LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample = J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M

Title - SVOA CALIBRATION

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

# min scan scan scan TY heiaht area % max. total
1 3.163 25 30 35 rBv3 33590 44481 1.02% 0.064%
2 6.793 641 647 661 rBV2 577304 1054434 24.21% 1.506%
3 6.957 669 675 683 rBV 448029 682486 15.67% 0.975%
4 7.146 699 707 717 rBV 621243 984477 22.61% 1.406%
5 7.610 779 786 793 rBV 573099 911321 20.93% 1.302%
6 8.322 901 907 919 rBV 613560 1040724 23.90% 1.487%
7 8.769 975 983 990 rBV 604075 1008808 23.17% 1.441%
8 9.481 1096 1104 1115 rBV 488944 882636 20.27% 1.261%
9 10.016 1185 1195 1204 rBV 696893 1252967 28.77% 1.790%
10 10.387 1247 1258 1267 rBvV 759040 1384998 31.80% 1.978%
11 10.539 1274 1284 1293 rBV2 609326 1323147 30.38% 1.890%
12 10.604 1293 1295 1304 rVB9 24193 50628 1.16% 0.072%
13 10.769 1319 1323 1325 rBVv4 30924 48816 1.12% 0.070%
14 10.875 1336 1341 1345 rBvV7 43770 62611 1.44% 0.089%
15 11.063 1368 1373 1380 rBvVv7 26411 64124 1.47% 0.092%
16 11.222 1395 1400 1407 rBvV7 36061 77177 1.77% 0.110%

17 11.304 1409 1414 1420 rVB9 51738 116795 2.68% 0.167%
18 11.410 1427 1432 1442 rBV2 208306 460516 10.57% 0.658%
19 11.669 1470 1476 1480 rBVS8 70491 119626 2.75% 0.171%
20 11.822 1496 1502 1506 rBV2 237561 396672 9.11% 0.567%

21 12.122 1549 1553 1560 rBV10 65568 148092 3.40% 0.212%
22 12.192 1561 1565 1567 rBV5 73332 90174 2.07% 0.129%
23 12.275 1574 1579 1583 rBV9 67565 138342 3.18% 0.198%
24 12.575 1628 1630 1637 rVBS8 60191 119743 2.75% 0.171%
25 12.651 1639 1643 1646 rBV2 105920 181296 4.16% 0.259%

26 12.739 1654 1658 1661 rBV3 110289 176541 4._05% 0.252%
27 12.792 1662 1667 1672 rVB 508766 720690 16.55% 1.029%
28 13.086 1709 1717 1724 rBV 722785 1237258 28.41% 1.767%
29 13.175 1729 1732 1736 rBV5 118701 176007 4._.04% 0.251%
30 13.586 1798 1802 1805 rBV3 119441 194466 4._.47% 0.278%

31 13.680 1812 1818 1822 rBV 1319158 1900919 43.65% 2.715%
32 13.727 1822 1826 1827 rVV 532666 635322 14.59% 0.908%
33 13.751 1827 1830 1834 rVV 821272 1073051 24.64% 1.533%
34 13.792 1834 1837 1845 rVB4 230276 399671 9.18% 0.571%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample = J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method
Title

35 13.869 1847 1850 1853 rVB3 168701 195065 4.48% 0.279%

36 13.957 1860 1865 1869 rVB 1453214 2023792 46.47% 2.891%
37 14.086 1884 1887 1889 rBV3 142494 182189 4.18% 0.260%
38 14.169 1896 1901 1906 rBV 1459998 2026183 46.53% 2.894%
39 14.263 1913 1917 1925 rVB2 1067332 1679531 38.57% 2.399%
40 14.674 1984 1987 1991 rVB2 388105 512493 11.77% 0.732%

41 14.792 2003 2007 2012 rBV2 605907 864886 19.86% 1.235%
42 15.127 2060 2064 2069 rVB 1779048 2104268 48.32% 3.006%
43 15.263 2083 2087 2092 rVB 1818050 2507902 57.59% 3.582%
44 15.316 2092 2096 2099 rBVS5 167113 281125 6.46% 0.402%
45 15.533 2128 2133 2139 rVB 1123041 1839573 42.24% 2.628%

46 15.686 2156 2159 2165 rBV3 345810 589786 13.54% 0.842%
47 15.998 2207 2212 2214 rBV 2219295 3383888 77.70% 4._.834%
48 16.674 2322 2327 2333 rBV 3139689 4354836 100.00% 6.221%
49 16.786 2342 2346 2350 rBV 1695737 1951288 44.81% 2.787%
50 16.839 2351 2355 2366 rVB 1622828 2662766 61.15% 3.804%

51 17.021 2381 2386 2393 rBV 1292197 2010508 46.17% 2.872%
52 17.115 2398 2402 2407 rVB 1990999 2828740 64.96% 4.041%
53 17.527 2468 2472 2477 rVB 1446747 1791597 41.14% 2.559%
54 17.927 2537 2540 2545 rVB6 377422 486652 11.17% 0.695%
55 18.215 2586 2589 2595 rBV 1047576 1322693 30.37% 1.889%

56 18.857 2695 2698 2705 rVB 893504 1127481 25.89%% 1.611%
57 19.421 2789 2794 2801 rBV 2243194 3662460 84.10% 5.232%
58 19.974 2885 2888 2892 rVB 408026 484702 11.13% 0.692%
59 20.474 2970 2973 2977 rVB 292826 338590 7.78% 0.484%
60 20.939 3048 3052 3060 rVB 787341 1081160 24.83% 1.544%

61 21.215 3094 3099 3106 rBV 1784582 2252479 51.72% 3.218%
62 21.374 3123 3126 3133 rVB2 217087 275449 6.33% 0.393%
63 23.280 3444 3450 3460 rVB2 1665218 3223684 74.03% 4_.605%
64 23.415 3468 3473 3481 rVB 1075248 1985017 45.58% 2.836%
65 24.933 3727 3731 3742 rVB7 348199 814892 18.71% 1.164%

Sum of corrected areas: 70004691
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013680.D
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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: BM013680.D
16167

4000000

16.00 17.12 19.42
3000000

2000000

1000000

19.97
20.4

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: BM013680.D
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3000000
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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 : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.41 6.65 ng/ul 460516 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 86
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 83
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 72
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64
Abundance Scan 1432 (11.410 min): BM013680.D (-1427) (-) m/z 71.05 100.00%
71.0
5000
113.1
. 149.2 11.00 11.20 11.40 11.60 11.80
0 1830 1829 203 "m/z 57.10 97.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 AU AR SN B
a1l 11.00 11.20 11.40 11.60 11.80
1130 m/z 43.10 72.13%
85.0 .
0'%§?'hk L LI I '|"ﬂ'|"'%ﬁ%9"|"" [rrrrprroe
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
11,00 11.20 11.40 11.60 11.80
5000 m/z 41.00 59.03%
41.0
85.0 1130
0"'|'“'|""w"'|'“'|""}?%q BB C R RS N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl- L B o
57.0 11.00 11.20 11.40 11.60 11.80
m/z 55.05 25.73%
5000
410 113.0
0 \‘ \‘\ Il A 8?0 | 1420
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.73 ng/ul 396672 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 72
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1502 (11.822 min): BM013680.D (-1496) (-) m/z 57.10 100.00%
51.1
5000 51
s | 11,60 11.80 12.00 12.20
126.0 145.2 165.1 184. : : :
ol il ol it ,109,0120.0 145.2 165.1 184.3 m/z 43.10 84.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 LR SULRULE UL UM SRR
85.0 11/60 11.80 12.00 12.20
29.0 m/z 71.10 64 .15%
0 | ‘\ H Il \‘ I 113 0 ‘ 141 0 184 0
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57.0
11,60 11.80 12.00 12.20
5000 m/z 41.10 57.27%
29.0 85.0
o 113.0 141 0 184 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane BREmEEEs
57.0 11.60 11.80 12.00 12.20
m/z 85.10 36.81%
5000 85.0
29.0
o Ul \ L 1130 141 0 169 0 226.0
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 11/60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 unknown-01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.12 2.14 ng/ul 148092 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 27
2 2(1H)-Naphthalenone. octahvdro-4... 180 C12H200 000941-19-5 18
3 Benzolalauinoline 179 C13H9N 000260-36-6 18
4 Hexahydroindole 123 C8H13N 018159-32-5 15
5 4-Hexen-1-ol, 5-methyl-2-(1-meth... 154 C10H180 000498-16-8 14

Abundance Scan 1553 (12.122 min): BM013680.D (-1549) (-) m/z 69.05 100.00%

411 69.0 179.2

5000

207.1 rTryrrrryrrrryrrrTrTrTTT
140.2 1592 11.80 12.00 12.20 12.40 |
o} m/z 179.15 98.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth...
69.0
41.0
109.0
5000

11.80 12.00 12.20 12.40
93.0 m/z 41.10 83.03%
| 27.0 149.0164‘1-0

8T TN - . s BTN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
95.0
R e R B
11.80 12.00 12.20 12.40
5000 67.0 m/z 55.05 77.58%
137.0 165.0
Ol e e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44876: Benzo[g]quinoline e A REEEEEasS
179.0 11.80 12.00 12.20 12.40
m/z 123.10 64 .50%
5000
151.0
76.0
oL270 510 | | 990 20| |
i L e LA e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

12.65 2.16 ng/ul 181296 Acenaphthene-d10 14.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl- 184 C13H28 017453-94-0 53
2 Undecane. 3-ethvl- 184 C13H28 017312-58-2 53
3 2-methvloctacosane 408 C29H60 1000376-72-8 50
4 Pentadecane. 6-methvl- 226 C16H34 010105-38-1 50
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 50

Abundance Scan 1643 (12.651 min): BM013680.D (-1639) (-) m/z 43.10 100.00%
>0 “/M
AR BEEEE RS
12.40 12.60 12.80 13.00
04 m/z 57.10 94.81%
m/z--> 50 100 150 200 250 300 350
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 LN L L L L L L
12. 40 12 60 12. 80 13. 00
m/z 71.10 59.01%
70 | | fmo o
r—r-—t——t—— T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R B e N EREEEE
12.40 12.60 12.80 13.00
5000 m/z 41.10 53.09%
27.0 99.0 154.0
O T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane S B B
57.0 12.40 12.60 12.80 13.00
m/z 55.10 47 .53%
5000
99.0
Ozw‘] \”}ﬂQmw:mozmom% 365.0394.0
T e T T R N EEEEE Ra s
m/z--> 50 100 150 200 250 300 350 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.10 ng/ul 176541 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 59
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
3 Hentriacontane 437 C31H64 000630-04-6 59
4 Hexacosane 366 C26H54 000630-01-3 58
5 Heptadecane 240 C17H36 000629-78-7 53
Abundance Scan 1658 (12.739 min): BM013680.D (-1654) (-) m/z 57.05 100.00%
57.0
e Jbv_,Jxxﬂx/\dA}\M\_,waj\~ﬁ~
| Jee.o 3501692 . 0 12140 1260 1780 13.00
0 LIS | T Il Hllmm%mﬁwwm m/Z 71.05 72.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 DA AR

12.40 12.60 12.80 13.00
m/z 41.10 57.82%

0 L‘ h | L ‘\ “\ 1410 1830 2300 296.0
] — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
 AREE RaEE B S
12.40 12.60 12.80 13.00
5000 m/z 43.05 44 _67%
99.0 169.0
0 15.0 135.0 248.0
T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A Ba R n B,
57.0 12.40 12.60 12.80 13.00
m/z 85.00 37.56%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
e e e e B S e e R AR Ra e
m/z--> 50 100 150 200 250 300 350 400 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.79 8.58 ng/ul 720690 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 80

Abundance Scan 1667 (12.792 min): BM013680.D (-1662) (-) m/z 57.10 100.00%

517.1

5000

.

12.40 12.60 12.80 13.00 13.20
m/z 71.10 93.96%

155.1 183.2 210.1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 LA L L L L L L L LB

12.40 12.60 12.80 13.00 13.20
85.0 m/z 43.10 64.33%

29.0
0 \‘ ‘ 1l H‘ \11?0 141.0 183.0
T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B o e e
12.40 12.60 12.80 13.00 13.20
5000 85.0 m/z 41.10 51.25%

113.0

o 141.0  183.0 211.0 239.0 267.0 296.0
g

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

Abundance #71411: Dodecane, 2,6,11-trimethy!- T

57.0 12.40 12.60 12.80 13.00 13.20

m/z 85.10 37 .49%

é

5000

29.0

[e0]
a1
o

bl ‘ 1180 4410 169.0 197.0

b e e e e e 3 B R Rt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20

SOM-EPA-BM011018.M Mon Jan 22 11:24:58 2018 Page: 9



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.09 14.73 ng/ul 1237260 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tetradecane 198 C14H30 000629-59-4 94
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexacosane 366 C26H54 000630-01-3 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1718 (13.092 min): BM013680.D (-1709) (-) m/z 57.10 100.00%
571.1
5000 85.1 VA_/J\M\_,,H/\J\wx~\/va~J
SRR SR SN SRR
113.1 1401 12.80 13.00 13.20 13.40
0 ,,| e 160 98 09 sz 43,10 75.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59881: Tetradecane
57.0
5000 L SR S I I
85.0 12:80 13.00 13.20 13.40
29.0 m/z 71.10 68.68%
m/z--> ﬁo 45 eb 86 160 150 140 160 180 200 220 240 260 280
Abundance
57.0
12.80 13.00 13.20 13.40
5000 85.0 m/z 41.10 54 _43%
29.0
0 113.0 141.0 169.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane  EAmEEmEEE RS
57.0 12.80 13.00 13.20 13.40
m/z 85.10 43.16%
5000 85.0
29.0
o \‘ ‘ [ \\1130‘1410 169.0 1980
miz> 20 4 'eb' "B 1% 1o 140 160 140 200 230 250 250 2% 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.10 ng/ul 176007 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 49
2 Heptacosane 380 C27H56 000593-49-7 49
3 Hexacosane 366 C26H54 000630-01-3 49
4 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 47
5 Nonane, l-iodo- 254 C9H19l 004282-42-2 47
Abundance Scan 1731 (13.169 min): BM013680.D (-1729) (-) m/z 57.10 100.00%
57.1
. MM\/V
133.1 =~ ol A e
9.0 193.2 1280 13.00 13.20 13.40
0 m/z 43.10 88.91%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 USSR LR SRR B
12.80 13.00 13.20 13.40
99.0 m/z 41.10 67.18%
oL 27.0, ‘ | H | 1410 1830 2250 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
12,80 13.00 13.20 13.40
5000 m/z 71.10 63.48%
99.0
o 27.0 1410 183.0 2250 267.0 309.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane L LA L I L L L DL B
57.0 12.80 13.00 13.20 13.40
m/z 85.10 45 _49%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 ' 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Naphthalene, 2,7-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.32 ng/ul 194466 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 91
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 90
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 90
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 90
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 89
Abundance Scan 1803 (13.592 min): BM013680.D (-1798) (-) m/z 141.10 100.00%
571 141.1
5000 115.1
85.1
4101 i
11741 1982 o1 13.20 13.40 13.60 13.80 14.00
o : m/z 57.10 81.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28482: Naphthalene, 2,7-dimethyl-
156.0
5000 LIRS UV BN SUNIL B
13.20 13.40 13.60 13.80 14.00
m/z 156.10 79.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 43.10 59.89%
570 510 77.0 %60 1150 4390
O L RS B B T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28499: Naphthalene, 1,6-dimethyl- T
156.0 13.20 13.40 13.60 13.80 14.00
m/z 155.00 46.99%
5000
77.0 115.0
£ A N A |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.76 ng/ul 399671 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 86
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Pentacosane 352 C25H52 000629-99-2 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1837 (13.792 min): BM013680.D (-1834) (-) m/z 57.10 100.00%
51.1
o M/\MVJ\/\
990 rTrrryrrrryrrrr T T T T T
| J l I| 1390 19?1 1340 13.60 13.80 14.00 14.20
ol bl bl bt e ey "m/z 43.10 96.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane
57.0
5000 R IR SR UL I
1340 13.60 13.80 14.00 14.20
99.0 m/z 71.10 69.04%
oL 4 | I‘\ | \\H | 1410 1830 225.0 267.0 3090
m/z--> 5 100 150 200 250 300 350 400 '
Abundance
57.0
I I I I I

13.40 13.60 13.80 14.00 14.20

5000 m/z 41.10 66.37%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
T T T T T T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane B B o e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 55.10 40.98%
5000
99.0
o Ly 141.0 183.0 2250 267.0 309.0 352.0
T T T T T T T [T T ] e T e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.32 ng/ul 195065 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 64
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 64
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 64
Abundance Scan 1850 (13.869 min): BM013680.D (-1847) (-) m/z 57.10 100.00%
51.1
e MJ\/\/\AJ\/\
20 1002 1331 101833 2070 12160 1280 1400 1420
o : m/z 71.10 59.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48865: Undecane, 2,9-dimethyl-
57.0
5000 LR B UL SR UL
85.0 13.60 13.80 14.00 14.20
29.0 ' m/z 43.10 50.50%
ol . ‘ | 1130 15?'0 184.0
m/z--> 20 ' éo 80 100 150 140 160 180 200 220
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 41.10 48_.13%
85.0
29.0
0 113.0 155.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38327: Undecane, 3-methyl- AR EEEEEEEEE
57.0 13.60 13.80 14.00 14.20
m/z 85.15 39.14%
B T A/\J\Ni
29.0
141.0
m/z--> 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.09 2.17 ng/ul 182189 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
2 T1.1"-Biphenvl1-4-acetonitrile 193 C14H11N 031603-77-7 27
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 27
4 2-Mercapto-4-phenvilthiazole 193 CO9H7NS2 002103-88-0 25
5 2-Cyclohexen-1-one, 4-ethyl-3,4-_.._. 152 C10H160 017622-46-7 25
Abundance Scan 1888 (14.092 min): BM013680.D (-1884) (-) m/z 193.20 100.00%
198.2
55.1
5000
— 113.80 14.00 14.20 14.40
0 m/z 55.10 63.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
198.0
123.0
5000 690 950 LA L L L L LB LB
Bmmmmmmm
m/z 69.10 52.25%
151.0
0 |....|..5?.0|.‘lh..“l‘l..‘ll.‘.“..[l...‘l..‘..l....‘ ...‘.l.l..l...
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
113.80 14.00 14.20 14.40
5000 m/z 97.10 46 .45%
82.0
oL.27.0 51.0 99.0115.0 152.0 177.0
m/z--> ﬁo Jo éo éo 160 150 1&0 1éo 180 260 250
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- I EAmEmEEE RS
198.0 13.80 14.00 14.20 14.40
m/z 95.00 43.23%
5000 55.0
109.0
200 81.0
ol -‘e‘. m\\ u” st 0 5001750 | 2220 e
m/z--> 200 40 60 100 120 140 160 180 200 220 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .17 24 .13 ng/ul 2026180 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1901 (14.169 min): BM013680.D (-1896) (-) m/z 57.10 100.00%

5711

5000

:

13.80 14.00 14.20 14.40
m/z 43.10 84.81%

i 113.1 140.1 169.2190.1212.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0

5

5000

13.80 14.00 14.20 14.40
m/z 71.10 72.58%

1130 141.0 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
T
13.80 14.00 14.20 14.40
5000 85.0 m/z 41.10 59.64%

29.0
113.0 141.0 1690 198.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71396: Pentadecane L I N BB I
57.0 13.80 14.00 14.20 14.40
m/z 85.05 47 .71%
85.0
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 80 14. OO 14 20 14. 40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .67 6.10 ng/ul 512493 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 64
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 62
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 59
4 Heneicosane 296 C21H44 000629-94-7 58
5 Octacosane 394 C28H58 000630-02-4 50
Abundance Scan 1986 (14.669 min): BM013680.D (-1984) (-) m/z 57.10 100.00%
57.1
170.1
5000
R AR SUNIL L B
206.1 14.40 14.60 14.80 15.00
o 288 m/z 43.10 95.69%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 R AR SUNL L B
14.40 14.60 14.80 15.00
99.0 m/z 71.10 75.05%
JJ280 ||| M10 1830 2250 2670 3090 36503040
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14,40 14.60 14.80 15.00
5000 m/z 85.10 58.69%
99.0 154.0
27,0 267.0
L s L [ L WL A S L DAL SN
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- L e B B St
57.0 14.40 14.60 14.80 15.00
m/z 170.10 55.34%
5000
‘ I 99.0 154.0
bl Ay i gss0 2300 2810
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 Sulfurous acid, 2-propyl tr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.79 10.30 ng/ul 864886 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 90
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
Abundance Scan 2007 (14.792 min): BM013680.D (-2003) (-) m/z 57.10 100.00%
51.1
85.1
5000
LN DUREUILN DAL AL I
113.0133.0 1552 1832 2112 14.40 14.60 14.80 15.00 15.20
Ok prrr bt el 238.2 m/z 43.10 89.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester
43.0
5000 71.0 LA L L B B
14.40 14.60 14.80 15.00 15.20
‘ ‘ o0 m/z 71.10 74.30%
ottt 120 150 1820 oo
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
29.0 14.40 14.60 14.80 15.00 15.20
5000 85.0 m/z 41.10 57.51%
182.0
o 130 1410 211.0 238.0 266.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48833: Tridecane B B o
57.0 14.40 14.60 14.80 15.00 15.20
m/z 85.10 56.00%
5000 »g o 85.0
mz> 20 4'0 6|0 8|O 100 12'0 14'10 160 180 200 220 240 260 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.13 25.06 ng/ul 2104270 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Hexadecane 226 C16H34 000544-76-3 76
3 2.3-Dimethvldodecane 198 C14H30 006117-98-2 74
4 Decane. 5-propvl- 184 C13H28 017312-62-8 64
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 62

Abundance Scan 2064 (15.127 min): BM013680.D (-2060) (-) m/z 57.10 100.00%

57.1
5000 85.1

14.80 15.00 15.20 15.40

| 113.1
141.1 226.3
Obrrr e b bt d AL 183120502203 2810 o743 10 78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0
5000 TT [T T T T [T T I T [T T T T [TTTT]
85.0 14.80 15.00 15.20 15.40
29.0 ‘ m/z 71.10 69.84%
o | L L ‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
N B A B
14.80 15.00 15.20 15.40
5000 m/z 41.10 49 .24%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59883: 2,3-Dimethyldodecane R R mamEE
43.0 14.80 15.00 15.20 15.40
710 m/z 85.10 48.43%
5000
154.0
99.0
0150 ‘ \‘\ A \‘ \\1260 h 183.0
”w.”q.”q.”q.”q.”q.”..”..”..”..”..”..”.P”.P. S A mi s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15 20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Cyclicl5.32 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.32 3.35 ng/ul 281125 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 38
1-(2.2-Dimethvlcvclopropvl)-2-ph... 170 C13H14 1000294-91-1 35
3 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 35
4 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 30
5 7-Tetradecene 196 C14H28 010374-74-0 30
Abundance Scan 2097 (15.321 min): BM013680.D (-2092) (-) m/z 43.10 100.00%
431 97.1
5000
15.00 15.20 15.40 15.60
o} m/z 97.10 80.87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propy!-
e0.0 70
5000 410 SR DR UM B SRR
153.0 15.00 15.20 15.40 15.60
m/z 55.10 65.69%
ol ol ol 20 | 1o 0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155.0
15.00 15.20 15.40 15.60
5000 91.0 m/z 155.10 58.34%
U 1150
39.0 63.0
R S L R B B A SRS AN LA SRR SAR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38368: Naphthalene, 1,4,5-trimethyl- I R RES Eaa
155.0 15.00 15.20 15.40 15.60
m/z 71.10 48 _.46%
5000
128.0 ‘
63.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.53 21.91 ng/ul 1839570 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 74
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70

Abundance Scan 2132 (15.527 min): BM013680.D (-2128) (-) m/z 57.10 100.00%

57.1
5000

15.20 15.40 15.60 15.80

207.3 239.2

282.3

o m/z 71.10 60.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 TT [T T T T [T T I T[T T T T [TTTT]
85.0 15.20 15.40 15.60 15.80
29.0 > m/z 43.10 55.35%
113.0
o1 L L “ (1410 1830 2110 239.0
T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T
15.20 15.40 15.60 15.80
5000 85.0 m/z 41.10 30.61%
29.0

113.0 169.0
140.0 248.0

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

Abundance #94351: Hexadecane, 3-methyl- R a R mamEE L
57.0 15.20 15.40 15.60 15.80

m/z 85.10 24.10%
5000
85.0
o ALyl 1180 1410 183.0 2110 5490
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 20 15. 40 15 60 15.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 Sulfurous acid, 2-propyl te... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.69 5.87 ng/ul 589786 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 68
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 64
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 64
4 Tetradecane 198 C14H30 000629-59-4 60
5 Tridecane 184 C13H28 000629-50-5 60
Abundance Scan 2160 (15.692 min): BM013680.D (-2156) (-) m/z 57.10 100.00%

57.1
5000
1 ' 15.40 15.60 15.80 16,00 _
215.1 238.2 . . . .
Obprrr iy 8Ll "m/z 43.10 99.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43.0
71.0
5000 LA L L L L LB LB
15.40 15.60 15.80 16.00
97.0 m/z 41.10 84.53%
ol ‘\ ‘\ L gi250 1680 1970 2310 2610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R o LR s
71.0 15.40 15.60 15.80 16.00
5000 m/z 71.10 67.72%

97.0
1250 1550 1820 210.0

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester T
43.0 15.40 15.60 15.80 16.00
m/z 55.10 55.26%
5000 7.0

é

97.0
] ‘\\ L] 1250 154.0 1820 217.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15 60 15. 80 16. OO

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.00 33.66 ng/ul 3383890 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2212 (15.998 min): BM013680.D (-2207) (-) m/z 57.10 100.00%

51.1

5000

5

15.60 15.80 16.00 16.20 16.40

181 1411 169.1 1981219 2240.3262.2

0 m/z 43.10 79.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT
85.0 15. 60 15. 80 16 00 16. 20 16. 40
20.0 m/z 71.10 75.27%
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R e e REEEE
15.60 15.80 16.00 16.20 16.40
5000 85.0 m/z 41.10 52.72%

29.0
1120 1410 184.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117640: Tridecane, 7-hexyl- N e o
57.0 15.60 15.80 16.00 16.20 16.40
m/z 85.10 51.47%

29.0
5000 85.0
182.0
o A O i - H 2110 2380 2660

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 60 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.79 19.41 ng/ul 1951290 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 90

Abundance Scan 2347 (16.792 min): BM013680.D (-2342) (-) m/z 57.10 100.00%

5711

5000

16.40 16.60 16.80 17.00 17.20
m/z 43.10 74.16%

| 131 1411 1682 197.2 2252 25422762

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane
57.0

85.0

16.40 16.60 16.80 17.00 17.20
m/z 71.10 72.84%

5000

113.0 141.0 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R IR i
16.40 16.60 16.80 17.00 17.20
5000 85.0 m/z 85.10 50.35%

. 154.0
113.0 183.0 211.0 239.0 281.0

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane A e R
57.0 16.40 16.60 16.80 17.00 17.20
m/z 41.10 48.46%

5000 85.0
29.0 113.0
ol il ‘ L4 T, 1410 169.0 197.0 225.0 254.0

R = e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16,80 17.00 17.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.84 26.49 ng/ul 2662770 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane 184 C13H28 000629-50-5 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2355 (16.839 min): BM013680.D (-2351) (-) m/z 57.10 100.00%

51.1

5000
1131 e e R e
141.2 184.0 16.60 16.80 17.00 17.20
o 218.0241.1 267.4 m/z 71.10 84.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane
57.0
5000 85.0 L B B B
20.0 16.60 16.80 17.00 17.20
’ m/z 43.10 59.34%
113 0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R N RARE R RS e
16.60 16.80 17.00 17.20
5000 m/z 85.10 50.20%

85.0
29.0
113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R B s B
57.0 16.60 16.80 17.00 17.20
m/z 41.10 36.29%
5000
85.0
29.0 113.0
o Lo 1410 183 0 211. 0 258.0 2820
m/z--> 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 : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.53 17.82 ng/ul 1791600 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2472 (17.527 min): BM013680.D (-2468) (-) m/z 57.10 100.00%
57.1
5000 . \u”\\fu\/\faﬁv}&/\\“vwzdxxﬂJ\J
113.1 17.20 17.40 17.60 17.80
141.1
oL g [ Ae0 1070 2622732 m/z 43.10 79.07%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
5000 L S B BN SU
85.0 17.20 17.40 17.60 17.80
29.0 m/z 71.10 76 .72%
. | h | [130141.0160.0107.0225.0253.0  296.0
m/z--> 50 100 150 200 250 300
Abundance
57.0
17.20 17.40 17.60 17.80
5000 m/z 85.10 51.17%
85.0
29.0
o 113.0 141.0 169.0 197.0 225.0 253.0 282.0
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane R R R mamEE A
57.0 17.20 17.40 17.60 17.80
m/z 41.10 42 .81%
- e nfwmﬁﬂu\ﬂJx}kwnﬂwwpqwﬂﬂw
29.0
o ‘ I | M30141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 50 100 150 200 250 300 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 24 unknown-03 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.93 4.84 ng/ul 486652 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 45
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 35
4 Hexadecane. l1l-chloro- 260 C16H33ClI 004860-03-1 25
5 Hexadecane 226 C16H34 000544-76-3 22

Abundance Scan 2540 (17.927 min): BM013680.D (-2537) (-) m/z 43.10 100.00%
4'173.1
5000
17,60 17.80 18.00 18.20
0 m/z 41.10 80.98%
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
5000 129.0 LR BURLR SRR SR SULRRS
242.0 ﬂmﬂmmmmm
H 199.0 : m/z 73.10 79.08%
o4 U“l”‘“. h“‘.”“‘. dh‘l‘\ M.“. "I ‘. .‘ k‘. ‘i A e S
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
17,60 17.80 18.00 18.20
5000 129.0 m/z 60.00 68.59%
97.0 1570 2130 256.0
e L W L WL WL L L B
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt R ARRLETE R Dy S
73.0 17.60 17.80 18.00 18.20
m/z 71.10 65.81%
43.0 155.0
5000
115.0
ol t” m ol | 217.0 279.0 3300  387.0
m/z--> 50 100 150 200 250 300 3&'30 ! 17. 60 17. 80 18 00 18. 20 '
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.22 13.16 ng/ul 1322690 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Eilcosane 282 C20H42 000112-95-8 91
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87

Abundance Scan 2590 (18.221 min): BM013680.D (-2586) (-) m/z 57.10 100.00%

511
5000 '

18.00 18.20 18.40 18.60

13119411 1781 2112 2432

282.1

o m/z 43.10 81.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57.0
85.0
5000 LA B L L L L L L LB
18. OO 18 20 18. 40 18. 60
m/z 71.10 75.68%
29.0 141.0
020 Lm0 ms0 g 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R S N EaEmE s
18.00 18.20 18.40 18.60
0
5000 85.0 m/z 85.10 54 _.58%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #141431: Eicosane, 10-methyl- L e

57.0 18.00 18.20 18.40 18.60
m/z 41.10 44 53%
o e MN\AJ\W

113.0 154.0
o I‘ e | 1183.0 211.0 239.0  281.0

e R T e R B R R R o B e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. OO 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.86 11.22 ng/ul 1127480 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 2699 (18.862 min): BM013680.D (-2695) (-) m/z 57.10 100.00%

57.1
5000 . /’w\/\‘ﬂs/m\/\

211.1 18.60 18.80 19.00 19.20

141.1 169.1 261.3  296.3320.4

(0} m/z 71.10 75.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57.0
85.0
5000 TT T[T T T T[T T rrrrrrr1
18. 60 18 80 19. 00 19. 20
m/z 43.10 74_.22%
29.0 113.0
o Ll 14101690 197.0 2250 253.0 2960
T T P e e P e T T T I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N REE
18.60 18.80 19.00 19.20
5000 85.0 m/z 85.10 50.86%
29.0 1130 141.0 169.0 197,0 226.0 M\\j\ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane B EERR Bam e L
57.0 18.60 18.80 19.00 19.20
m/z 41.10 43.08%
5000
85.0
29.0
0 | ‘ L ‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e e e R N REE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 60 18 80 19. 00 19. 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

U:\HPCHEM1I\BNA M\DATA\BM012018\
BMO13680.D

20 Jan 2018 14:06

SJ/JU

J1097-08

10 Sample Multiplier: 1

= SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
19.97 4 .30 ng/ul 484702 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87

Abundance Scan 2887 (19.968 min): BM013680.D (-2885) (-) m/z 57.10 100.00%
51.1
5000
99.1 UNNUNSUNRS RS I
lH%lﬂm m1 261.1 2111 19.60 19.80 20.00 20.20
Ot il s S m/z 43.10 69.69%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 AU AR
mmmmmmmw
99.0 m/z 71.10 59.14%
L 70 L 1410 1830 2250 267.0296.0
miz--> 0 éo 160 1éo 200 2éo 360 3éo
Abundance
57.0
19,60 19.80 20.00 20.20
5000 m/z 85.10 36.31%
99.0
o 27,0 141.0 1830 2250 267.0 309.0 351.0380.0
miz--> 0 éo 160 150 200 250 360 3éo
Abundance #105885: Octadecane A BT o e
57.0 19.60 19.80 20.00 20.20
m/z 41.10 34.56%
5000
99.0
of L Ly L] ) 1410 1830 29502540
miz--> 0 5'0 1(')0 150 200 2éo 3(')0 3éo 19 60 19. 80 20 00 20. 20 '
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.47 3.01 ng/ul 338590 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2972 (20.468 min): BM013680.D (-2970) (-) m/z 57.10 100.00%
A1
5000
39.1 183.1219.1252.0 2924 355.2 20.20 20.40 20.60 20.80
0 400 Tn/z  43.10 73.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 L LI BULEUN BRI UL
mmmmmmmm
99.0 m/z 71.10 67 .85%
0150J‘ h H\\J | 1410 1830 2400
m/z--> 100 1%0 260 2éo 360 3%0 460
Abundance
57.0
20.20 20,40 20.60 20.80
5000 m/z 85.10 56.42%
99.0
ollso | || ) A0 1830 2250 2060
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane LI L LB N N B
57.0 20.20 20.40 20.60 20.80
m/z 41.10 39.81%
5000
99.0
otao | 4 { | 14 1830 2250 2960
m/z--> 50 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 4(')0 20 20 20. 40 20. 60 20 80

SOM-EPA-BM011018.M Mon Jan 22 11:25:14 2018 Page: 31



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 (DEL) Alkane: Cyclic20.94 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.94 9.60 ng/ul 1081160 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 91
4 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
Abundance Scan 3052 (20.939 min): BM013680.D (-3048) (-) m/z 57.10 100.00%
57.1
5000 W
NV S U
392 207.0 20.60 20.80 21.00 21.20
I | 174.0 2053 304 m/z 43.10 94.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 AUV AR SR
20,60 20.80 21.00 21.20
L m/z 55.10 68.35%
230 \H ‘\ \ ‘\ 1390 1810 2240
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
970 20.60 20.80 21.00 21.20
5000 m/z 83.10 66.49%
0 e o o e hw/A\w
mz-> 50 100 150 200 250 300 350 400
Abundance #186646: Oxalic acid, allyl hexadecy! ester R e EEAER R
41.0 20.60 20.80 21.00 21.20
m/z 41.10 63.51%
5000
3.0
oL L) 1250 269.0
m/z--> 50 1(')0 150 200 250 300 350 400 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
21.37 2.45 ng/ul 275449 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3125 (21.368 min): BM013680.D (-3123) (-) m/z 71.10 100.00%
71.1
5000 411 m
1232 189.1 21/00 21.20 2140 2160
155.1 249.2279.2 323.9353.3
ol 319 2843 m/z 57.10 96.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
5000 UL BRI U
21.00 21.20 21.40 21.60
m/z 43.10 73.16%
99.0
027\‘0\“ fi \H\ \H\ H‘ il \14:‘[0 183.0 268.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance
57.0
21/00 21.20 2140 2160
5000 m/z 85.10 43 .47%
99.0
o270 141.0 1830 2250 267.0 309.0 352.0
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #83030: Tridecane, 6-propyl- L B o e
43.0 21.00 21.20 21.40 21.60
m/z 41.10 38.82%
- T MV\M/\
126.0 183.0
0= 'tf“! ”'%*'L '“"Jh |??qq|' IR AR LN BN UL BRI U
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013680.D

Aca On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample : J1097-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 31 unknown-04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .93 8.21 ng/ul 814892 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octachlorodibenzo-p-dioxin 456 C12CI1802 003268-87-9 49
2 2.3.6-Tribromophenanthrene-9-car... 456 C15H7Br302 056988-60-4 23
3 N.N.N".N*"-Tetra(trimethvilsilvl)-. 460 C18H40N2S2Si4 135577-97-8 14
4 1.17:4° .1"_4".1"':4"'.1"":... 458 C36H26 004499-83-6 9
5 1,1%:4",1""z:4"",1""":4""" ,1"""":__.. 458 C36H26 004499-83-6 9
Abundance Scan 3731 (24.933 min): BM013680.D (-3727) (-) m/z 459.80 100.00%
45
5000 A
24.60 24.80 25.00 25.20 |
(o} m/z 457.70 73.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228320: Octachlorodibenzo-p-dioxin
460.0
5000 UL A UG R
mmmm%m%m
m/z 461.75 57 .01%
950 1420 230 3320 395.0 z |
0 IIIIII\I\IH\\ y hlul:h?wg\? ‘l‘ﬂlIlwlgglsl'qll‘w‘\llIIII\“\IIIHIII T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
458.0
24.60 24.80 25.00 25.20 |
5000 174.0 m/z 141.95 51.14%
45.0 87.0 334.0
o 135.0 254.0 377.0414.0
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #229109: N,N,N',N-Tetra(trimethylsilyl)-1,2-bis(aminothio...
460.0 24.60 24.80 25.00 25.20
m/z 117.90 34.29%
73.0
5000 253.0
1300 20 300.0
0 { . | [ | l |
III""I""I""I""I""I""I""IIIII TrTTT IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_M\DATA\BM012018\
Data File : BM013680.D

Acq On : 20 Jan 2018 14:06

Operator : SJ/JU

Sample - J1097-08

Misc :

ALS Vial : 10 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]
(DEL) Alkane: Str... 11.41 6.7 ng/ul 460516 2 10.39 1385000 20.0
(DEL) Alkane: Str... 11.82 5.7 ng/ul 396672 2 10.39 1385000 20.0
unknown-01 12.12 2.1 ng/ul 148092 2 10.39 1385000 20.0
(DEL) Alkane: Str... 12.65 2.2 ng/ul 181296 3 14.26 1679530 20.0
(DEL) Alkane: Str... 12.74 2.1 ng/ul 176541 3 14.26 1679530 20.0
(DEL) Alkane: Str... 12.79 8.6 ng/ul 720690 3 14.26 1679530 20.0
(DEL) Alkane: Str... 13.09 14.7 ng/ul 1237260 3 14.26 1679530 20.0
(DEL) Alkane: Str... 13.17 2.1 ng/ul 176007 3 14.26 1679530 20.0
Naphthalene, 2,7-... 13.59 2.3 ng/ul 194466 3 14.26 1679530 20.0
(DEL) Alkane: Str... 13.79 4.8 ng/ul 399671 3 14.26 1679530 20.0
(DEL) Alkane: Str... 13.87 2.3 ng/ul 195065 3 14.26 1679530 20.0
unknown-02 14.09 2.2 ng/ul 182189 3 14.26 1679530 20.0
(DEL) Alkane: Str... 14.17 24_.1 ng/ul 2026180 3 14.26 1679530 20.0
(DEL) Alkane: Str... 14.67 6.1 ng/ul 512493 3 14.26 1679530 20.0
Sulfurous acid, 2... 14.79 10.3 ng/ul 864886 3 14.26 1679530 20.0
(DEL) Alkane: Str... 15.13 25.1 ng/ul 2104270 3 14.26 1679530 20.0
(DEL) Alkane: Cyc... 15.32 3.4 ng/ul 281125 3 14.26 1679530 20.0
(DEL) Alkane: Str... 15.53 21.9 ng/ul 1839570 3 14.26 1679530 20.0
Sulfurous acid, 2... 15.69 5.9 ng/ul 589786 4 17.02 2010510 20.0
(DEL) Alkane: Str... 16.00 33.7 ng/ul 3383890 4 17.02 2010510 20.0
(DEL) Alkane: Str... 16.79 19.4 ng/ul 1951290 4 17.02 2010510 20.0
(DEL) Alkane: Str... 16.84 26.5 ng/ul 2662770 4 17.02 2010510 20.0
(DEL) Alkane: Str... 17.53 17.8 ng/ul 1791600 4 17.02 2010510 20.0
unknown-03 17.93 4.8 ng/ul 486652 4 17.02 2010510 20.0
(DEL) Alkane: Str... 18.22 13.2 ng/ul 1322690 4 17.02 2010510 20.0
(DEL) Alkane: Str... 18.86 11.2 ng/ul 1127480 4 17.02 2010510 20.0
(DEL) Alkane: Str... 19.97 4.3 ng/ul 484702 5 21.22 2252480 20.0
(DEL) Alkane: Str... 20.47 3.0 ng/ul 338590 5 21.22 2252480 20.0
(DEL) Alkane: Cyc... 20.94 9.6 ng/ul 1081160 5 21.22 2252480 20.0
(DEL) Alkane: Str... 21.37 2.5 ng/ul 275449 5 21.22 2252480 20.0
unknown-04 24 .93 8.2 ng/ul 814892 6 23.42 1985020 20.0
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