LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM011018_-M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 6.304 557 564 573 rVB 124317 199815 2.48% 0.218%
2 7.051 686 691 697 rBvV2 60683 93262 1.16% 0.102%
3 7.616 779 787 799 rBV 529985 886076 11.01% 0.966%
4 8.834 990 994 1000 rVB 129898 186780 2.32% 0.204%
5 9.828 1154 1163 1167 rBvV8 33965 80718 1.00% 0.088%
6 10.392 1249 1259 1266 rBvV2 711937 1622945 20.17% 1.770%
7 10.510 1274 1279 1284 rBV 963704 1436674 17.85% 1.566%
8 10.557 1284 1287 1293 rVB2 75369 107494 1.34% 0.117%
9 10.687 1302 1309 1315 rBV5 79637 122764 1.53% 0.134%
10 10.792 1319 1327 1334 rBV5 78897 187165 2.33% 0.204%
11 10.875 1336 1341 1346 rVB6 53043 80855 1.00% 0.088%

12 11.228 1396 1401 1407 rBVS8 57706 113481 1.41% 0.124%
13 11.292 1407 1412 1413 rVvV2 118525 167223 2.08% 0.182%
14 11.310 1413 1415 1423 rVB4 152290 239604 2.98% 0.261%
15 11.416 1423 1433 1443 rBV3 184656 441364 5.49% 0.481%

16 11.645 1464 1472 1475 rBvV4 89651 178948 2.22% 0.195%
17 11.828 1494 1503 1509 rBv2 890880 1427929 17.75% 1.557%
18 12.128 1548 1554 1558 rBV9 39818 89676 1.11% 0.098%
19 12.281 1574 1580 1590 rVB10 67169 173641 2.16% 0.189%
20 12.475 1608 1613 1616 rBV2 122502 190979 2.37% 0.208%

21 12.516 1616 1620 1627 rVVv4 126700 236448 2.94% 0.258%
22 12.581 1628 1631 1640 rVB5 146375 234297 2.91% 0.255%
23 12.657 1640 1644 1654 rVB 260017 464732 5.78% 0.507%
24 12.745 1654 1659 1663 rBV 228248 381263 4.74% 0.416%
25 12.798 1663 1668 1673 rVB2 426994 614140 7.63% 0.670%

26 13.092 1709 1718 1725 rBV 2384555 3492865 43.41% 3.808%
27 13.180 1729 1733 1738 rBV3 164062 273351 3.40% 0.298%
28 13.439 1769 1777 1781 rBV7 116391 328760 4._.09% 0.358%
29 13.586 1798 1802 1805 rBV 190286 323657 4.02% 0.353%
30 13.633 1806 1810 1813 rVV6 311923 563506 7.00% 0.614%

31 13.669 1813 1816 1822 rVB5 294434 465911 5.79% 0.508%
32 13.757 1828 1831 1834 rVB2 741283 887516 11.03% 0.968%
33 13.798 1834 1838 1846 rVB2 533356 822078 10.22% 0.896%
34 13.875 1846 1851 1855 rBV2 407233 557171 6.92% 0.608%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

35 13.963 1863 1866 1874 rVB5 182727 335281 4_.17% 0.366%

36 14.033 1874 1878 1884 rBV9 79562 191838 2.38% 0.209%
37 14.180 1897 1903 1907 rBV 3708877 4928185 61.25% 5.374%
38 14.269 1911 1918 1926 rVB4 976434 1934961 24.05% 2.110%
39 14.563 1966 1968 1970 rBV3 89634 81380 1.01% 0.089%
40 14.622 1974 1978 1979 rBV2 337546 385784 4._.79% 0.421%

41 14.674 1984 1987 1993 rVB2 568891 831785 10.34% 0.907%
42 14.739 1994 1998 2003 rBV2 405418 678892 8.44% 0.740%
43 14.798 2004 2008 2014 rVB2 884597 1279449 15.90% 1.395%
44 14.869 2016 2020 2022 rBVY 384772 511064 6.35% 0.557%
45 14.980 2036 2039 2042 rBV4 118546 205805 2.56% 0.224%

46 15.139 2061 2066 2070 rVB 4105953 5067243 62.98% 5.525%
47 15.233 2078 2082 2085 rBV5 231658 295375 3.67% 0.322%
48 15.316 2093 2096 2100 rBV4 213166 258845 3.22% 0.282%
49 15.539 2127 2134 2139 rBV 1232765 2307861 28.68% 2.516%
50 15.633 2147 2150 2156 rVB3 592393 910580 11.32% 0.993%

51 15.692 2156 2160 2165 rBV3 682248 1122132 13.95% 1.224%
52 15.757 2166 2171 2179 rVB4 610172 1121600 13.94% 1.223%
53 15.921 2197 2199 2202 rBV2 139967 163776 2.04% 0.179%
54 15.998 2208 2212 2220 rBV 4771472 8046402 100.00% 8.774%
55 16.339 2266 2270 2273 rBV2 431514 693336 8.62% 0.756%

56 16.404 2278 2281 2287 rVB4 401244 549722 6.83% 0.599%
57 16.457 2287 2290 2293 rBV 383607 389702 4.84% 0.425%
58 16.504 2296 2298 2304 rVB 369672 424418 5.27% 0.463%
59 16.574 2307 2310 2312 rBV3 326192 294729 3.66% 0.321%
60 16.674 2323 2327 2336 rVB 2740405 3704910 46.04% 4.040%

61 16.792 2343 2347 2351 rBV 3982955 4675908 58.11% 5.098%
62 16.845 2351 2356 2367 rVB 1982394 3343764 41.56% 3.646%
63 17.027 2382 2387 2391 rBV2 1147783 1696094 21.08% 1.849%
64 17.098 2396 2399 2400 rBV 281614 315570 3.92% 0.344%
65 17.263 2424 2427 2432 rVB3 462384 582376 7.24% 0.635%

66 17.327 2436 2438 2444 rVB2 439676 562761 6.99% 0.614%
67 17.445 2456 2458 2462 rVB3 367535 424352 5.27% 0.463%
68 17.533 2468 2473 2478 rVV 3342006 4294946 53.38% 4.683%
69 17.604 2482 2485 2494 rVB2 516057 1054402 13.10% 1.150%
70 17.810 2517 2520 2525 rBV2 287271 475270 5.91% 0.518%

71 18.221 2586 2590 2596 rBV 2810853 3490536 43.38% 3.806%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M

= SVOA CALIBRATION

72 18.627 2655 2659 2665 rVB4 436098 764892 9.51% 0.834%
73 18.692 2667 2670 2674 rVB2 317341 418568 5.20% 0.456%
74 18.862 2695 2699 2706 rVB 2386712 2820106 35.05% 3.075%
75 19.086 2734 2737 2740 rBV3 208629 297869 3.70% 0.325%

76 19.445 2794 2798 2809 rVB 1690598 2215227 27.53% 2.415%
77 19.980 2885 2889 2893 rVB 1294447 1421979 17.67% 1.550%
78 20.480 2970 2974 2978 rBV 1060573 1168225 14.52% 1.274%
79 20.945 3049 3053 3058 rVB 782674 895732 11.13% 0.977%
80 21.215 3095 3099 3105 rBV 1510226 1971225 24.50% 2.149%

81 21.380 3123 3127 3131 rVB 748454 846682 10.52% 0.923%
82 21.809 3196 3200 3208 rVB 545446 720687 8.96% 0.786%
83 22.262 3273 3277 3281 rBV 407852 527075 6.55% 0.575%
84 22.756 3358 3361 3366 rvVvB2 299907 415934 5.17% 0.454%
85 23.421 3468 3474 3481 rVB 1010412 1924056 23.91% 2.098%

Sum of corrected areas: 91712379
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

Abundance TIC: BM013621.D

5000000
4000000
3000000

2000000

10.51
1000000 10

7.62
6.30 7.05 J\ 8.83 9.83 8y g7 11 .6E

0 o O BN o o o o e e S e o e e NN B o e

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013621.D
16,00 16.79

5000000 15.14

17.53
14.18
4000000 16.6J7 18.22

18.86

3000000 165.84
13.09

17.03

2000000

89 81

4.27  14.80
17

1000000f;

e

Time-->  12.00 1250 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: BM013621.D

5000000

4000000

3000000
21.22

2000000 20.94 [21.38 23.42

21.81 2296

22.76

1000000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 1 _alpha.-Pinene Concentration Rank 44

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

6.30 4_.51 ng/ul 199815 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 91
2 trans-_beta.-Ocimene 136 C10H16 003779-61-1 91
3 .alpha.-Pinene 136 C10H16 000080-56-8 91
4 _.alpha.-Pinene 136 C10H16 000080-56-8 90
5 _gamma.-Terpinene 136 C10H16 000099-85-4 90

Abundance Scan 563 (6.299 min): BM013621.D (-557) (-) m/z 93.10 100.00%
9B
5000 77
39 Y I VO
53 107121 134 208 o81 6.00 620 640 6.60
o m/z 91.10 49.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15705: .alpha.-Pinene
93
5000
6.00 6.20 6.40 6.60
41 m/z 77.00 37.72%
i H\ Ll H\ | L 7121136
0”..”..m..m.u...”..“..”..“..”..“..”..”..”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
6.00 6.20 6.40 6.60
5000 a1 m/z 92.00 36.80%
27 79
55 121
107 | 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15699: .alpha.-Pinene e
93 6.00 6.20 6.40 6.60
m/z 79.10 32.37%
5000 39 77
15 ‘ ‘ ‘ T 7121136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 2 unknown-01 Concentration Rank 61

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

7.05 2.11 ng/ul 93262 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-chloro-2-methyl- 120 C6H13ClI 004325-48-8 38
2 4-Hexen-1-ol, 5-methyl-2-(1-meth... 196 C12H2002 025905-14-0 35
3 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 27
4 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 25
5 5,7-Octadien-2-ol, 2,6-dimethyl- 154 C10H180 005986-38-9 22

Abundance Scan 691 (7.051 min): BM013621.D (-686) (-) m/z 43.00 100.00%

5000

6.80 7.00 7.20 7.40

0 m/z 93.10 92.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9318: Pentane, 2-chloro-2-methyl-
4 69
5000 85 r'\----|--‘--|----|----"|---
6.80 7.00 7.20 7.40
27 || 3 m/z 69.10 73.19%
105
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
93
43 6.80 7.00 7.20 7.40
5000 m/z 41.10 61.99%
121
136
27 107
o 154
Wmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15891: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)-
98 6.80 7.00 7.20 7.40
m/z 77.00 45 _17%
5000 a1 77
\ 55 | a0t
Obrrr el JL.L.L,”.WH.L.”.“”...” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 46

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

8.83 4.22 ng/ul 186780 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 91
2 Undecane 156 Cl11H24 001120-21-4 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 993 (8.828 min): BM013621.D (-990) (-) m/z 57.05 100.00%
57
43
71
5000
98 113 127 8.40 860 8.80 9.00 9.20
0 196 o1 209 m/z 43.10 65.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43 57
5000
71 8.40 8.60 8.80 9.00 9.20
29 85 m/z 71.05 52.93%
0 “ \‘\ 1]/ - \‘ 99 113 127 156
m/z--> 25 Jo éo éo 160 120 140 160 180 200 250
Abundance
43 57
8.40 8.60 8.80 9.00 9.20
5000 71 m/z 41.05 50.00%
85
29
0 15 99 113 127 156
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #83025: Hexadecane
43 57 8.40 8.60 8.80 9.00 9.20
m/z 85.05 29.29%
5000 &
85
29
0 | ‘ L “ 99 113 127 141 155 169 183 197 226
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 1('30 15';0 200 250 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 4 Heptyl isobutyl ketone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.51 17.70 ng/ul 1436670 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptyl isobutyl ketone 184 C12H240 019594-40-2 91
2 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 83
3 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 43
4 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 43
5 5-Nonanone 142 C9H180 000502-56-7 38

Abundance Scan 1279 (10.510 min): BM013621.D (-1274) (-) m/z 57.10 100.00%
g7
41 85 F
5000
109 127
69 ‘ 10.20 10.40 10.60 10.80
ol ool enast 169 184 LT8R 05 62.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48748: Heptyl isobutyl ketone
5
85
5000 43
109 127 10.20 10.40 10.60 10.80
29 m/z 41.10 60.18%
69
o35 L il ] “ 95| k k 141151 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
85 10.20 10.40 10.60 10.80
5000 41 m/z 58.05 49 _.42%
109 127
29 69
0 95 141 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19984: 4-Octanone, 2-methyl-
57 10.20 10.40 10.60 10.80
85 m/z 43.05 46.93%
5000
o9 41
0 ‘\‘ | \‘ [l 7‘:‘" I 1(\)0 113 127
m/z--> 20 40 ' 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.31 ng/ul 187165 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
2 Sulfurous acid, decyl hexyl ester 306 C16H3403S 1000309-13-2 35
3 2-Heptanone, 5-methyl- 128 C8H160 018217-12-4 35
4 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 35
5 Sulfurous acid, hexyl tetradecyl... 362 C20H4203S 1000309-13-6 27
Abundance Scan 1327 (10.792 min): BM013621.D (-1319) (-) m/z 43.10 100.00%
43
5000 S
10.40 10.60 10.80 11.00 11.20
o m/z 85.10 56.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7623: Hexane, 3-ethyl-
43
5000 85
10.40 10.60 10.80 11.00 11.20
29 57 71 m/z 69.05 43.44%
0'":L'SI'U"‘I“"'MI"‘H"I"'"I"1'1'4I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 85
57 10.40 10,60 10.80 11,00 11.20
5000 71 m/z 41.05 38.46%
29
o 97 111 4 157 175 193205
rrrryrrrrrrrrryrrTryrT T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12505: 2-Heptanone, 5-methyl-
43 10.40 10.60 10.80 11.00 11.20
m/z 57.05 33.89%
5000
15 27
0....,.H..‘,“a..‘a“,..“a‘.??‘.%.5,..1.1?,%2;8..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 6 Cyclohexene, 3,5,5-trimethyl- Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.06 ng/ul 167223 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 70
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 55
3 1,1-Dimethyl-1-silacyclo-2,4-hex... 124 C7H12Si 052023-18-4 53
4 (4-Fluorophenyl) methanol, ethyl... 154 C9H11FO 1000374-63-4 47
5 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 46
Abundance Scan 1412 (11.292 n&;n): BM013621.D (-1407) (-) m/z 109.10 100.00%
43 o
5000
55 67 83 124
s B 147 1ea 182 Ly 11.00 11.20 11.40 11.60
o m/z 43.05 83.62%
m/z--> 2 40 60 80 100 120 140 160 180 200
Abundance #10698: Cyclohexene, 3,5,5-trimethyl-
109
67
41
5000 82 U PN SR BN B
124 11.00 11.20 11.40 11.60
55 95 m/z 41.05 52 .88%
Ol II\l\‘llw‘l‘\‘llwlhl‘lImi\l ““lu‘:‘::l:‘:::l::::l:|||||||||||||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
109
67 11,00 11.20 11.40 11.60
5000 4 82 m/z 67.00 35.72%
124
55 95
R R S S UL L WL N WL WL B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #10393: 1,1-Dimethyl-1-silacyclo-2,4-hexadiene AN BRaEE
109 11.00 11.20 11.40 11.60
m/z 124 .05 35.04%
5000
59 124
43 81
0|..:?"fli.‘l‘.‘..‘.‘ﬁ‘.ﬁgﬂ.l“‘. .‘g‘ls‘l..“..l‘.‘...l....l....l....l....
mz-> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60

SOM-EPA-BM011018.M Wed Jan 17 10:22:38 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 7 1-Octanol, 2-butyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
11.31 2.95 ng/ul 239604 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 59
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 49
3 Tridecane 184 C13H28 000629-50-5 47
4 Hentriacontane 437 C31H64 000630-04-6 47
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 47
Abundance Scan 1415 (11.310 min): BM013621.D (-1413) (-) m/z 57.10 100.00%
5000
11.00 11.20 11.40 11.60
0 m/z 71.05 55.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50325: 1-Octanol, 2-butyl-
57
43
5000 1
85 11.00 11.20 11.40 11.60
29 o7 111 m/z 125.10 53.15%
0 15 ‘\‘\ ‘\ allll H‘\ “ L \‘H “\ 1%5 14\.0 154 168
m/z--> 20 Jo 60 8 100 120 140 160 180 200 220
Abundance
57
11.00 11.20 11.40 11.60
5000 - m/z 85.05 40.93%
43 85
29
o 99 113 157139 169 203 221233
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
43 7 11.00 11.20 11.40 11.60
m/z 43.10 38.84%
71
5000 85
29 %
RECH L P12 127140 165 6 184
m/z--> 20 Jo 60 8 100 120 140 160 180 200 220 1100 11.20 1140 11.60

SOM-EPA-BM011018.M Wed Jan 17 10:22:39 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.42 5.44 ng/ul 441364 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 81
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 1434 (11.422 min): BM013621.D (-1423) (-) m/z 57.05 100.00%

87 71

5000
85
99 113 149 11.20 11.40 11.60 11.80
135149 165 208
0 180 m/z 71.10 85.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57 11
43
5000
85 11.20 11.40 11.60 11.80
169 m/z 43.05 65.03%
29 3127
oLt T R T 267
AT R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
a3 1
11.20 11.40 11.60 11.80
5000 m/z 41.10 51.23%
29 85

99 113127141 155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57 11.20 11.40 11.60 11.80
71 m/z 56.05 30.89%
43
5000
o Ll ‘ 99 113127 141 155169183197
”.P.“,”.w.”.“.”,”...”.P.” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

SOM-EPA-BM011018.M Wed Jan 17 10:22:40 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 9 6,6-Dimethylhepta-2,4-diene Concentration Rank 58

R.T. EstConc Area Relative to ISTD R.T.
11.65 2.21 ng/ul 178948 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6,6-Dimethylhepta-2,4-diene 124 COH16 1000195-03-3 60
2 Cyclohexanol, 3,3,5-trimethyl-, ... 184 C11H2002 024691-16-5 52
3 1,1-Dimethyl-1-silacyclo-2,4-hex... 124 C7H12Si 052023-18-4 49
4 Cyclohexanol, 3,3,5-trimethyl-, ... 184 C11H2002 024691-16-5 49
5 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 38

Abundance Scan 1473 (11.651 min): BM013621.D (-1464) (-) m/z 109.10 100.00%
43 109
5000
" 11/40 11,60 11.80 12.00
0! m/z 43.10 86.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10674: 6,6-Dimethylhepta-2,4-diene
109
5000
67 124 11.40 11.60 11.80 12.00
a m/z 133.05 73.00%
55 95
0...l.2‘.7..““...“.lul‘..“l‘..‘.“.luu‘..l.‘...l....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
109
11.40 11.60 11.80 12.00
0
5000 43 124 m/z 41.00 65.11%
55 %8 82 g
15 29 141 169
m/z--> ﬁo Jo éo 85 100 150 1&0 1é0
Abundance #10393: 1,1-Dimethyl-1-silacyclo-2,4-hexadiene
109 11.40 11.60 11.80 12.00
m/z 124.10 51.82%
5000
59 124
43
3| H e
0...|..‘..|.‘..‘.‘i.‘.‘.‘.l...””l..‘..|‘.‘...|....l....
m/z--> 20 40 100 120 140 160 11.40 11.60 11.80 12.00

SOM-EPA-BM011018.M Wed Jan 17 10:22:41 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.83 17.60 ng/ul 1427930 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Dodecane 170 C12H26 000112-40-3 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 80
5 Tridecane 184 C13H28 000629-50-5 76
Abundance Scan 1503 (11.828 min): BM013621.D (-1494) (-) m/z 57.10 100.00%
g7
43

71

5000

11.60 11.80 12.00 12.20

98 112125 141

167 184 o7

0 m/z 43.10 77 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane
43 %7
71
5000
85 11.60 11.80 12.00 12.20
29 m/z 71.10 66.05%
das | smarness
B B R e e RN A o SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
7 11.60 11.80 12.00 12.20
5000 m/z 41.10 58.27%
85
29
15 98 112 127141 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane L maeE et
11.60 11.80 12.00 12.20

m/z 85.10 38.86%

5000

99

113127141155169183197
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

SOM-EPA-BM011018.M Wed Jan 17 10:22:42 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 11 unknown-02 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
12.28 2.14 ng/ul 173641 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 49
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 49
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 46
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 43
5 Benzocycloheptatriene 142 C11H10 000264-09-5 43

Abundance Scan 1580 (12.281 min): BM013621.D (-1574) (-) m/z 142.00 100.00%

57 142

5000
153 168 100191 50g 12.00 12.20 12.40 12.60
01 m/z 57.10 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142
5000
115 12.00 12.20 12.40 12.60
m/z 141.10 86.10%
27 39 51 %3 74 89 100 | 126 ||
e B L e B L o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
12.00 12.20 12.40 12.60
5000 m/z 41.10 69.48%

115

27 39 51 63 724 89 100 126

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e e

141 12.00 12.20 12.40 12.60
m/z 43.05 63.44%
5000 115
63
ol27 ¥ 5t T4 8100 | 12 |
A B B e e B B o o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

SOM-EPA-BM011018.M Wed Jan 17 10:22:43 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 12 unknown-03 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
12.52 2.44 ng/ul 236448 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine oxide, methyl phenyl 4_... 296 C16H2503P 1000195-93-9 43
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
3 Malonic acid, 2-decyl isohexyl e... 328 C19H3604 1000349-09-1 43
4 Oxalic acid, hexyl tetradecyl ester 370 C22H4204 1000309-24-8 38
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 38
Abundance Scan 1621 (12.522 min): BM013621.D (-1616) (-) m/z 83.10 100.00%
41

5000
162 182 547 12.20 12.40 12.60 12.80
0 m/z 41.10 86.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140924: Phosphine oxide, methyl phenyl 4-(tetrahydropyran...
55 85
5000 LA L L L L L L LB L |
31 12.20 12.40 12.60 12.80
101 139 m/z 55.10 64.61%
o 12 167 195211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
R E e R S REaRE
85 12.20 12.40 12.60 12.80
5000 m/z 43.10 63.45%
27 69
128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #167556: Malonic acid, 2-decy! isohexy! ester A m
12.20 12.40 12.60 12.80
m/z 82.05 63.06%

5000

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

SOM-EPA-BM011018.M Wed Jan 17 10:22:44 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.42 ng/ul 234297 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 68
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 59
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 50
4 10-Methylnonadecane 282 C20H42 056862-62-5 38
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 35
Abundance Scan 1631 (12.581 min): BM013621.D (-1628) (-) m/z 43.10 100.00%
43
71
5000
¥ 113 gy 184 174 152207 12.20 12.40 12.60 12.80
O m/z 71.10 76.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28438: Nonane, 4,5-dimethyl-
43
71
5000
12.20 12.40 12.60 12.80
m/z 57.10 57.79%
29 126
0 \‘ ‘\ ‘\ ‘ gug Il I 141156
m/z--> 20 40 60 50 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
71 12.20 12.40 12.60 12.80
5000 A m/z 70.05 50.77%
9113 154
0 1397 169183 211 239253 281295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48879: Undecane, 4,8-dimethyl- e R e
43 12.20 12.40 12.60 12.80
- m/z 85.10 42 .71%
5000
29
S s -2 -
m/z--> 20 45 60 50 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

SOM-EPA-BM011018.M Wed Jan 17 10:22:45 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.66 4.80 ng/ul 464732 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 86
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86
Abundance Scan 1645 (12.663 min): BM013621.D (-1640) (-) m/z 57.05 100.00%
57
5000 85
113 155 12.40 12.60 12.80 13.00
ol ='|.J||, LAl m/z 43.10 92.68%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
12.40 12.60 12.80 13.00
m/z 41.10 62.74%
113___154
ol b sy 183 211 230 281
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 12.40 12.60 12.80 13.00
5000 m/z 71.10 60.06%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 12.40 12.60 12.80 13.00
m/z 85.10 47 . 72%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 12.40 12.60 12.80 13.00

SOM-EPA-BM011018.M Wed Jan 17 10:22:46 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
12.75 3.94 ng/ul 381263 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
2 Dodecane 170 C12H26 000112-40-3 72
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
Abundance Scan 1660 (12.751 min): BM013621.D (-1654) (-) m/z 57.00 100.00%
g7
41
5000
| 12.40 12.60 12.80 13.00
Obrrr et m/z 71.05 70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38324: Undecane, 2-methyl-
43 57
71
5000 85
12.40 12.60 12.80 13.00
29 m/z 41.10 57.93%
0 15 \‘ \h‘ L \ 1173 \‘ 141155170
m/z--> 20 40 eb 86 160 120 140 1éo 180 200 220 240 260 280
Abundance
57
43
12.40 12.60 12.80 13.00
5000 1 m/z 43.10 57.65%
85
29
o 14 99 113]_27141 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38343: Decane, 3,6-dimethyl-
43 57 12.40 12.60 12.80 13.00
m/z 85.10 44 _97%
71
5000 85
29 113
0 | \‘\ L 99 I 127141155170
m/z--> 20 40 eb 86 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

SOM-EPA-BM011018.M Wed Jan 17 10:22:47 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

12.80 6.35 ng/ul 614140 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72

Abundance Scan 1668 (12.798 min): BM013621.D (-1663) (-) m/z 57.10 100.00%

1

5000

97 113 127 12.40 12.60 12.80 13.00 13.20

m/z 71.10 96.02%

ol 38 154 172183 197207
mz--> 20 40 60 80 100 120 140 160 180 200

Abundance #12672: Octane, 2-methyl-
43
5000 57
12.40 12.60 12.80 13.00 13.20
71 m/z 43.10 62 .56%
\\ L P g
L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71
43 12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 53.01%
o 99 113 127 141 155 169 183 197
T e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl- N B B B e
57 12.40 12.60 12.80 13.00 13.20
43 1 m/z 85.05 36.40%
5000
29 85 ,
Y w 99 113 127 141 155 169 182 197207
.“...,..”,....,”..,...w....,.”.,....“...,..”
m/z--> 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.09 36.10 ng/ul 3492870 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 97
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
Abundance Scan 1718 (13.092 min): BM013621.D (-1709) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 12.80 13.00 13.20 13.40
113
) , L. ||, il 7 126 141 155 169 188198 | n75743.10 77.69%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
a3 Y
71
5000
85 12.80 13.00 13.20 13.40
29 m/z 71.10 67.75%
L P s s e 1o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 12.80 13.00 13.20 13.40
5000 85 m/z 41.10 55.59%
29
ol 15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48833: Tridecane T e e
3 57 12.80 13.00 13.20 13.40
m/z 85.10 43.48%
71
5000 29 85
184
ol %0 103 127 301 155 0 324
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.83 ng/ul 273351 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
3 Tetradecane 198 C14H30 000629-59-4 59
4 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 53
5 3-Heptanone, 4-methyl- 128 C8H160 006137-11-7 43
Abundance Scan 1733 (13.180 min): BM013621.D (-1729) (-) m/z 57.10 100.00%
43 7 71
5000
145
160 177 12.80 13.00 13.20 13.40
o 191 210 m/z 43.10  90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48886: Decane, 2,3,6-trimethyl-
43 57
71
5000 85
12.80 13.00 13.20 13.40
29 0 141 m/z 71.05 86.37%
0 ---.-‘-‘--‘.“---‘1‘.--“=-.‘l‘---“.--1?2-.1-2?-&‘--1-5-5----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
71 12.80 13.00 13.20 13.40
5000 57 85 m/z 85.10 65.44%
29
15 99
G R S S SR WL B B B B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane
57 12.80 13.00 13.20 13.40
43 - m/z 41.10 51.58%
5000 85
29
s Lol | % ass e 108
m/z--> 20 40 60 80 100 120 140 160 180 200 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 19 Naphthalene, 2,7-dimethyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.

13.44 3.40 ng/ul 328760 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 87
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 86
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 83
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 83

Abundance Scan 1777 (13.439 min): BM013621.D (-1769) (-) m/z 156.10 100.00%

186
141

5000

175 190 207 13.20 13.40 13.60 13.80
théq+4+qﬁ+rq m/z 141.10 71.60%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28470: Naphthalene, 2,7-dimethyl-
156
5000 141
13.20 13.40 13.60 13.80
18 m/z 155.10 47 .95%
39 77
e ol R B Lo N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
13.20 13.40 13.60 13.80
5000 m/z 161.05 15.72%
77 115 128
15 27 39 51 63 " g9 10p
L I i o o L o I I i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28491: Naphthalene, 1,8-dimethyl- R B B B
141 1%6 13.20 13.40 13.60 13.80
m/z 146.90 15.54%
5000
76 115
63 128
ST O V.. B N | OO B "0 Al
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

SOM-EPA-BM011018.M Wed Jan 17 10:22:51 2018 Page: 23



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 20 Naphthalene, 1,3-dimethyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.35 ng/ul 323657 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
Abundance Scan 1803 (13.592 min): BM013621.D (-1798) (-) m/z 156.10 100.00%
141 186
5000
115 1o
43
57 71 85 1 174 104208 13.20 13.40 13.60 13.80 14.00
o e m/z 141.10 93.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28475: Naphthalene, 1,3-dimethyl-
141 156
5000
13.20 13.40 13.60 13.80 14.00
m/z 155.10 26 .08%
e 115 1 5g
oy 27,39 51 83 ) 8902 | o g
m/z--> 20 40 eb éo 100 120 140 160 180 200
Abundance
156
141
13.20 13.40 13.60 13.80 14.00
5000 m/z 115.05 21.99%
115
15 27 39 51 63 77 gg 109p = 128
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28486: Naphthalene, 2,3-dimethyl- B B o
156 13.20 13.40 13.60 13.80 14.00
141 m/z 128.10 17.37%
5000
115
15 27 39 51 63 76 g9 109p | 128 | ‘J
m/z--> 20 & & 80 100 120 140 160 180 200 13:20 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.76 9.17 ng/ul 887516 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 76
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
Abundance Scan 1832 (13.763 min): BM013621.D (-1828) (-) m/z 71.10 100.00%
57 7L
43 85
5000
159
141
9113127 173 153 13.40 13.60 13.80 14.00
Ok et .,!...l|,...=-,.'.-.. et e 2oy | m/z 57.10  80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48850: Dodecane, 4-methyl-
43
57 71
5000
85 13.40 13.60 13.80 14.00
29 m/z 85.10 61.39%
0 L L %9113 H0155169184
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
357,71
13.40 13.60 13.80 14.00
5000 85 m/z 43.10 59.97%
29 99 141
oL15 113127 | 155169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48913: Nonane, 2-methyl-5-propyl-
57 13.40 13.60 13.80 14.00
a3 | 71 m/z 159.05 30.22%
5000
85
29
oL L 161406
m/z--> 20 Jo éo éo 160 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

13.80 8.50 ng/ul 822078 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 87
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 83
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1838 (13.798 min): BM013621.D (-1834) (-) m/z 43.10 100.00%

57
71

5000
113 127 169 190 13.40 13.60 13.80 14.00 14.20
147
ol 158 208 221 m/z 57.10 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38349: Decane, 3,8-dimethyl-
57
71
85
5000 43
13.40 13.60 13.80 14.00 14.20
m/z 71.10 60.29%
99 113 141
| [ilt nin ull ‘ | ‘ 155 170
O A o o B AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71 13.40 13.60 13.80 14.00 14.20
5000 o m/z 41.10 58.81%
29
o 99 113126 14y ;56
e L e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38343: Decane, 3,6-dimethyl- T T
43 57 13.40 13.60 13.80 14.00 14.20
m/z 85.10 49 .52%
71
5000 g5
29 113
o L L L9 T a7 142 455 170
L et o s T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.76 ng/ul 557171 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 72
2 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 72
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
Abundance Scan 1850 (13.869 min): BM013621.D (-1846) (-) m/z 57.10 100.00%
57
43 71
5000 85
%nhﬂ 182 13.60 13.80 14.00 14.20
I N S N Y W Y ,?‘."‘f‘.,.l?.g. 1196208 Th7z 43.10 57.20%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #83035: Pentadecane, 2-methyl-
43 5
5000 71
85 13.60 13.80 14.00 14.20
m/z 41.10 56.71%
. A ‘ %9 113127 141 155 160 \ ® 106 211 226
m/z--> 0 20 40 eb éo 100 150 150 160 180 200 220
Abundance
43
57 SR PN SUNILA SR B
13.60 13.80 14.00 14.20
5000 - m/z 71.10 55.29%
85
o 99 113127 141 155 169 - 107 211 226
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #48851: Dodecane, 2-methyl-
43 57 13.60 13.80 14.00 14.20
m/z 85.05 40.57%
5000 71 85
29 99 141
m/z--> 0 25 40 eb éo 160 150 140 160 1éo 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.18 50.94 ng/ul 4928190 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1903 (14.180 min): BM013621.D (-1897) (-) m/z 57.10 100.00%

43 el
71
5000 85

| 113 127 141 155 012 13180 14.00 1420 1440
o...“..wh..,.ﬁu,w”mh”v.“.......???ﬂ??ﬂ?ﬁ..w..” m/z 43.10 78.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71

85 13.80 14.00 14.20 14.40
29 m/z 71.10 71.48%

99
Oﬁdﬁhnwwmmmmmm 212
e T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71

13.80 14.00 14.20 14.40

5000 85 m/z 41.10 53.90%
29 99
ol 14 113 127 141 155 169 183 197 226
L w2 B e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane e
43 57 13 80 14. 00 14. 20 14. 40

m/z 85.10 46.43%

5000 71 g
29 9
N A L 155 168 162 212
SR | S P P ik L N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.99 ng/ul 385784 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 70
2 Tetradecane 198 C14H30 000629-59-4 59
3 Hexadecane 226 C16H34 000544-76-3 53
4 Nonadecane 268 C19H40 000629-92-5 53
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 50

Abundance Scan 1978 (14.622 min): BM013621.D (-1974) (-) m/z 57.10 100.00%

43 97 71

5000

]

14.40 14.60 14.80 15.00

01 m/z 71.10 99.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48838: Decane, 5-propyl-
57
43 11
85 14.40 14.60 14.80 15.00
29 m/z 43.10 82 .35%
‘ 112126140
A W S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 o ARE N e i e
14.40 14.60 14.80 15.00
5000 85 m/z 41.05 60.13%
29
99

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane e e e
43 57 14.40 14.60 14.80 15.00

m/z 85.10 54 .61%

?

5000

85
29

N w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

g
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

o

Peak Number 28 Naphthalene, 1,6,7-trimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

14.74 7.02 ng/ul 678892 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
2 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 70
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 55
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 55
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 55
Abundance Scan 1998 (14.739 min): BM013621.D (-1994) (-) m/z 71.10 100.00%

43 7 155
57 170
5000 85
128

99 115-7° 141 182 210 14.40 14.60 14.80 15.00

bl ,.||,,,,||,,,n,|,|,,,.||,,..MLM m/z 43.10 87.50%

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

Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155 170
5000 L LI BN L L B |
14.40 14.60 14.80 15.00
m/z 155.10 82.24%
115128 141
B S 0 S Ml | 9 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155 170
14.40 14.60 14.80 15.00
5000 m/z 57.10 77.34%
115 128
| 284 55 76 o110 141
T T e T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38364: 4,6,8-Trimethylazulene
155 170 14.40 14.60 14.80 15.00
m/z 170.05 75.02%
5000
115128
ol 27 3 5163 77 ggace | | T I
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.80 13.22 ng/ul 1279450 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 2-methyloctacosane 408 C29H60 1000376-72-8 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2008 (14.798 min): BM013621.D (-2004) (-) m/z 57.10 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
5 1113 141161183 211 14.40 14.60 14.80 15.00 15.20
ol A | m/Zz 43.10 95.76%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85
14.40 14.60 14.80 15.00 15.20
141 m/z 71.10 75.86%
L e | e
Ouuu‘u‘lu“l‘:““h |“||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
43
71
14.40 14.60 14.80 15.00 15.20
5000 m/z 41.10 59.78%
99 183
. 127 454 211
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R E B e
57 14.40 14.60 14.80 15.00 15.20
m/z 85.10 56.97%
5000 85
i } 13 141 169
ol 11 Loy 109 107 225 253 281 309 337 380
|||||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
14.87 5.28 ng/ul 511064 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 72
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 53
3 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 52
4 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 49
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 47

Abundance Scan 2020 (14.869 min): BM013621.D (-2016) (-) m/z 57.10 100.00%

5000

L

14.60 14.80 15.00 15.20

113 133 155170 197

218234

0 m/z 43.10 52.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38318: Dodecane
57
5000 LN L L B L L
85 14.60 14.80 15.00 15.20
4 ‘ m/z 41.05 51.88%
113 170
0.1.‘.‘,.‘.‘..,‘....,..“..,l...“,..:‘.,...1.4.1... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e A ERERE
14.60 14.80 15.00 15.20
5000 m/z 71.10 49.43%
29
85
o 113 149 169 4qg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57 14.60 14.80 15.00 15.20
m/z 85.10 39.55%
5000 85
4
183
L O 310
L e B B R R R R R R R R R R EEEEEEEEEEEEE) _l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 31 unknown-04 Concentration Rank 60

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

14.98 2.13 ng/ul 205805 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, nonyl- 204 C15H24 001081-77-2 35
2 Benzene, (2-methyloctyl)- 204 C15H24 049826-80-4 32
3 Pentacyclo[7.5.0.0(2,8).0(5,14).... 184 Cl14H16 077300-31-3 18

4 4,4-Dimethyl-1,1a,3a,4,5,6-
5 1-Benzylimidazolidine-2,4,5-trione

hexah... 148 C11H16
204 C10H8N203

264628-27-5 16
030345-85-8 14

Abundance Scan 2039 (14.980 min): BM013621.D (-2036) (-) m/z 92.10 100.00%
PR
43
57 133 204
5000
1 e N BRI I m a w)
14.60 14.80 15.00 15.20
o m/z 91.10 89.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64300: Benzene, nonyl-
92
5000 [TTrr[rrrr[rrrryrrror|m
14.60 14.80 15.00 15.20
20 m/z 43.10 73.18%
27 | o' n 117 133,47 4
3 NP N PR Y L S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 92
43
R EAEEEEEE SR s
71 14.60 14.80 15.00 15.20
5000 m/z 133.10 61.04%
29
112 204
0 128 147
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48947: Pentacyclo[7.5.0.0(2,8).0(5,14).0(7,11)]tetradeca-... R e ]
R 14.60 14.80 15.00 15.20
m/z 204.15 59.95%
5000
117
6 17 ‘ Ly MfPaseteott
S s S = = STUI e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.14 52.38 ng/ul 5067240 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 96
2 Hexadecane 226 C16H34 000544-76-3 95
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 2066 (15.139 min): BM013621.D (-2061) (-) m/z 57.10 100.00%
a3 Y 71
o »xAJkﬁL-A,J
R s R e
113 127 14.80 15.00 15.20 15.40
Ol 127155 169 183 197 213226 m/z 43.10 78.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 L U BN B IO
85 14.80 15.00 15.20 15.40
29 m/z 71.10 72.67%
. o 99 113127141 155 169 183 226
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220
Abundance
43 57 71
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
14.80 15.00 15.20 15.40
5000 85 m/z 41.10 50.43%
99
oL 15 29 113 127 141 155 160 183 197 211 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane I B B S
57 14.80 15.00 15.20 15.40
43 m/z 85.10 48.80%
71
5000 85
29
ol 15 J | ?ﬁ 113127141155 169 198
||||||||||||||||||||||||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40

SOM-EPA-BM011018.M Wed Jan 17 10:23:01 2018 Page: 34



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.54 23.85 ng/ul 2307860 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 92
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 89
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 81
Abundance Scan 2134 (15.539 min): BM013621.D (-2127) (-) m/z 57.10 100.00%
57
43 71
5000
85
99 113 169 15.20 15.40 15.60 15.80
127 141155169 184 : . : :
3 SN— | - J Al A L 107211225239282 1 71 10 56.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48832: Tridecane
43 57
71
5000 L N BN B SO
29 85 15.20 15.40 15.60 15.80
m/z 43.10 53.72%
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240
Abundance
57
B3 7 15.20 15.40 15.60 15.80
5000 P m/z 41.10 35.54%
29
113 169
LTS O LA Y — -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71406: Dodecane, 2,6,11-trimethyl- A R AR R
57 71 15.20 15.40 15.60 15.80
43 m/z 85.10 28.87%
5000 P
29 99 113
o4 i il w L1 P127141 155169 183107 212
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.63 9.41 ng/ul 910580 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 72
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
3 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 58
4 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 58
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 58
Abundance Scan 2149 (15.627 min): BM013621.D (-2147) (-) m/z 71.10 100.00%
A
1540 15.60 15.80 16.00
Obr e m/z 43.10 96.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105896: Heptadecane, 4-methyl-
43
g 71
5000 R SR SUMURE RN R
85 15.40 15.60 15.80 16.00
% m/z 57.10 86.56%
Oy ety 195 102106 225200250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
5171 R L SRR DU B
15.40 15.60 15.80 16.00
5000 o m/z 41.10 60.59%
29

140
9 113 155169 184

E

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

Abundance #48870: Undecane, 3,8-dimethyl- T T

43 57 15.40 15.60 15.80 16.00
71 m/z 55.10 41 .25%

5000 85
29
0 H‘ L I 991%3127141155

R B R A R B o R A R S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 35 Sulfurous acid, butyl tetra... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.69 13.23 ng/ul 1122130 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 83
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 83
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 74
4 2-methyloctacosane 408 C29H60 1000376-72-8 74
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 74
Abundance Scan 2160 (15.692 min): BM013621.D (-2156) (-) m/z 43.10 100.00%
43
71
5000
1141 169 297 o0 15.40 15.60 15.80 16.00
ol 4, m/z 57.10 97.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57
5000 R RN AR IO IR
85 15.40 15.60 15.80 16.00
m/z 71.10 63.62%
m/z--> 100 150 260 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 41.10 63.14%
- 155
113 184
O e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- L S S B
57 15.40 15.60 15.80 16.00
m/z 85.10  48.72%
29
oL i “”113 141161183 211231253273 301323343 371394414
LI B B B B LI B s S B s S B e s s B R S B S S e e e e | —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.76 13.23 ng/ul 1121600 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 49
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 49
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 49
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 49
Abundance Scan 2172 (15.763 min): BM013621.D (-2166) (-) m/z 57.10 100.00%
57
106 ¢ 211 LN SUNI BN SR
181 15.40 15.60 15.80 16.00
ol H I'l"“|155 e W/z 41.05  62.32%
m/z--> 50 150 200 250 300 350 400
Abundance #38327: Undecane, 3-methyl-
57
5000 R DL UL BUULR UL B
85 15.40 15,60 15.80 16.00
29 m/z 43.10 49_.67%
141
S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 85.10 38.93%
85
o 2 113 139 168 197 531 261
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- R e e
57 15.40 15.60 15.80 16.00
m/z 71.10 37.26%
- [ M/\J\NJ\\‘
29
oLt d ‘U I 141162183 211 239 273 301322343 371 414
m/z--> 50 100 1&1;0 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.00 94 .88 ng/ul 8046400 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 2212 (15.998 min): BM013621.D (-2208) (-) m/z 57.10 100.00%
57
43 7
5000
99 LRI I AU SN B
ol 141155 197211225 240 n/z 43.10  77.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane
43 7
71
5000 R BN BN IR B
85 15.60 15.80 16.00 16.20 16.40
29 m/z 71.10 70.47%
ots L ®usiuiss e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 71 AR U SN B
a5 15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 49.64%
29 99
o 113127141 155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94356: Tetradecane, 2,6,10-trimethyl- T T T T
57 15.60 15.80 16.00 16.20 16.40
43 - m/z 41.10 47.18%
- | /MJK\JN\
113 155
o L T erar 169183197211225240
m/z--> 20 4'0 60 8|0 1(')0 150 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20 16.40

SOM-EPA-BM011018.M Wed Jan 17 10:23:05 2018 Page: 39



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.34 8.18 ng/ul 693336 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 72
3 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 68
4 Sulfurous acid, pentyl tridecyl ... 334 C18H3803S 1000309-14-6 64
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
Abundance Scan 2270 (16.339 min): BM013621.D (-2266) (-) m/z 57.10 100.00%

g7 71

5000

16.00 16.20 16.40 16.60
m/z 71.10 88.02%

99

112126140154 163 195 519232 250
04

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

Abundance #48894: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 LA LI L L LB L |
16.00 16.20 16.40 16.60
m/z 43.10 72.39%
99 141
0 .,.‘.‘..,‘...‘l,..“..,i...“,..1}?,....;‘.... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 71
A AT L e
16.00 16.20 16.40 16.60
5000 a5 m/z 85.10 49_.10%
9 169
113
0 127140 155 | 183197 212
A o A R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83040: Pentadecane, 7-methyl- T T
57 16.00 16.20 16.40 16.60
43 71 m/z 41.10 37.91%
5000
85
2 % 12 140
0 I | 127 155168 183197 211 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.40 6.48 ng/ul 549722 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 55
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 51
3 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 38
4 Heptacosane 380 C27H56 000593-49-7 38
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 38
Abundance Scan 2280 (16.398 min): BM013621.D (-2278) (-) m/z 43.10 100.00%
5 g
5000
113127141155 ., 189 1600 16.20 16.40 16.60 16.80
o T T . m/z 57.10 96.47%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
43
71
5000 85 AR RN AR B
16.00 16,20 16,40 16.60 16.80
0,
o113 . 15 m/z 85.10 79.67%
o Ll | 127141 | 169 197211225240
m/z--> 0 20 40 éo éo 160 150 140 160 180 200 220 240 260
Abundance
43 57
7 1600 16.20 16.40 16.60 16.80
5000 85 m/z 71.10 57.91%
29 99 197
oL2 113127141155 169183 | 211225240
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83042: Pentadecane, 2-methyl- L LEEER R a e
43 16.00 16.20 16.40 16.60 16.80
57 m/z 41.10 44 _32%
5000 -
85
o Ll ‘ % 113127141155160 | 197211226
m/z--> 0 20 40 éo 80 100 120 140 160 180 200 220 240 260 16.00 16,20 16,40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
16.46 4.60 ng/ul 389702 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 74
2 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
4 Sulfurous acid, pentyl tridecyl ... 334 C18H3803S 1000309-14-6 53
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 53
Abundance Scan 2291 (16.463 min): BM013621.D (-2287) (-) m/z 71.05 100.00%
43
57
5000
on 1620 16.40 16.60 16.80
Ol 280208258 281 | "n/z 43.10 94.57%

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

Abundance #105896: Heptadecane, 4-methyl-
43
57 71
5000 LIS L L L LB L B
85 16.20 16.40 16.60 16.80
9 m/z 57.10 63.31%
okt h‘ | nearTaigs  182106%]" 22523925
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
43 R ARE R EE s L
57 16.20 16.40 16.60 16.80
5000 m/z 41.10 54.52%
85
29 99

113126 155171 189 207

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

Abundance #71410: Dodecane, 2,6,10-trimethyl- R R B B S

57 71 16.20 16.40 16.60 16.80
m/z 85.10 39.92%

43
5000 85
11312

ol b B Dvasmetes e JIL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
16.57 3.48 ng/ul 294729 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 74
2 Undecane 156 Cl11H24 001120-21-4 64
3 Decane 142 C10H22 000124-18-5 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Hexadecane 226 C16H34 000544-76-3 62

Abundance Scan 2309 (16.568 min): BM013621.D (-2307) (-) m/z 57.10 100.00%
q7
o ¥ —\-,VP~LKAJx-,J&m\~_J\
UV R U
3 119 141 161 134 225 16.20 16.40 16.60 16.80
ol b L L0 [ IO 201 g 249 s nsoT71 10 63.38%
m/z--> 50 100 150 200 250 300
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 AU UAREE
1620 1640 16.60 16.80
na s m/z 41.10 48.09%
ol—— .“ r I \M\ .““. ‘MI .“ . \\?'37 \‘ . I\ ; |20|72|2? : —
m/z--> 50 100 150 200 250 300
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 43.10 47 .63%
85
29
113 156
Qb T = T T T T T T
m/z--> 50 100 150 200 250 300 '
Abundance #19156: Decane L
57 16.20 16.40 16.60 16.80
m/z 85.10 39.85%
5000
‘ ‘ 113 142
0....‘|H.J..J. ....‘ ——— ——— — T T T
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.79 55.14 ng/ul 4675910 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2347 (16.792 min): BM013621.D (-2343) (-) m/z 57.10 100.00%

57
43 71
5000

9 16.40 16.60 16.80 17.00 17.20

113127141155 169183197 211 225 240254

0 m/z 43.10 78.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83051: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85 LA L L L L L L L L LB

16.40 16.60 16.80 17.00 17.20
m/z 71.10 73.05%

o L | \ 113126 h 1541671?2195 226
N e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
A A
43 71 16.40 16.60 16.80 17.00 17.20
5000 o m/z 85.10 51.44%
29
113 169
oL15 127 149 248
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane B REE B ST s
16.40 16.60 16.80 17.00 17.20
m/z 41.10 45 .69%
5000
99 913
o 127141155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 40 16. 60 16 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.84 39.43 ng/ul 3343760 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 95
2 Tetradecane 198 C14H30 000629-59-4 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane 198 C14H30 000629-59-4 83
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 80

Abundance Scan 2355 (16.839 min): BM013621.D (-2351) (-) m/z 57.10 100.00%

57 71

5000

%

16.60 16.80 17.00 17.20

198 218 235249 266

0 m/z 71.10 88.18%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LA L L L L L L L
85 16.60 16.80 17.00 17 20
29 m/z 43.10 58.60%
99 113127
0 oAb || 7] 141155169183197211225239253267 282
T T T T T O T e e T e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 e e e R et
71 16.60 16.80 17.00 17.20
5000 a5 m/z 85.10 45.25%
29
oL15 99113127141155169 198
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane R B e
57 16.60 16.80 17.00 17.20
B | 7 m/z 41.10 39.42%
- | V\/\/\/JL\\\/M
29 99
o ‘ Ll 1}3127141155169183197211225239 268
.”,”.w.”.“.”,””,”.w.”...”..” e M A e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.26 6.87 ng/ul 582376 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
3 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 78
4 Pentadecane 212 C15H32 000629-62-9 60
5 Octadecane 254 C18H38 000593-45-3 58
Abundance Scan 2427 (17.263 min): BM013621.D (-2424) (-) m/z 43.10 100.00%
43 57
71
5000 85
99 179 LI SRR DU BURIUR SR
119 194
141155 225 546 17.00 17.20 17.40 17.60
Orrr el ..l‘.,.."..-,':-.'. 21 266281 | /7 57.10  86.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane
57
43
71 g5
5000 LR LR S S R
17.00 17.20 17.40 17.60
29 m/z 71.10 63.42%
oL 15 || “ \ 1131271411551 69183197212
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280
Abundance
43 57
n R SRR DU BURIURE B
85 17.00 17.20 17.40 17.60
5000 m/z 85.10 47 .28%
29 99 141
oL15 M3127 | 155169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83043: Pentadecane, 2-methyl- AN e e Ry
43 57 17.00 17.20 17.40 17.60
m/z 41.10 44 _53%
71
5000 85
9
113
o s 21
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.33 6.64 ng/ul 562761 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 60
2 Heptadecane 240 C17H36 000629-78-7 60
3 Octacosane 394 C28H58 000630-02-4 58
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 53
5 Dodecane 170 C12H26 000112-40-3 53
Abundance Scan 2438 (17.327 min): BM013621.D (-2436) (-) m/z 57.10 100.00%
g7
0 /L/\NMMJ\\/
17.00 17.20 17.40 17.60
0’ m/z 43.10 69.86%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 S NI SR B U
85 17.00 17.20 17.40 17.60
29 m/z 71.10 66.44%
0 \‘ \“‘ ‘\ \‘\ ih \‘ 1:‘L3 i 14\.1 169 2:!'2
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
17.00 17.20 17.40 17.60
5000 g5 m/z 41.10 64.57%
29
o 113 141 169 1096 240
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane R a R mamEE L
57 17.00 17.20 17.40 17.60
m/z 55.10 49 .42%
- T A\PNJA/\KAAJ\AHL}\w\n\Vﬁ
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
17.44 5.00 ng/ul 424352 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 80
3 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 72
4 Pentadecane, 4-methyl- 226 Cl16H34 002801-87-8 68
5 Octane, 2-methyl- 128 C9H20 003221-61-2 68
Abundance Scan 2457 (17.439 min): BM013621.D (-2456) (-) m/z 57.10 100.00%
g7
85
5000
e 225 50 1140 17180 1780
ob— |3| f .'l. IJ.| L ||I.||1Iulh I ]1"'1_’3 J.I 2.?14 ! %4?26‘}2?3. ———— m/z '43_'10 : 86..85%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 L UL ISR UM SR
17.20 17.40 17.60 17.80
29 m/z 85.10 60.02%
0 | \‘ H ‘\ | M‘ 113 1 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance
57
8 ' 17.20 17.40 17.60 17.80
5000 m/z 41.10 51.40%
113
miz-> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo- b RRREE EE s
57 17.20 17.40 17.60 17.80
m/z 71.10 50.79%
85
5000
225
29 113 14
ol \ ‘ | ,JHJI Lok e | 852 SN e
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80

SOM-EPA-BM011018.M Wed Jan 17 10:23:13 2018 Page: 48



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.53 50.65 ng/ul 4294950 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2472 (17.527 min): BM013621.D (-2468) (-) m/z 57.10 100.00%

g7
43
5000

113957

17.20 17.40 17.60 17.80

155 182197211226 246 268 286

0 m/z 43.10 76.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
43 37
5000 85 TT llllllll L llll|

17.20 17.40 17.60 17.80
99 m/z 71.10 73.34%

127 226
R I AN T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 A m mae i et e
85 17.20 17.40 17.60 17.80
5000 m/z 85.10 49 .75%
99
0 27 127 155 183 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane R B Rm e e S
57 17.20 17.40 17.60 17.80
43 m/z 41.10 44 .42%
h 1 M\/\/\/\L\M\/
0 | ‘\ H | A Vi 1?7 . 155 183 212
R L e AR L LA RARsaassss s e o R a R mamEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 49 Dibenzothiophene, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.60 12.43 ng/ul 1054400 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene, 4-methyl- 198 C13H10S 007372-88-5 93
2 Dibenzothiophene, 3-methyl- 198 C13H10S 016587-52-3 93
3 1-Methyldibenzothiophene 198 C13H10S 031317-07-4 90
4 4-Methylnaphtho[1,2-b]Jthiophene 198 C13H10S 067388-11-8 72
5 Benzenamine, 4,4"-methylenebis- 198 C13H14N2 000101-77-9 64
Abundance Scan 2484 (17.598 min): BM013621.<I|)3 (-2482) (-) m/z 198.00 100.00%
198
5000
57
71 g5

17.20 17.40 17.60 17.80 18.00

165
.n| | 113 139 )" 4g 221235 258 278

0 ...,....,l'...h,....,....,....,....-,-..-!.,.-...,....:..:.,....,....,....,.... m/z 197.10 61.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59733: Dibenzothiophene, 4-methyl-
198
5000 LA L B L L L LB L L
17. 20 17. 40 17. 60 17. 80 18 00
99 m/z 57.10 33.13%
o 39 53 69 g3 " 115 139 10945
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
198
RS BE RS EEE S
17.20 17.40 17.60 17.80 18.00
5000 m/z 71.10 22.04%
28 99 165
ol14 45 63 g2 113 139 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59730: 1-Methyldibenzothiophene B
198 17.20 17.40 17.60 17.80 18.00
m/z 85.10 17.74%
5000
165
99 151
o 51 76 113127 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 20 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
17.81 5.60 ng/ul 475270 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
3 Dodecane 170 C12H26 000112-40-3 76
4 10-Methylnonadecane 282 C20H42 056862-62-5 68
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 60
Abundance Scan 2520 (17.810 min): BM013621.D (-2517) (-) m/z 43.10 100.00%
43 57
LREL BASRLLN BAURN SUNIUN B
168183 209 231 17.40 17.60 17.80 18.00 18.20
Olrrerrrr bbb 2 A8 28 | Tn/z 57.10 91.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane
57
43
5000 LR BRI BRI SURIU B
17.40 17.60 17.80 18.00 18.20
m/z 71.10 90.88%
o 2 113 141155 183 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
o 17.40 17.60 17.80 18.00 18.20
5000 m/z 85.10 73.04%
111
oL 27 127 185 183 224 253269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane LN B I e
57 17.40 17.60 17.80 18.00 18.20
43 m/z 55.10 55.62%
N /W\J\M/\/WJ\/
85
obr il | || U217y 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00 18,20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.22 41.16 ng/ul 3490540 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2590 (18.221 min): BM013621.D (-2586) (-) m/z 57.10 100.00%
57
>0 i J\JNLA
18.00 18.20 18.40 18.60
141
Obrrrprrrefld 109 7225243 267282 m/z 43.10 79.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 LI I SO BULULN L
18.00 18.20 18.40 18.60
m/z 71.10 73.45%
‘ 99 126 154 183
0 ...,....‘,“...|..Hl.|‘l...“|...‘.|.h...|...“.|.... H”fl-|98””2|2|6:| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
o 18,00 18.20 18.40 18.60
5000 m/z 85.05 50.80%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane R R B A Rt
57 18.00 18.20 18.40 18.60

m/z 41.10 43.21%

5000 85
113

A “ [ 1,141 169 197 225 254

e i S . AN s L m s ma I,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 00 18 20 18. 40 18. 60

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
18.69 4.94 ng/ul 418568 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 83
2 Pentadecane 212 C15H32 000629-62-9 52
3 Heptadecane 240 C17H36 000629-78-7 47
4 Tricosane 324 C23H48 000638-67-5 46
5 Heneicosane 296 C21H44 000629-94-7 46
Abundance Scan 2670 (18.692 min): BM013621.D (-2667) (-) m/z 57.10 100.00%
5000
41
rrryrTTTpTTT T T T T T T T
037 267 18.40 18.60 18.80 19.00
Olrrrprrris 20 324 "m/z 43.10 63.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83043: Pentadecane, 2-methyl-
43
71
5000 LRI UL UL SULIULN UL
18.40 18.60 18.80 19.00
99 183 m/z 71.10 47 .12%
A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
o 18.40 18.60 18.80 19.00
5000 al m/z 85.10 47 .11%
0L 19 113 141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane LI L L L L L N B
57 18.40 18.60 18.80 19.00
m/z 212.10 31.38%
85
5000 4
113
0 J | Y 141 169 197 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
19.09 3.51 ng/ul 297869 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 60
2 Heptadecane 240 C17H36 000629-78-7 60
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 55
4 Eilcosane 282 C20H42 000112-95-8 55
5 Docosane 310 C22H46 000629-97-0 55

Abundance Scan 2738 (19.092 min): BM013621.D (-2734) (-) m/z 57.10 100.00%

57
85
5000 4

18.80 19.00 19.20 19.40

240257 281599316

O-rrprrref et m/z 71.10 84 _29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94344: Heptadecane
57
5000 85 R R R RERE
18. 80 19. 00 19. 20 19. 40
4 m/z 43.10 71.10%
T P T T P T e e P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R N REEE S R
85 18.80 19.00 19.20 19.40
5000 Al m/z 85.10 55.02%
o2 13 141 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105898: Heptadecane, 8-methyl- R A AR,
57 18.80 19.00 19.20 19.40
m/z 41.10 43.52%
85
5000
4 126
154
0 ‘ ‘ L J 1]r I 183 211 239
T e R R e T T T e R N REEE S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.98 14.43 ng/ul 1421980 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2889 (19.980 min): BM013621.D (-2885) (-) m/z 57.10 100.00%
57
5000 i W
113 10.60 19.80 20.00 20.20
141
ol L LR AT 24 160 107 225980 281304324 35 | qgoo1 10 75,100
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 RRUARRUSARUUERE B
85 mmmmmmmw
29 m/z 43.10 72.98%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 10.60 19.80 20.00 20.20
5000 m/z 85.10 51.10%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane | BLELELELE BN B LR I
57 19.60 19.80 20.00 20.20
m/z 41.10 37.44Y%
- I w/\l’\/\/\,Jw\,\/\V/
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 ' 1960 1980 2000 2020 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 57 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.48 11.85 ng/ul 1168230 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2974 (20.480 min): BM013621.D (-2970) (-) m/z 57.10 100.00%
57
85
5000
13 20,20 20.40 20.60 20.80
141169
obd, ...“,1.1...,...1.97..2.3?8,.??.2?‘.’9.3.3.8,.... 2 Tm/z 71.10  76.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57
85
5000 LI BRI BN LN B
20,20 20.40 20.60 20.80
m/z 43.10 75.66%
g L[ g
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 20,20 20.40 20.60 20.80
5000 m/z 85.10 53.88%
13
. 29 141169197225753282
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane R e A
57 20.20 20.40 20.60 20.80
m/z 41.10 33.17%
5000 85
. 29 ﬂ1}3141169197225253 295323 367
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 58 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.94 9.09 ng/ul 895732 Chrysene-di2 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3052 (20.939 min): BM013621.D (-3049) (-) m/z 57.10 100.00%
g7
5000 J 1
13 141 oo 20160 2030 21,00 2120
- ‘ , | Lo 183207 237 266 201314 340364 415 | nsz 71.10  79.72%
m/z--> 50 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AUV S IR

20 60 20. 80 21. OO 21.20
‘ m/z 43.10 73 .28%
|

“\ “\ h‘ H‘ \‘ \\ \1(?9 197 225 253 282

0..¢N B S o o o RSN
m/z--> 100 150 200 250 300 350 400
Abundance
57
R A REEER RS
20.60 20.80 21.00 21.20
5000 85 m/z 85.10 51.46%
28
113 155 183 310
oAb b by o P
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane R Rl REEEE
57 20.60 20.80 21.00 21.20
m/z 41.10 34_.03%
85
5000
29
| 113 141 169 197 240
ol b b b T
m/z--> 50 100 150 200 250 300 350 400 20 60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.38 8.59 ng/ul 846682 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 Tricosane 324 C23H48 000638-67-5 90
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 3127 (21.380 min): BM013621.D (-3123) (-) m/z 57.10 100.00%
g7
85
5000
1Mm9 21.00 21.20 21.40 21.60
ol l A l| l.-' Cargon09 2L 244265 295 323343 372 400 Tnsz 43.10  71.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 DA BABVLVAREE
21.00 21.20 2140 21.60
m/z 71.10 68.97%
29‘ 113
0 J l h meJ J 41?1\169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 53.60%
0 13 141 13 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane e EARRsEREEES
57 21.00 21.20 21.40 21.60
m/z 41.10 31.95%
5000 85
113 324
0 ‘L‘I.\ 1 1?111§9 197 239 267 295 ‘
mz> % o 180 200 2 o %o 4o | | 2100 2120 2140 2160 "
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

21.81 7.31 ng/ul 720687 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 C24H50 000646-31-1 93
3 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3200 (21.809 min): BM013621.D (-3196) (-) m/z 57.10 100.00%

g7
5000 85

21.40 21.60 21.80 22.00 22.20

113
|77 141169 207 238 281 329353 401429 490

O e o B e AL A et m/z 43.10 72.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57
5000 LA B L B L L L L L LB
85 21. 40 21. 60 21. 80 22. 00 22 20
29 m/z 71.10 71.84%
0 | \L ‘\ “\ ] n‘l:}3\14‘.1‘169 197 225 253 282
e T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R o R R E e e R
85 21.40 21.60 21.80 22.00 22.20
5000 m/z 85.05 48 .40%
29
o 113 141 169 197 225 253 338
L B B o L o o B e i e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152416: Tridecane, 1-iodo- B B b
57 21.40 21.60 21.80 22.00 22.20
m/z 41.10 34.76%
5000 85
113 183
m/z--> 50 100 150 200 250 300 350 400 450 21. 40 21. 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
22 .26 5.35 ng/ul 527075 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3277 (22.262 min): BM013621.D (-3273) (-) m/z 57.10 100.00%
57
5000 85

22.00 22.20 22.40 22.60

127
| 155183209 239 281308 356382 414 475

(Y U 50 0 SO SO i S e A A= Sl MG T m/z 71.10 70.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57
5000 85 TTT LR B TTT T T
22. OO 22 20 22. 40 22. 60
m/z 43.10 69.21%
REIIRE s 11109 211239 267 205 323 352
R mate S B T I e AR m i e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
e AR am s
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 44 .86%
29
. 113 141160 107 205253 205323 367
e L o e e B A B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane L  RRRE Bam s
57 22.00 22.20 22.40 22.60
m/z 41.10 23.90%
85
5000
29
0 1}3141}§9197225253 338
L A L LA e e AR am s
m/z--> 50 100 150 200 250 300 350 400 450 22. OO 22 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
22.76 4_.32 ng/ul 415934 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 80
Abundance Scan 3362 (22.762 min): BM013621.D (-3358) (-) m/z 57.10 100.00%
57
5000 \\//M’/L\M\_\
LN R AU SR
113 152477 218 251281 35 356 22.40 22.60 22.80 23.00
O bbb i 20l 0 TSR A6 480 | 20T 10 65.69%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57
5000 85 SRR SR SR IR B
22.40 22.60 22.80 23.00
m/z 71.10 57.91%
29 113 141
ol ‘ﬁ‘“\\w o }69;97225253281309337 380
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
20.40 22.60 22.80 23.00
5000 85 m/z 43.10 46.95%
. 29 113141169 197 205253 205323 367 \WMﬁMnﬂwwhw}\ijﬂhmﬂvwvﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175558: Tetracosane L Ba e
57 22.40 22.60 22.80 23.00
m/z 55.10 29.74%
85
5000
113
oL 30, ||| || /41169197 225 253 281 309 338
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011618\
Data File : BM013621.D

Acq On : 16 Jan 2018 14:04

Operator : SJ/JU

Sample : J1079-01DL 20X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
-alpha.-Pinene 6.30 4.5 ng/ul 199815 1 7.62 886076 20.0
unknown-01 7.05 2.1 ng/ul 93262 1 7.62 886076 20.0
(DEL) Alkane: Str... 8.83 4.2 ng/ul 186780 1 7.62 886076 20.0
Heptyl isobutyl k... 10.51 17.7 ng/ul 1436670 2 10.40 1622950 20.0
(DEL) Alkane: Str... 10.79 2.3 ng/ul 187165 2 10.40 1622950 20.0
Cyclohexene, 3,5,... 11.29 2.1 ng/ul 167223 2 10.40 1622950 20.0
1-Octanol, 2-butyl- 11.31 3.0 ng/ul 239604 2 10.40 1622950 20.0
(DEL) Alkane: Str... 11.42 5.4 ng/ul 441364 2 10.40 1622950 20.0
6,6-Dimethylhepta... 11.65 2.2 ng/ul 178948 2 10.40 1622950 20.0
(DEL) Alkane: Str... 11.83 17.6 ng/ul 1427930 2 10.40 1622950 20.0
unknown-02 12.28 2.1 ng/ul 173641 2 10.40 1622950 20.0
unknown-03 12.52 2.4 ng/ul 236448 3 14.27 1934960 20.0
(DEL) Alkane: Str... 12.58 2.4 ng/ul 234297 3 14.27 1934960 20.0
(DEL) Alkane: Str... 12.66 4.8 ng/ul 464732 3 14.27 1934960 20.0
(DEL) Alkane: Str... 12.75 3.9 ng/ul 381263 3 14.27 1934960 20.0
(DEL) Alkane: Str... 12.80 6.3 ng/ul 614140 3 14.27 1934960 20.0
(DEL) Alkane: Str... 13.09 36.1 ng/ul 3492870 3 14.27 1934960 20.0
(DEL) Alkane: Str... 13.18 2.8 ng/ul 273351 3 14.27 1934960 20.0
Naphthalene, 2,7-... 13.44 3.4 ng/ul 328760 3 14.27 1934960 20.0
Naphthalene, 1,3-... 13.59 3.4 ng/ul 323657 3 14.27 1934960 20.0
(DEL) Alkane: Str... 13.76 9.2 ng/ul 887516 3 14.27 1934960 20.0
(DEL) Alkane: Str... 13.80 8.5 ng/ul 822078 3 14.27 1934960 20.0
(DEL) Alkane: Str... 13.87 5.8 ng/ul 557171 3 14.27 1934960 20.0
(DEL) Alkane: Str... 14.18 50.9 ng/ul 4928190 3 14.27 1934960 20.0
(DEL) Alkane: Str... 14.62 4.0 ng/ul 385784 3 14.27 1934960 20.0
Naphthalene, 1,6,... 14.74 7.0 ng/ul 678892 3 14.27 1934960 20.0
(DEL) Alkane: Str... 14.80 13.2 ng/ul 1279450 3 14.27 1934960 20.0
(DEL) Alkane: Str... 14.87 5.3 ng/ul 511064 3 14.27 1934960 20.0
unknown-04 14.98 2.1 ng/ul 205805 3 14.27 1934960 20.0
(DEL) Alkane: Str... 15.14 52.4 ng/ul 5067240 3 14.27 1934960 20.0
(DEL) Alkane: Str... 15.54 23.9 ng/ul 2307860 3 14.27 1934960 20.0
(DEL) Alkane: Str... 15.63 9.4 ng/ul 910580 3 14.27 1934960 20.0
Sulfurous acid, b... 15.69 13.2 ng/ul 1122130 4 17.02 1696090 20.0
(DEL) Alkane: Str... 15.76 13.2 ng/ul 1121600 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.00 94.9 ng/ul 8046400 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.34 8.2 ng/ul 693336 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.40 6.5 ng/ul 549722 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.46 4.6 ng/ul 389702 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.57 3.5 ng/ul 294729 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.79 55.1 ng/ul 4675910 4 17.02 1696090 20.0
(DEL) Alkane: Str... 16.84 39.4 ng/ul 3343760 4 17.02 1696090 20.0
(DEL) Alkane: Str... 17.26 6.9 ng/ul 582376 4 17.02 1696090 20.0
(DEL) Alkane: Str... 17.33 6.6 ng/ul 562761 4 17.02 1696090 20.0
(DEL) Alkane: Str... 17.44 5.0 ng/ul 424352 4 17.02 1696090 20.0
(DEL) Alkane: Str... 17.53 50.6 ng/ul 4294950 4 17.02 1696090 20.0
Dibenzothiophene, ... 17.60 12.4 ng/ul 1054400 4 17.02 1696090 20.0
(DEL) Alkane: Str... 17.81 5.6 ng/ul 475270 4 17.02 1696090 20.0
(DEL) Alkane: Str... 18.22 41.2 ng/ul 3490540 4 17.02 1696090 20.0
(DEL) Alkane: Str... 18.69 4.9 ng/ul 418568 4 17.02 1696090 20.0
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EL) Alkane: Str... 19.09 3.5 ng/ul 297869 4 17.02 1696090 20.0
(DEL) Alkane: Str... 19.98 14.4 ng/ul 1421980 5 21.22 1971230 20.0
(DEL) Alkane: Str... 20.48 11.9 ng/ul 1168230 5 21.22 1971230 20.0
(DEL) Alkane: Str... 20.94 9.1 ng/ul 895732 5 21.22 1971230 20.0
(DEL) Alkane: Str... 21.38 8.6 ng/ul 846682 5 21.22 1971230 20.0
(DEL) Alkane: Str... 21.81 7.3 ng/ul 720687 5 21.22 1971230 20.0
(DEL) Alkane: Str... 22.26 5.3 ng/ul 527075 5 21.22 1971230 20.0
(DEL) Alkane: Str... 22.76 4.3 ng/ul 415934 6 23.42 1924060 20.0
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