneacetic acid, .alpha.-cyano-4-(cyanomethyl)-...
129.0
156.0
5000 I RRE RS S S

18.00 18.20 18.40 18.60
29.0 m/z 128.00 21.05%

77.0 101.0 184.0
A e e 20402280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129.0
156.0 18.00 18.20 18.40 18.60
5000 : m/z 130.05 13.56%
102.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13077: Benzonitrile, 4-ethenyl-
129.0 18.00 18.20 18.40 18.60
m/z 127.10 13.11%
5000
102.0
ol SL0 780 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.29 3.81 ng/ul 477478 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2755 (19.292 min): BM013084.D (-2750) (-) m/z 73.00 100.00%

430 130
5000 129.1

19.00 19.20 19.40 19.60

0 m/z 60.00 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 LI e B R
19.00 19.20 19.40 19.60
m/z 43.00 82 .50%
NI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 |, 73.0
R EEREE RS R
19.00 19.20 19.40 19.60
5000 129.0 m/z 55.05 76.52%
970 185.0
: 241.0 284.0
157.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid AL o e o
430 730 19.00 19.20 19.40 19.60

m/z 57.00 72 .15%

5000

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 25 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.54 5.07 ng/ul 635077 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Phenol. 4.47-(1l-methvlethvlidene... 228 C15H1602 000080-05-7 64
3 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 64
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 59
5 9-Propanoyl-1,2,3,4,5,6,7,8-octa... 242 C17H220 1000255-01-4 53
Abundance Scan 2797 (19.539 min): BM013084.D (-2794) (-) m/z 213.10 100.00%
218.1
5000 A/\
o1 0 1190 e o
wo%o 165.1 19.20 19.40 19.60 19.80
A l w0t | ket 2e30 3409 5rTHeg 60" 50.85%

m/z--> 50 100 150 200 250 300 350
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

5000
19.20 19.40 19.60 19.80
119.0 m/z 214.10 20.28%
65.0 91.0 165.0
0...,.‘.‘..“,‘.a.‘. e I e e e e e B S e
m/z--> 50 100 150 200 250 300 350
Abundance
213.0

A\
LI L L L B

19.20 19.40 19.60 19.80
5000 m/z 228.10 15.81%

119.0
o 39.0 65.0 910 165.0
L A e e e e B LA e o e e e e o e BN B
m/z--> 50 100 150 200 250 300 350
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane
213.0

19.20 19.40 19.60 19.80
m/z 91.00 12.57%

5000
119.0 242.0
91.0
o, 390 650 91.0 7] 169.0 {

T |
m/z--> 50 100 150 200 250 300 350 19 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013084.D

Aca On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample : 16526-06

Misc :

ALS Vial : 8 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 unknown-06 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.74 2.61 ng/ul 326462 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Tp-TDimethvlaminolphenvlT1-N-is... 258 C16H22N20 1000257-04-1 38
2 4.8.9-Trihvdroxv-6-methvl-3.4-di... 258 C15H1404 1000210-20-3 38
3 6-Chloro-N-sec-butvl-1.3.5-triaz... 201 C7H12CIN5 037019-18-4 18
4 Acetic acid. 2-T4-(4-morpholv)-... 273 C10H15N304S 329071-01-4 15
5 4H-Pyrido[1,2-a]pyrimidine-3-car... 246 C13H14N203 016867-54-2 12
Abundance Scan 2831 (19.739 min): BM013084.D (-2828) (-) m/z 172.10 100.00%
1721
5000 240-2 213.2
3551 19.40 19.60 19.80 20.00
o} e L O S m/z 240.15 50.95%
m/z--> 50 100 150 200 250 300 350
Abundance #109244: 5-[p-[Dimethylamino]phenyl]-N-isopropyl-2,4-penta...
172.0 258.0
5000 /¢""| ARSUVABAUVIRR
200.0 19.40 19.60 19.80 20.00
100.0128.0 : m/z 273.20 48.59%
20 no Ll
obr—— I\H\ ‘l‘ " I'MI\‘\IHI \IM\ ‘H 'MIMQ L/ — \I\ |‘2|3|0(|)‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
258.0
43.0 '4"“|"“|'¢“|"“|
19.40 19.60 19.80 20.00
5000 115.0 200.0 m/z 258.15 47 .01%
144.0173.0
o .0 229.0
m/z--> 50 100 150 200 250 300 350
Abundance #62049: 6-Chloro-N-sec-butyl-1,3,5-triazine-2,4-diamine R REaEE R
172.0 19.40 19.60 19.80 20.00
m/z 200.10 34 .00%
5000
43.0
104.0
01|5.|0”| N{ | . I‘7?'?HI\‘ ‘le : 2174;?0: |“| ‘?0:\[? —— ——— T
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112217\
Data File : BM013084.D

Acq On : 22 Nov 2017 14:22

Operator : SJ/JU

Sample - 16526-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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]
Benzene, 1,3-dime... 5.38 7.8 ng/ul 587985 1 7.71 1503720 20.0
(DEL) Alkane: Cyc... 5.46 2.5 ng/ul 186338 1 7.71 1503720 20.0
3-Heptanone, 5-me... 6.39 5.7 ng/ul 427638 1 7.71 1503720 20.0
unknown-01 7.42 6.2 ng/ul 462706 1 7.71 1503720 20.0
Benzene, 1,2,3-tr... 7.82 2.4 ng/ul 182454 1 7.71 1503720 20.0
unknown-02 7.91 5.8 ng/ul 439851 1 7.71 1503720 20.0
Indane 8.08 3.4 ng/ul 253092 1 7.71 1503720 20.0
Benzene, l-ethyl-_.. 8.81 3.3 ng/ul 250461 1 7.71 1503720 20.0
2 ,4-Decadienal, (... 8.95 5.1 ng/ul 385093 1 7.71 1503720 20.0
2 ,4-Heptadienal, ... 9.49 2.2 ng/ul 211206 2 10.49 1906860 20.0
1-Cyclohexyl-2-me. .. 9.87 3.0 ng/ul 289204 2 10.49 1906860 20.0
4H-1,3-Benzodioxin 9.92 4.0 ng/ul 382419 2 10.49 1906860 20.0
unknown-03 10.23 2.9 ng/ul 272189 2 10.49 1906860 20.0
Bicyclo[4.1.0]hep... 10.90 2.2 ng/ul 210111 2 10.49 1906860 20.0
Phenol, m-tert-bu... 11.85 8.1 ng/ul 773382 2 10.49 1906860 20.0
unknown-04 12.99 6.2 ng/ul 803857 3 14.35 2612760 20.0
7-Methoxymethyl-2_.. 13.85 9.6 ng/ul 1252230 3 14.35 2612760 20.0
unknown-05 15.86 2.8 ng/ul 382055 4 17.10 2738680 20.0
2(3H)-Benzothiazo... 16.04 2.3 ng/ul 309852 4 17.10 2738680 20.0
2-Propenenitrile,... 18.14 3.0 ng/ul 409954 4 17.10 2738680 20.0
Benzeneacetic aci... 18.29 4.9 ng/ul 671063 4 17.10 2738680 20.0
Octadecanoic acid 19.29 3.8 ng/ul 477478 5 21.28 2504590 20.0
Phenol, 4,4"-(1-m... 19.54 5.1 ng/ul 635077 5 21.28 2504590 20.0
unknown-06 19.74 2.6 ng/ul 326462 5 21.28 2504590 20.0
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