LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 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-BM042517 .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 3.816 120 124 129 rBvV2 44479 56879 1.10% 0.083%
2 6.687 605 612 622 rVB2 39352 71790 1.39% 0.105%
3 6.898 643 648 653 rBV3 34961 57176 1.11% 0.083%
4 6.987 653 663 676 rVB 670846 1159489 22.49% 1.693%
5 7.157 684 692 697 rBV 462552 729306 14.15% 1.065%
6 7.198 697 699 706 rVB3 42441 61473 1.19% 0.090%
7 7.351 718 725 732 rBV 625085 995620 19.32% 1.454%
8 7.822 799 805 817 rVB 710089 1206068 23.40% 1.761%
9 8.381 897 900 907 rVBS8 28138 56341 1.09% 0.082%
10 8.522 918 924 935 rBV 757029 1257304 24.39% 1.836%
11 8.986 995 1003 1011 rBV 642926 1103878 21.42% 1.612%
12 9.333 1055 1062 1066 rBv4 29206 52893 1.03% 0.077%
13 9.498 1084 1090 1098 rBV5 33916 69193 1.34% 0.101%

14 9.704 1115 1125 1132 rBV2 539677 941335 18.26% 1.375%
15 9.928 1157 1163 1170 rBv4 55821 106340 2.06% 0.155%

16 10.239 1207 1216 1224 rVB 797551 1464841 28.42% 2.139%
17 10.457 1248 1253 1257 rBV5 43257 70826 1.37% 0.103%
18 10.616 1273 1280 1286 rBV 1037044 1681452 32.62% 2.456%
19 10.763 1294 1305 1313 rBV2 374557 771059 14.96% 1.126%
20 11.074 1354 1358 1362 rBV5 39409 57093 1.11% 0.083%

21 11.410 1409 1415 1422 rBv4 94863 195712 3.80% 0.286%
22 11.516 1425 1433 1437 rBVS8 45017 101125 1.96% 0.148%
23 11.569 1437 1442 1446 rBV2 229898 334466 6.49% 0.488%
24 11.716 1460 1467 1473 rBV2 168501 305523 5.93% 0.446%

25 11.798 1477 1481 1489 rVBS8 33844 64128 1.24% 0.094%
26 12.010 1512 1517 1524 rVBS8 32383 60441 1.17% 0.088%
27 12.157 1537 1542 1547 rBV7 27107 52067 1.01% 0.076%
28 12.280 1558 1563 1567 rBV2 65949 94472 1.83% 0.138%

29 12.545 1596 1608 1613 rBV2 48501 122802 2.38% 0.179%
30 12.733 1635 1640 1645 rBV3 94774 147670 2.86% 0.216%

31 12.957 1670 1678 1684 rBV 295867 475454 9.22% 0.694%

32 13.221 1717 1723 1726 rBV7 28774 59963 1.16% 0.088%
33 13.310 1732 1738 1743 rBV2 436531 677083 13.14% 0.989%
34 13.392 1748 1752 1757 rVBS8 55060 89006 1.73% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM042517 .M
Title = SVOA CALIBRATION
35 13.480 1764 1767 1774 rVBS8 43501 60180 1.17% 0.088%

36 13.692 1799 1803 1806 rBV3 124896 183769 3.57% 0.268%
37 13.874 1824 1834 1839 rBV 1553834 2342170 45.44% 3.420%
38 13.921 1839 1842 1847 rVV 326943 423622 8.22% 0.619%
39 13.998 1851 1855 1866 rVB6 117563 235924 4._.58% 0.345%
40 14.163 1877 1883 1888 rBV 1489356 2192921 42.54% 3.203%

41 14.210 1888 1891 1895 rVB3 63735 84666 1.64% 0.124%
42 14.339 1908 1913 1919 rVB 73800 103316 2.00% 0.151%
43 14.468 1920 1935 1941 rBV2 1550554 2788461 54.10% 4.072%
44 14.521 1941 1944 1949 rVV6 63507 87680 1.70% 0.128%
45 14.610 1954 1959 1964 rVB3 148424 224828 4_36% 0.328%

46 14.680 1965 1971 1980 rBV 614332 1041789 20.21% 1.521%
47 14.874 2000 2004 2012 rVB2 216026 296251 5.75% 0.433%
48 14.957 2013 2018 2019 rBV3 156684 227685 4.42% 0.333%
49 15.233 2063 2065 2072 rVB7 66644 111143 2.16% 0.162%
50 15.292 2072 2075 2081 rBV 161123 201850 3.92% 0.295%

51 15.409 2091 2095 2099 rBV 196089 262900 5.10% 0.384%
52 15.462 2099 2104 2112 rVB 2066179 3007404 58.35% 4_.392%
53 15.592 2121 2126 2133 rVB 540265 792106 15.37% 1.157%
54 15.698 2141 2144 2148 rVB2 121995 160698 3.12% 0.235%
55 15.774 2154 2157 2163 rVB3 207575 297588 5.77% 0.435%

56 15.927 2179 2183 2191 rVB6 163763 225146 4._.37% 0.329%
57 16.186 2218 2227 2232 rBV 761821 1462018 28.36% 2.135%
58 16.539 2282 2287 2292 rBV6 197586 417148 8.09% 0.609%
59 16.604 2296 2298 2305 rVB3 258486 341012 6.62% 0.498%
60 17.021 2363 2369 2377 rVB 566109 1000364 19.41% 1.461%

61 17.215 2397 2402 2408 rBV 1897003 2773162 53.80% 4 _.050%
62 17.280 2408 2413 2415 rVV 673369 950807 18.45% 1.389%
63 17.315 2415 2419 2424 rVB2 2201964 3087337 59.90% 4 _509%
64 17.374 2426 2429 2434 rBV4 221697 348666 6.76% 0.509%
65 17.692 2479 2483 2492 rVB5 286686 630653 12.24% 0.921%

66 17.786 2496 2499 2503 rBV 380477 435048 8.44% 0.635%
67 17.927 2520 2523 2527 rVB 252878 327519 6.35% 0.478%
68 18.027 2536 2540 2547 rVB5 263743 463497 8.99% 0.677%
69 18.098 2548 2552 2563 rBV 1006823 1424582 27.64% 2.080%
70 18.227 2570 2574 2583 rBV2 606412 935454 18.15% 1.366%

71 18.762 2663 2665 2669 rVB4 186784 186133 3.61% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 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-BM042517 .M
SVOA CALIBRATION

Method :
Title :
72 19.045 2709 2713 2719 rVB 768628 1017334 19.74% 1.486%
73 19.233 2742 2745 2750 rBV3 345476 499392 9.69% 0.729%
74 19.374 2766 2769 2775 rBv4 357466 514559 9.98% 0.751%
75 19.556 2797 2800 2804 rBV2 570365 607059 11.78% 0.887%

76 19.609 2805 2809 2815 rVV 2330928 3254144 63.13% 4.752%
77 21.086 3057 3060 3065 rvB2 982771 1122969 21.79%% 1.640%
78 21.397 3110 3113 3118 rVB 2251971 2675686 51.91% 3.908%
79 23.715 3503 3507 3519 rVB 1303963 2650382 51.42% 3.871%
80 23.850 3525 3530 3535 rVB 1266399 2162898 41.96% 3.159%

81 24.779 3682 3688 3698 rVB 1737574 3930586 76.26% 5.740%
82 25.462 3798 3804 3816 rVB 2059834 5154450 100.00% 7.527%

Sum of corrected areas: 68475224
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM009796.D
4000000
3000000
2000000
1000000 10.62
699 735 782 852 g9 9 10.24
7.1 .70
0.76 11577
. 3.82 6.68.9D .2 8.3 9.3850]| 9.93 J|10.4 ‘A“11071%§£%@f
e e e a  wm ETE E A E I e A e el
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: BM009796.D
4000000
19.61
3000000

2000000
13.87%4.1614.47

1000000
12.96

121P1P5282.82.73)\ 131

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM009796.D
21140

4000000

21.09 23.85 2478 2546

3.7,
3000000
2000000
1000000
e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 2750 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 1 Nonanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.41 2.33 ng/ul 195712 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 53
2 Thiazole. 2-ethvl-4_.5-dihvdro- 115 C5HONS 016982-46-0 47
3 Undecanoic acid 186 C11H2202 000112-37-8 47
4 Nonanoic acid 158 C9H1802 000112-05-0 42
5 Undecanoic acid 186 C11H2202 000112-37-8 40
Abundance Scan 1415 (11.410 min): BM009796.D (-1409) (-) m/z 60.00 100.00%
6p
73
5000
11.00 11.20 11.40 11.60 11.80
of m/z 73.00 74 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid
60 73
41
5000 LRI B ISR ML B
29 11.00 11.20 11.40 11.60 11.80
H 87 o8 115 159 m/z 41.00 63.53%
0 ..1.5|.‘l‘. -‘N- .”M.‘k“‘.‘.l‘l‘..k“‘i‘...‘.|..‘..|...1.5|8....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
i 1100 11.20 11,40 11.60 11.80
5000 115 m/z 55.05 57 .95%
89
71
S S S I S L L S L N W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50052: Undecanoic acid R R e
41 607 11.00 11.20 11.40 11.60 11.80
m/z 43.05 55.35%
5000 29
87 129 143
101 115
I \,u‘\,\,lﬂ\l\‘mhlw N ‘1‘7'1?‘6' ) Y W b
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 2 4-Octanol, 4,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.57 3.98 ng/ul 334466 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octanol. 4.5-dimethvl- 158 C10H220 054340-92-0 53
2 Uridine. 2"-0-methvl- 258 C10H14N206 002140-76-3 53
3 Decanoic acid. 3-methvl- 186 C1l1H2202 060308-82-9 50
4 1.3-Dioxolane-2-butanol. 2-methvl- 160 C8H1603 005745-75-5 43
5 1,3-Dioxolane-2-propanol, 2-meth... 188 C9H1604 029021-95-2 43
Abundance Scan 1442 (11.569 min): BM009796.D (-1437) (-) m/z 87.00 100.00%
87
41
5000 57
71
109 137 155 007 11.20 11.40 11.60 11.80
o} m/z 41.05 64 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29645: 4-Octanol, 4,5-dimethyl-
87
43
5000 27 111 A DR SRR UM B
69 11.20 11.40 11.60 11.80
4 ‘ m/z 43.10 61.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
87
11.20 1140 11.60 11.80
5000 m/z 57.05 41.02%
28645 71 100113 P
o 58 129 166 195209 226 258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50074: Decanoic acid, 3-methyl- R B
87 11.20 11.40 11.60 11.80
m/z 60.00 36.80%
41
60
5000
2
3 126 143
o 01 171186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 3 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.72 3.63 ng/ul 305523 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-(1-methvlethvl)-2-cvc... 152 C10H160 041469-46-9 42
2 n-Butvl methacrvlate 142 C8H1402 000097-88-1 35
3 n-Butvl methacrvlate 142 C8H1402 000097-88-1 35
4 2-Propenoic acid. 2-methvl-. pro... 128 C7H1202 002210-28-8 22
5 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 15
Abundance Scan 1468 (11.722 min): BM009796.D (-1460) (-) m/z 69.10 100.00%
o
41 55 110
95
5000
152
127 11.40 11.60 11.80 12.00
o 207 28l "m/z 41.00 70.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25242: 2-Methyl-4-(1-methylethyl)-2-cyclohexenone
o5 110
152
5000 UL A BULRSE BN SR
41 81 1140 1160 11.80 1200
m/z 110.10 70.16%
6 137
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
87 11.40 11.60 11.80 12.00
5000 m/z 55.05 68.70%
55
Zy 113127 143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19641: n-Butyl methacrylate R e
11.40 11.60 11.80 12.00
m/z 109.10 54 _97%

5000

113127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 4 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.96 3.41 ng/ul 475454 Acenaphthene-d10 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 47
2 Succinic acid. pentvl tetrahvdro... 272 C14H2405 1000329-86-3 38
3 Sulfurous acid. octadecvl 2-pent... 404 C23H4803S 1000309-16-6 38
4 Undecane. 4-methvl- 170 C12H26 002980-69-0 38
5 5-Ethyl-4-undecanone 198 C13H260 1000374-08-5 38
Abundance Scan 1679 (12.963 min): BM009796.D (-1670) (-) m/z 72.95 100.00%
48 57
5000
| | 12.60 12.80 13.00 13.20
O+t m/z 71.05 98.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101975: Sulfurous acid, nonyl 2-propyl ester
43
71
5000 57
85 12.60 12.80 13.00 13.20
29 m/z 43.05 96.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
12:60 12,80 13.00 13.20
5000 m/z 57.10 87.28%
43 85
101
29 | o7 115 143 171 189203

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #213740: Sulfurous acid, octadecy! 2-penty! ester M S
12.60 12.80 13.00 13.20
m/z 41.05 74.62%

5000

85

111125 141 155169183197
S S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1260 1280 1300 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.31 4.86 ng/ul 677083 Acenaphthene-d10 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Dodecen-2-one 182 C12H220 005009-33-6 49
2 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 45
3 2-Isopropvl-5-oxohexanal 156 C9H1602 015303-46-5 43
4 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 43
5 Undecanal, 2-methyl- 184 C12H240 000110-41-8 38

Abundance Scan 1738 (13.310 min): BM009796.D (-1732) (-) m/z 43.05 100.00%

43
58
5000

140151 166 180 13.00 13.20 13.40 13.60
I 191 207 m/z 58.05 72.23%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47171: 11-Dodecen-2-one
43 58
5000

71 13.00 13.20 13.40 13.60
82 m/z 41.10 53.56%
124
0 I \‘u‘ H‘ m\\ H\ ]\- \‘\ 135 149 164 182
T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
58 R S EmEEEmas ey
13.00 13.20 13.40 13.60
5000 m/z 55.10 46.27%
71
15 29 84 95 110 128
o = = L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28978: 2-Isopropyl-5-oxohexanal R BB R mEaE e
a3 13.00 13.20 13.40 13.60
58 m/z 69.10 43.47%
5000
71
95 110
| \\‘ 83 T " 128 138
0...,...ﬂ...kh.m.ﬂuu.ﬂ,”..,h..w....,.”.,....,”.. s kS S
m/z--> 20 60 80 100 120 140 160 180 200 13.00 1320 13.40 1360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 6 Dodecanoic acid Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.12 ng/ul 296251 Acenaphthene-d10 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Nonanoic acid 158 C9H1802 000112-05-0 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2003 (14.868 min): BM009796.D (-2000) (-) m/z 60.05 100.00%
a1 60 78
5000
115 171 14.60 14.80 15.00 15.20
ol | I.ll‘lll |||||| o |||||| |I|||| . |||| A ilﬂ.4. I|.I il || ||I I].I8:9?OOII . IZI?:II'I m/z 73 . 10 97 . 70%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #61121. Dodecanoic acid
60 73
43
5000 LRI B BUEL UL B
29 m 200 mmmmmmmm
157 m/z 41.10 78.60%
‘ ‘ ‘ lo1 1 ‘ 143 ‘ 171
0..:!-?.‘l..‘l‘.‘..“l“.‘l‘. M H\‘ ‘l. - ‘k‘||||||‘||]i8|3||||‘|||||||
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
' 14.60 14.80 15.00 15.20
5000 41 m/z 55.05 73.93%
129
29
oL 18 87 101 115 143155 172
m/z--> ﬁo Jo eb 86 160 150 150 160 180 260 250
Abundance #30180: Nonanoic acid R EEEEE RS
60 73 14.60 14.80 15.00 15.20
m/z 43.10 56.10%
41
5000
29
115
| 7o |7
ots LML A Wl | ] e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.60 14. 80 15. 00 15. 20

SOM-EPA-BM042517.M Mon May 01 18:29:28 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 10.54 ng/ul 1462020 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 38
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 38
3 2-Pentanone. 1.3-dimethoxv-3-met... 160 C8H1603 056830-17-2 30
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 25
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 25
Abundance Scan 2228 (16.192 min): BM009796.D (-2218) (-) m/z 87.10 100.00%
5000
3 111 139157 1g3 g 244 355 15.80 16.00 16.20 16.40 16.60
o} m/z 57.10 98.64%

m/z--> 50 100 150 200 250 300 350
Abundance #28432: Decane, 2-methyl-

:

5000 71 e
15.80 16.00 16.20 16.40 16.60

m/z 43.10 98.11%

113
I e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R REEE
15.80 16.00 16.20 16.40 16.60
5000 29 m/z 41.10 78.08%
113
85 142
o e
m/z--> 50 100 150 200 250 300 350
Abundance #31268: 2-Pentanone, 1,3-dimethoxy-3-methyl- A B R e
87 15.80 16.00 16.20 16.40 16.60
55 m/z 55.10 66.57%
5000
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60

SOM-EPA-BM042517.M Mon May 01 18:29:29 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 9 4-n-Hexylthiane, S,S-dioxide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.01 ng/ul 417148 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-n-Hexvlthiane. S.S-dioxide 218 C11H2202S 070928-52-8 58
2 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 53
3 1-Octene. 3.7-dimethvl- 140 C10H20 004984-01-4 38
4 Cvclotetradecane 196 C14H28 000295-17-0 38
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 38

Abundance Scan 2287 (16.539 min): BM009796.D (-2282) (-) m/z 69.10 100.00%

5000

16.20 16.40 16.60 16.80
m/z 55.05 94.21%

o 149163 179 196 219232745 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide

9

55
83

5000

16!20 16.I4O 16!60 16.I80
m/z 41.10  71.96%

111 147
134 161
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
4155 LA LI L L L L L L LB B |
16.20 16.40 16.60 16.80
5000 83 111 m/z 43.10 64 .56%
27
o 97 125140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17995: 1-Octene, 3,7-dimethyl- R e EEAER R
43 56 16.20 16.40 16.60 16.80
70 m/z 57.10 53.47%
5000
29
4
o5 8 111195140
I~ IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.20 16.40 16.60 16.80

SOM-EPA-BM042517.M Mon May 01 18:29:30 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 10 Tetradecanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.46 ng/ul 341012 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 70
Abundance Scan 2297 (16.598 min): BM009796.D (-2296) (-) m/z 73.10 100.00%
78
43
5000
7 129 17185 o it e/
" “ 7 109 152 199213 230 248 27547 16.20 16.40 16.60 16.80 17.00
Oy m/z 60.10 78.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84454: Tetradecanoic acid
43 73
51
5000 29 129 228
16.20 16.40 16.60 16.80 17.00
m/z 43.10 70.21%
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 LRI IR BN SN B
57 16.20 16.40 16.60 16.80 17.00
5000 129 m/z 41.10 54 _.97%
29 87 185 228
101115 143,0171 199,13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid A B o
43 78 16.20 16.40 16.60 16.80 17.00
| m/z 69.10 32.84%
16,20 16.40 16.60 16.80 17.00

SOM-EPA-BM042517.M Mon May 01 18:29:31 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.02 7.21 ng/ul 1000360 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 38
2 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 38
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 38
4 Tridecane 184 C13H28 000629-50-5 30
5 Tridecane 184 C13H28 000629-50-5 30
Abundance Scan 2369 (17.021 min): BM009796.D (-2363) (-) m/z 57.10 100.00%
5000
" 16.80 17.00 17.20 17.40
0 m/z 43.10 89.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57
5000 LI SULRLE SO SULBUR L
85 16.80 17.00 17.20 17.40
127 m/z 73.00 86.33%
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41
' 16.80 17.00 17.20 17.40
5000 m/z 55.10 77.00%
71
o 139 269
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl- N B B !
57 16.80 17.00 17.20 17.40
m/z 41.10 68.24%
5000
85
0 13141169 206 238 505 547
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.80 17.00 17.20 17.40

SOM-EPA-BM042517.M Mon May 01 18:29:31 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Pentadecanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.51 ng/ul 348666 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 59
2 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 53
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 1-Tetradecene 196 C14H28 001120-36-1 25
Abundance Scan 2428 (17.368 min): BM009796.D (-2426) (-) m/z 41.10 100.00%
41 73
5000
199 [ AN UL B SO
218 246 5g7 17.00 17.20 17.40 17.60
(o} m/z 73.05 79.33%
m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid
483 7
5000 L DAL B B BULRL B
242 17. oo 17. 20 17.40 17.60
129 199 m/z 43.10 76.11%
ol .“. H‘ 1ily H \H ‘\H u ‘. \1|5$|’1|?1|\| ‘I |2|2‘:' "I —
m/z--> 50 100 150 200 250 300 350
Abundance
60
" 17.00 17.20 17.40 17.60
5000 m/z 55.10 75.72%
83 185
o 18 101 129 149167 207 237 264
m/z--> 55 160 150 200 250 300 3%0
Abundance #107547: n-Hexadecanoic acid A BT o e
8 7 17.00 17.20 17.40 17.60
m/z 57.10 68.39%
5000 I
129
256
213
o.?fl.t, Mm hm | LA O R I A
m/z--> 50 m 150 200 250 300 350 1mmnmmmmo

SOM-EPA-BM042517.M Mon May 01 18:29:32 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 13 Oxalic acid, propyl tridecy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.69 4_.55 ng/ul 630653 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. propvl tridecvl ester 314 C18H3404 1000309-26-6 52
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 52
3 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 49
4 Hexadecane 226 C16H34 000544-76-3 46
5 5-Acetyl-1,3:2,4-di-O-methylene-... 218 C9H1406 1000126-24-0 42
Abundance Scan 2483 (17.692 min): BM009796.D (-2479) (-) m/z 57.10 100.00%

5000

133 155 17.40 17.60 17.80 18.00

187 210227 248 o575

0 m/z 43.10 95.92%
m/z--> 50 100 150 200 250 300 350
Abundance #156309: Oxalic acid, propyl tridecy! ester
43
5000 71 LA L L L L L LB
17.40 17.60 17.80 18.00
97 m/z 55.10 78.12%
227
AET N RN
m/z--> 50 100 150 200 250 300 350
Abundance
57
R REREE R R
17.40 17.60 17.80 18.00
5000 83 m/z 71.10 63.39%
111
29
o 139 167 106 204 252 280297
I L e e e e e e o L e e e e e O BN A s e e
m/z--> 50 100 150 200 250 300 350
Abundance #176817: Oxalic acid, allyl pentadecy! ester A BEEEE TS
1 17.40 17.60 17.80 18.00
m/z 41.10 50.32%
5000
71
97
0 Al \” J | 125 255
- IIIIIIIIII IIIIIIIII IIIIIIIII T IIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00

SOM-EPA-BM042517.M Mon May 01 18:29:33 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 14 4,8,12-Trimethyltridecan-4-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.79 3.14 ng/ul 435048 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12-Trimethvltridecan-4-olide 254 C16H3002 220904-24-5 72
2 2(3H)-Furanone. 5-ethvldihvdro-5... 128 C7H1202 002865-82-9 64
3 4.6-Dimethvl-4-hvdroxvhept-5-eno... 154 C9H1402 1000122-47-0 64
4 8-t-Butvl-1.4-dioxa-spirol4.51de... 270 C15H2604 1000190-16-1 59
5 2-Piperidinone 99 C5HINO 000675-20-7 58
Abundance Scan 2500 (17.792 min): BM009796.D (-2496) (-) m/z 99.10 100.00%
990
5000 43
983 | 114 17.40 17.60 17.80 18.00 18.20
ol 135151165179 198 215229 249 273 291 n/z  43.10 36.99%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105717: 4,8,12-Trimethyltridecan-4-olide
99
5000 SRR SRR SN SN I
43 17.40 17.60 17.80 18.00 18.20
m/z 41.10 22 .39%
0 \ | JH 83 | 1}4128 151166 184199 221236 254
m/z-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99
17.40 17.60 17.80 18.00 18.20
5000 43 m/z 55.10 18.05%
27 57 73 113
0 128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27733: 4,6-Dimethyl-4-hydroxyhept-5-enoic acid lactone BT
43 99 17.40 17.60 17.80 18.00 18.20
m/z 69.10 15.31%
139
5000
83
0 ‘ il 6\7\ m‘ i \121 1§4
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 17,40 17.60 17.80 18.00 18.20

SOM-EPA-BM042517.M Mon May 01 18:29:34 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517_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-04 Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
17.93 2.36 ng/ul 327519 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-C(Allvloxvcarbonvl)benzoic acid 206 C11H1004 1000373-67-6 27
2 Phthalic acid. allvl ethvl ester 234 C13H1404 033672-94-5 22
3 4-(Methvlthio)benzonitrile 149 C8H7NS 021382-98-9 18
4 1H-S-Triazololl.5-alpvridin-4-iu... 149 C7H7N30 013980-64-8 18
5 (2-Hydroxy-4,5-dimethylbenzoyl)f... 194 C10H1004 1000241-63-9 18

Abundance Scan 2524 (17.933 min): BM009796.D (-2520) (-) m/z 149.00 100.00%
19 3
5000
219,55254 276 17.60 17.80 18.00 18.20
0 m/z 193.10 90.30%
m/z--> 50 100 150 200 250 300
Abundance #65629: 2-(Allyloxycarbonyl)benzoic acid
149
5000 R AR UL SUULEN SRR
17.60 17.80 18.00 18.20
104 m/z 104.00 69.35%
50 /6 ‘ 122 188
0: Izlg\lw k‘:‘:h“u I\I‘I I\‘I\I III\I?OIGI — T
m/z--> 50 100 150 200 250 300
Abundance
149
17.60 17.80 18.00 18.20
5000 41 m/z 76.00 39.84%
177
104 132
58 0 234
N L s L [ L L L WL |
m/z--> 50 100 150 200 250 300
Abundance #23563: 4-(Methylthio)benzonitrile PR YA A e
149 17.60 17.80 18.00 18.20
m/z 50.00 28.68%
5000 116
0|15| : ‘Il‘llxll“lll\l\il |‘|‘|‘|‘ A ‘\ ——r— ———
m/z--> 50 100 150 200 250 300 17.60 17.80 18.00 18.20

SOM-EPA-BM042517.M Mon May 01 18:29:35 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 16 unknown-05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.03 3.34 ng/ul 463497 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Diazabicvclol4.3.01non-5-ene 124 C7H12N2 003001-72-7 35
2 1H-1.2.3.4-Tetrazole-1-propanami... 247 C11H13N502 1000316-32-5 30
3 2-(4-Fluoro-phenvl)-4-(3-methvl-... 281 C17H12FNO2 1000296-71-2 27
4 Benzaldehvde. 4-fluoro- 124 C7H5FO 000459-57-4 25
5 2,5,9-Tetradecatriene, 3,12-diet... 248 C18H32 074685-87-3 20
Abundance Scan 2541 (18.033 min): BM009796.D (-2536) (-) m/z 81.10 100.00%
247

5000
262 LA B L L L L LB
3 279294 315 17.80 18.00 18.20 18.40
0 m/z 247.20 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10377: 1,5-Diazabicyclo[4.3.0]non-5-ene
123
5000 68 LA B L L L L LB
41 17. 80 18. 00 18 20 18. 40
96 m/z 123.10 90.68%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
123 247
R B e e
17.80 18.00 18.20 18.40
5000 55 205 m/z 55.10 70.97%
94 149
7
o 39 176 201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128347: 2-(4-Fluoro-phenyl)-4-(3-methyl-benzylidene)-4H-o... R B e e
123 17.80 18.00 18.20 18.40
95 m/z 69.10 68.04%
5000 281
75
o ‘ | s 193 221 252 |
A B e B e R Eaa B Eaes L R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 80 18. 00 18 20 18. 40

SOM-EPA-BM042517.M Mon May 01 18:29:36 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 17 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.10 10.27 ng/ul 1424580 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2552 (18.098 min): BM009796.D (-2548) (-) m/z 43.10 100.00%
7
5000
129
o7 T "8 1600 1620 1640
92 256 : : : :
o (1 S L. 239278 815 ML Tz 73.10  94.45%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 L SN BULLN S B
83 17.80 18.00 18.20 18.40
0
H ot 157 1g5 213 256 m/z 60.00 91.83%
0 —— 'MIH“ “.H““ﬂhl“ ﬁh“.“l I\ T ‘. .‘ .‘. ‘I .‘ 239|‘| — T
m/z--> 50 100 150 200 250 300
Abundance
43 73
17.80 18.00 18.20 18.40
5000 256 m/z 55.10 78.81%
129
97 157 213
oL, 26 185 239
m/z--> éo 160 1éo 260 2%0 360
Abundance #72648: Tridecanoic acid B B A Eame
78 17.80 18.00 18.20 18.40
m/z 41.10 78.00%
43
5000
129
‘ ‘ il 24
o I1§LMLJI‘J M MJJM n ! }§? .\.‘?97.{. S —
m/z--> 50 mo 200 250 300 ﬂmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 18 unknown-06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.23 6.75 ng/ul 935454 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Furandione. dihvdro-3-(2-met... 154 C8H1003 018908-20-8 27
2 Camphorsulfonic acid 232 C10H1604S 003144-16-9 27
3 Cvclohexanecarboxvlic acid. 4-(1... 268 C16H2803 017904-29-9 25
4 1.4-Benzodioxin. 4a.5.6.7.8.8a-h... 154 C9H1402 007196-96-5 22
5 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 22
Abundance Scan 2575 (18.233 min): BM009796.D (-2570) (-) m/z 57.10 100.00%
85 109
5000 127
154
s 179, o, " 18.00 18:20 18.40 18.60
197 . . ) .
o 43 264 286 35 "m/z 85.10 55.81%
m/z--> 50 100 150 200 250 300 350
Abundance #27448: 2,5—(|;urandione, dihydro-3-(2-methyl-2-propenyl)-
109
67
5000 LURELLE SUMRLN UL BRI I
mmmmmmmm
m/z 41.10 55.59Y%
ol 25k bt oM f %3§ﬁ5f N —
m/z--> 50 100 150 200 250 300 350
Abundance
109
o1 " 18.00 18:20 18.40 18.60
5000 a1 151 m/z 109.10 54 _.96Y%
15 63 133
m/z--> ' 100 1éo 200 250 300 3%0
Abundance #117372 Cyclohexanecarboxyllc acid, 4-(1,5-dimethyl-3-oxo.. B REEREESEET
18.00 18.20 18.40 18.60
m/z 108.10 48.56%
5000
168
il L } 153211
0‘ | H.H\II y ‘ |‘ T S EEA BAREE R S S
m/z--> 2m 250 300 350 mmmmmmmm

SOM-EPA-BM042517.M Mon May 01 18:29:38 2017 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 19 unknown-07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.04 7.34 ng/ul 1017330 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxamide. N-(4-me... 191 C11H13NO2 1000307-18-8 43
2 Cvclohexene. l1l-pentvl-4-(4-propv... 276 C20H36 108067-20-5 38
3 2-Furoic acid. 2-methvloct-5-vn-... 234 C14H1803 1000299-23-7 35
4 Vinvltris(cvclopropvDsilane 178 C11H18Si 1000109-97-3 30
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 30
Abundance Scan 2712 (19.039 mm) BM009796.D (-2709) (-) m/z 191.20 100.00%
69 95 191
41 123
5000
163
Al \ 20t " 18.80 19.00 19.20 19.40
4 ) ) ) )
ol AP | 210 242 | zes 307826 356 | 77 95.10  86.31%
m/z--> 50 100 150 200 250 300 350
Abundance #53736: Cyclopropanecarboxamide, N-(4-methoxyphenyl)-
123
5000 191 LI BRI BN SIS U
18.80 19.00 19. 20 19. 40
41 69 m/z 69.10 85.91%
0 \‘ y . 9\5 n \ ‘149 |
m/z--> 55 160 1%0 260 250 300 3éo
Abundance
41 67
% " 18:80 19.00 19.20 19.40
5000 m/z 55.10 80.46%
123
151 205 276
18 177 233
‘T
m/z--> 55 160 150 200 250 300 3éo
Abundance #88989: 2-Furoic acid, 2-methyloct-5-yn-4-yl ester R EEEES
95 18.80 19.00 19.20 19.40
m/z 67.10 74 .63%
5000
191
L Ter 7 PPuotes | 2
m/z--> 55 160 150 200 250 300 3éo 18%0 1900 1920 1940
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM042817\
BMO09796.D

29 Apr 2017 00:39

SJ/MA

12845-08

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517_M

= SVOA CALIBRATION

= 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 Tridecanoic acid, 4,8,12-tr... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.23 3.60 ng/ul 499392 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 4.8.12-trimeth... 270 C17H3402 010339-74-9 60
2 2-Piperidinone. N-I4-bromo-n-but... 233 C9H16BrNO 195194-80-0 38
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 38
4 1.2.5-Triazole. 1l-octvl-3-nitro-... 285 C11H19N504 339589-41-2 25
5 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 22

Abundance Scan 2745 (19.233 min): BM009796.D (-2742) (-) m/z 57.10 100.00%
7 87
5000
111
7 1212 19,00 19.20 10.40 19.60
191 251272 : : : :
o 10326 42 “n/z 87.10 84.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119428: Tridecanoic acid, 4,8,12-trimethyl-, methyl ester
87
57
5000 IR TN SRR BN
19.00 19.20 19.40 19.60
w157 m/z 43.10 66.54%
0 — I\ Im‘l Y ‘ﬁ‘“‘:‘ﬂ;??l“u |1|8|5‘| .- Iz?g IZZOI B e R BLAR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
19,00 19.20 10.40 19.60
5000 m/z 71.10 63.19%
69
97
o 125 154177 205 233
m/z--> 50 100 150 200 250 300 350 400
Abundance #95991: 1-Decanol, 2-hexyl- T
57 19.00 19.20 19.40 19.60
m/z 41.10 60.47%
5000
29 85
111
oLl L | 139 106224
m/z--> 50 100 15 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 21 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.37 3.85 ng/ul 514559 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 .alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 60
Abundance Scan 2768 (19.368 min): BM009796.D (-2766) (-) m/z 43.10 100.00%
73
5000
272 19.00 19.20 19.40 19.60
310
ol 312 m/z 41.10 96.53%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #72648: Tridecanoic acid
78
43
5000 UL AR U
129 19. oo 19. 20 19. 40 19.60
‘ 171 514 m/z 73.00 90.39%
o 18 ‘\ h‘\ ! Ll “.‘ S —
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
73
19,00 19.20 19.40 19.60
5000 43 m/z 57.10 75.24%
18
97
145
0 119 | 173 204 233 275
miz—-> 0 éo 160 1éo 260 250 360 3éo 460
Abundance #95851: Pentadecanoic acid L B o e
3,78 19.00 19.20 19.40 19.60
m/z 60.05 73.70%
5000 129
199
] 157 \ 242
0415 U.h‘ ‘ ""{I""I""I""I"" b A it
miz—-> 0 50 5 m 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 22 unknown-08 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.56 4.54 ng/ul 607059 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 35
2 1.4.5.6-Tetrahvdrocvclopentapvra... 326 C19H26N40 1000265-46-6 22
3 Anthracene. 1-(3-butenvl)- 232 C18H16 1000156-51-8 22
4 l1sophthalic acid. 2-formvilphenvl... 312 C18H1605 1000344-61-1 22
5 Divinylbis(cyclopropyl)silane 164 C10OH16Si 1000109-95-2 22
Abundance Scan 2801 (19.562 min): BM009796.D (-2797) (-) m/z 191.20 100.00%
191
5000
123 N e e e Y T
275
7 150 217 19.20 19.40 19.60 19.80
ol 1 237255 | .38 334 m/z 95.10  56.04%
m/z--> 50 100 150 200 250 300
Abundance #25430: Neopentylidenecyclohexane
69
5000 41 109 137 .
mmmmmmmm
‘ 9% m/z 55.10 52.20%
O.J-S.M. ‘l“l“‘“‘.‘ thl\\l‘\l -l 1
m/z--> 50 100 150 200 250 300
Abundance
191
19.20 19.40 19.60 19.80
5000 m/z 69.10 42 .74%
135
79
ol s M7 1s2ama 210 241 267 207 326
m/z--> 50 100 150 200 250 300
Abundance #87795: Anthracene, 1-(3-butenyl)- L Ba e
191 19.20 19.40 19.60 19.80
m/z 81.10 42 .18%
5000
232
. 39 63 g3101 139 168 | 215
m/z--> % ﬁo 150 200 250 3& ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 23 (DEL) Alkane: Cyclic21.09 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.09  8.39 ng/ul 1122970  Chrysene-d12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentane. 1.1.3-trimethvl- 112 csHie 004516-69-2 55

2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 49
3 1-Decene. 10-bromo- 218 C10H19Br 062871-09-4 43
4 Cvclopentane. (2-methvipropvl)- 126 C9H18 003788-32-7 42

5 1,1"-Bicyclohexyl, 2-propyl-, tr... 208 C15H28 054934-89-3 38

Abundance

5000

0!

Scan 3061 (21.091 min): BM009796.D (-3057) (-)

316
357 387 417 455

512

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

m/z 55.10 100.00%

20.80 21.00 21.20 21.40

m/z 69.10 75.03%

Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55
83
5000 LN L L L L L L
27 20.80 21.00 21.20 21.40
m/z 81.10 66 .25%
‘ 112
0\‘\“‘\“‘\\
B o o o L e L B S AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
R R S REEEE R
83 20.80 21.00 21.20 21.40
5000 m/z 43.10 65.39%
27
112
O T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

5000

#75249: 1-Decene, 10-bromo-

0 50 100 150 200 250 300 350 400 450 500

20.80 21.00 21.20 21.40

m/z 41.10 55.46%

I T I T
20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 24 Coprostane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.85 16.32 ng/ul 2162900 Perylene-di12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coprostane 372 C27H48 000481-20-9 94
2 Cholestane 372 C27H48 000481-21-0 86
3 Cholestane 372 C27H48 000481-21-0 64
4 Cholestane 372 C27H48 000481-21-0 62

5 A-Norcholestan-2-one, (6.alpha.)- 372 C26H440 002310-36-3 53

m/z 217.20 100.00%

Abundance Scan 3530 (23.850 min): BM009796.D (-3525) (-)

217

5000

371 LA L L LB L L LB L LB LB
o 44 276 313341 401 435 468 23.60 23.80 24.00 24.20

m/z 43.10 64 .90%
m/iz--> 0 50 100 150 200 250 300 350 400 450

o

55 81
\i i \Il .Jl. Il Iﬂ?\lsi I‘LI 1

372

< 289315 343

l 262 {

Abundance #198477: Coprostane
43 217
5000 LA L L L L LB
109 151 372 23160 23.80 24.00 24.20
m/z 55.10  50.01%
257
0 ‘ ““wm ‘H “‘ ‘ ‘ ...‘.,‘.‘.218.7,3.1?..,‘..‘..,....,....
mz> 0 250 300 350 400 450
Abundance
43
MMM
217 23.60 23.80 24.00 24.20
5000 81 109 149 m/z 95.10 46.36%
372
o 175 262787 315 344
L e L NN
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #198479: Cholestane o o o
217 23.60 23.80 24.00 24.20
m/z 218.20 44 .78%
149
5000 109

0
m/z--> 0 50

100 150 200 250 300 350 400 450

23. 60 23 80 24. OO 24. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 28-Nor-17.alpha.(H)-hopane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.78 29.66 ng/ul 3930590 Perylene-d12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 83
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 58
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 47
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 42
5 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 35

Abundance Scan 3688 (24.779 min): BM009796.D (-3682) (-) m/z 191.15 100.00%

5000

:

24.40 24.60 24.80 25.00

17245 281 317 355383 424 459 496521

0 m/z 81.10 70.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191
5000 | BALINLINLEN LI L L LB B B
109 137 24.40 24.60 24.80 25.00
217 m/z 95.10 63.73%
‘ H H 163 260 355383
0 NSNS 8 F BV i e N S ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191
T T T
24.40 24.60 24.80 25.00
5000 m/z 69.10 58.28%
109135
217 398
o 163 260 308355
B L o o o e B B L0 e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- e EAREEREES
191 24.40 24.60 24.80 25.00
95 m/z 55.10 49 _.74%
2000 4 NHWJA\ﬁ/“MV”W/\LﬁﬁMNMAANf’MW
9 135
oL Jl ﬁl xL J || 163 | 235264 303330 3%
o e B N B e e e T LI o o e e e e e e RS
m/z--> 50 100 150 200 250 300 350 400 450 500 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009796.D

Aca On : 29 Apr 2017 00:39

Operator : SJ/MA

Sample : 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 26 unknown-09 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.46 38.90 ng/ul 5154450 Perylene-di12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 40
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 32
5 5-Hexen-1-one, 1-(1H-imidazol-4-_._. 192 C11H16N20 069393-41-5 30
Abundance Scan 3804 (25.462 min): BM009796.D (-3798) (-) m/z 191.15 100.00%
191
81
5000
55 ‘J\//\w/\\
s "l 75130 s5ia0 7550
218 397 . . . .
ol 259 288 326 369 428 461 n/z 81.10 52 06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191
50001 28 L SO B B AR
%m%m%m%m
135 163 m/z 95.10 51.86%
0...|....|... ‘ ‘ ‘ ‘....|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95 191
4 25,00 25.40 25.60 25.80
5000 67 m/z 69.10 48 .58%
135
0 161 236 264 303 «A/wmyﬂ\~w~»wjp\V,-“MM~/M\N~
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) LB L e
191 25.20 25.40 25.60 25.80
m/z 55.10 32.25%
e i W
107 149
m/z--> 50 100 150 200 250 300 350 400 450 2520 2540 2560 2580
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042817\
Data File : BM009796.D

Acq On 29 Apr 2017 00:39

Operator : SJ/MA

Sample - 12845-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
Nonanoic acid 11.41 2.3 ng/ul 195712 2 10.62 1681450 20.0
4-Octanol, 4,5-di... 11.57 4.0 ng/ul 334466 2 10.62 1681450 20.0
unknown-01 11.72 3.6 ng/ul 305523 2 10.62 1681450 20.0
unknown-02 12.96 3.4 ng/ul 475454 3 14.47 2788460 20.0
unknown-03 13.31 4.9 ng/ul 677083 3 14.47 2788460 20.0
Dodecanoic acid 14.87 2.1 ng/ul 296251 3 14.47 2788460 20.0
(DEL) Alkane: Str... 16.19 10.5 ng/ul 1462020 4 17.22 2773160 20.0
4-n-Hexylthiane, ... 16.54 3.0 ng/ul 417148 4 17.22 2773160 20.0
Tetradecanoic acid 16.60 2.5 ng/ul 341012 4 17.22 2773160 20.0
(DEL) Alkane: Str... 17.02 7.2 ng/ul 1000360 4 17.22 2773160 20.0
Pentadecanoic acid 17.37 2.5 ng/ul 348666 4 17.22 2773160 20.0
Oxalic acid, prop... 17.69 4.5 ng/ul 630653 4 17.22 2773160 20.0
4,8,12-Trimethylt._.. 17.79 3.1 ng/ul 435048 4 17.22 2773160 20.0
unknown-04 17.93 2.4 ng/ul 327519 4 17.22 2773160 20.0
unknown-05 18.03 3.3 ng/ul 463497 4 17.22 2773160 20.0
n-Hexadecanoic acid 18.10 10.3 ng/ul 1424580 4 17.22 2773160 20.0
unknown-06 18.23 6.8 ng/ul 935454 4 17.22 2773160 20.0
unknown-07 19.04 7.3 ng/ul 1017330 4 17.22 2773160 20.0
Tridecanoic acid,... 19.23 3.6 ng/ul 499392 4 17.22 2773160 20.0
Tridecanoic acid 19.37 3.9 ng/ul 514559 5 21.40 2675690 20.0
unknown-08 19.56 4.5 ng/ul 607059 5 21.40 2675690 20.0
(DEL) Alkane: Cyc... 21.09 8.4 ng/ul 1122970 5 21.40 2675690 20.0
Coprostane 23.85 16.3 ng/ul 2162900 6 23.71 2650380 20.0
28-Nor-17.alpha.(... 24.78 29.7 ng/ul 3930590 6 23.71 2650380 20.0
unknown-09 25.46 38.9 ng/ul 5154450 6 23.71 2650380 20.0
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