LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 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-BM021418.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 4.651 297 300 306 rVB 28103 40924 1.26% 0.121%
2 6.687 640 646 658 rBV 184523 351941 10.84% 1.043%
3 6.822 665 669 677 rBV 136231 208961 6.43% 0.619%
4 7.016 694 702 709 rBV 215106 367078 11.30% 1.088%
5 7.469 773 779 785 rBV 305630 480504 14.80% 1.424%
6 8.210 899 905 914 rBV3 204188 372295 11.46% 1.103%
7 8.634 968 977 985 rBV 226094 408864 12.59% 1.212%
8 9.351 1091 1099 1105 rBV 209844 379942 11.70% 1.126%
9 9.404 1105 1108 1112 rVB4 28877 39086 1.20% 0.116%
10 9.898 1186 1192 1200 rBV 248375 522623 16.09% 1.549%
11 10.186 1235 1241 1244 rBV6 23145 47386 1.46% 0.140%

12 10.239 1244 1250 1257 rVB 437439 725860 22.35% 2.151%
13 10.416 1270 1280 1289 rBV6 100047 312476 9.62% 0.926%

14 10.622 1310 1315 1320 rVB9 23295 36600 1.13% 0.108%
15 10.704 1324 1329 1334 rVV6 44922 72671 2.24% 0.215%
16 10.892 1356 1361 1363 rBV5 32618 56586 1.74% 0.168%
17 11.251 1418 1422 1430 rBV6 84490 171982 5.30% 0.510%
18 11.404 1444 1448 1453 rVB5 38428 51365 1.58% 0.152%
19 11.498 1460 1464 1470 rVB3 59783 92324 2.84% 0.274%
20 11.645 1485 1489 1492 rBvV4 28753 46069 1.42% 0.137%
21 11.786 1508 1513 1520 rVB2 158289 280310 8.63% 0.831%
22 11.963 1540 1543 1547 rBV5 29560 58096 1.79% 0.172%
23 12.063 1557 1560 1565 rBV6 27142 36383 1.12% 0.108%

24 12.463 1624 1628 1633 rVB4 74983 130134 4._.01% 0.386%
25 12.639 1654 1658 1663 rVB2 225455 317663 9.78% 0.941%

26 12.722 1669 1672 1677 rVB4 91787 139508 4_30% 0.413%
27 12.910 1700 1704 1708 rBV2 130755 183795 5.66% 0.545%
28 12.963 1709 1713 1717 rVB5 80629 126480 3.89% 0.375%
29 13.451 1793 1796 1803 rBVS8 45198 103310 3.18% 0.306%
30 13.563 1810 1815 1819 rBV 522061 722779 22.26% 2.142%

31 13.610 1819 1823 1828 rVB 375786 482523 14.86% 1.430%
32 13.827 1855 1860 1866 rVB 622477 916966 28.24% 2.717%
33 13.880 1866 1869 1873 rVB6 70374 101307 3.12% 0.300%
34 14.039 1894 1896 1899 rBv4 47660 48169 1.48% 0.143%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418_.M
SVOA CALIBRATION

Method
Title

35 14.139 1908 1913 1920 rVB2 687431 1116863 34.39% 3.310%

36 14.445 1961 1965 1975 rBV7 211226 597429 18.40% 1.770%
37 14.539 1978 1981 1985 rBV3 84150 160325 4.94% 0.475%
38 14.663 1998 2002 2006 rBV3 178826 265867 8.19% 0.788%
39 15.145 2079 2084 2091 rBV 718600 1049920 32.33% 3.111%
40 15.321 2112 2114 2118 rVB3 165579 188492 5.80% 0.559%

41 15.404 2123 2128 2133 rVB 439299 726636 22.38% 2.153%
42 15.610 2161 2163 2171 rVB8 136401 230119 7.09% 0.682%
43 15.886 2205 2210 2214 rVB 800855 1078290 33.20% 3.195%
44 16.709 2345 2350 2361 rVB3 776277 1458725 44.92% 4_.323%
45 16.904 2378 2383 2388 rBV 1017840 1481057 45.61% 4 _.389%

46 17.004 2395 2400 2407 rVB2 903597 1293858 39.84% 3.834%
47 17.821 2534 2539 2545 rVV 1670437 2279797 70.20% 6.756%
48 17.880 2545 2549 2553 rVB 441981 566085 17.43% 1.678%
49 18.151 2593 2595 2599 rvB4 235300 264895 8.16% 0.785%
50 19.109 2753 2758 2768 rVB 2125871 3247465 100.00% 9.623%

51 19.251 2778 2782 2785 rBV 859824 921373 28.37% 2.730%
52 19.315 2789 2793 2798 rVB2 1100814 1472876 45.35% 4 _.365%
53 20.268 2951 2955 2958 rBV2 468083 758903 23.37% 2.249%
54 20.303 2958 2961 2966 rVB 782207 969308 29.85% 2.872%
55 20.827 3048 3050 3056 rVB2 343902 410785 12.65% 1.217%

56 21.121 3097 3100 3105 rVB 1160076 1499538 46.18% 4.444%
57 23.156 3440 3446 3452 rVB2 923293 1835282 56.51% 5.439%
58 23.291 3464 3469 3476 rVB 784658 1438758 44.30% 4.264%

Sum of corrected areas: 33745606
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM031318\

BM014543.D

13 Mar 2018 12:37

SJ/Ju

J1835-11

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 (DEL) Alkane: Cyclicl0.70 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.00 ng/ul 72671 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 64
2 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001839-88-9 49
3 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 49
4 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 007667-55-2 49
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 47
Abundance Scan 1328 (10.698 min): BM014543.D (-1324) (-) m/z 69.00 100.00%
41 55 6
5000
97 AR BN IR B R
110 125 4, 166 182 007 10,40 10,60 10.80 11.00
m/z 41.05 88.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47299: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55
5000 LR SRR A BN U
29 83 97 10,40 10.60 10.80 11.00
112 126 182 m/z 55.10 86.18%
‘ ‘ ‘ 167
||||||||‘|‘|||“|‘||‘l‘|||“|‘||‘l‘|||‘||||H||]|-3|9||||||‘||||‘|||||||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
55 69
i o7 10.40 10.60 10.80 11.00
5000 m/z 83.10 50.23%
83 126
27 111
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11578: Cyclohexane, 1,2,3-trimethyl- R R B
55 69 10.40 10.60 10.80 11.00
m/z 57.00 35.11%
41
5000 o 97
29 111 126
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.25 4.74 ng/ul 171982 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 53
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 53
3 Oxalic acid. allvl octvl ester 242 C13H2204 1000309-23-6 53
4 Allvl n-octvl ether 170 C11H220 003295-97-4 50
5 Butanoic acid, 2-methyl-5-oxo-1-... 182 C10H1403 068227-51-0 50
Abundance Scan 1422 (11.251 min): BM014543.D (-1418) (-) m/z 43.00 100.00%
43 7
5000
00 M3125,50  1ci6s 207 11,00 1120 1140 11.60
e ma L m/z 57.05 98 .46%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43 LR UL BUULE UL S
71 11,00 11.20 11.40 11.60
m/z 71.10 91.73%
N | | 8 %8 113 157 147 154 169 184
m/z--> 20 Jo eb éo 100 150 140 160 180 200
Abundance
i 77 IAPIA Ll i
11.00 11.20 11.40 11.60
5000 m/z 41.10 69 .56%
29
15 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95450: Oxalic acid, allyl octyl ester R RERREES RS
a 11.00 11.20 11.40 11.60
57 m/z 56.00 46.97%
5000 71
\\ I ‘\ | % o7 112 131 187
m/z--> 20 40 60 80 100 120 140 160 180 200 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 (DEL) Alkane: Cyclicll.50 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.50 2.54 ng/ul 92324 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecene. (E)- 168 C12H24 007206-17-9 59
2 1-Tetradecene 196 C14H28 001120-36-1 55
3 Cvclopentane. propvl- 112 C8H16 002040-96-2 49
4 1-Tetradecene 196 C14H28 001120-36-1 49
5 2-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-7 47

Abundance Scan 1464 (11.498 min): BM014543.D (-1460) (-) m/z 69.05 100.00%
41 %
5000
126 L BRI B e
138 152 164 196 11.20 11.40 11.60 11.80
m/z 41.05 79 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36762: 6-Dodecene, (E)-
4 55 69
5000 83 R AL BN BRI B
11.20 11.40 11.60 11.80
97 m/z 43.05 59.16%
LAl
||||||||i||‘|‘|||“H||H|H|‘||ﬁ‘|||‘=||1|2§|EL4|.O||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
a4
29 69 83 11,20 11.40 11.60 11.80
5000 97 m/z 55.10 49 _37%
111
126 140 154 168 17 196
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #6693: Cyclopentane, propyl- T
4 69 11.20 11.40 11.60 11.80
m/z 56.05 41.56%
56
5000 83
27
“ 112
'}?Iww'i"ﬁh"“'I'”gz""ﬁ"'l"”l""l”"I' R AL B B SO
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

SOM-EPA-BM021418_.M Wed Mar

14 11:38:17 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.79 7.72 ng/ul 280310 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenemethanamine. .alpha... 171 C12H13N 003886-70-2 37
2 Quinoline. 8-propvl- 171 C12H13N 007661-53-2 18
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 16
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 16
5 3-(1,4-Dioxa-8-aza-spiro[4.5]dec... 375 C22H33N0O4 1000300-75-6 16
Abundance Scan 1514 (11.792 min): BM014543.D (-1508) (-) m/z 156.00 100.00%
156
115
5000

11.40 11.60 11.80 12.00 12.20
m/z 114.95 60.89%

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

Abundance #39111: 1-Naphthalenemethanamine, .alpha.-methyl-, (R)-
156
5000 129
11.40 11.60 11.80 12.00 12.20
) 78 171 m/z 171.10 46 .37%
2\8 4‘” ?1 6\3 m” 89 192 1:!-5 \‘ | 139 \H\‘ \‘
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
IIIIIIIIIIIIIIIIII‘IIII
11.40 11.60 11.80 12.00 12.20
5000 143 171 m/z 158.00 44 . 65%

129
41 51 63 78 g9 102 115

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

Abundance #28494: Naphthalene, 1,7-dimethyl- e B e
156 11.40 11.60 11.80 12.00 12.20
m/z 77.95 36.75%
5000 141
03 5163 1 anaop M8 | )
7t et e
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 5 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.46 2.33 ng/ul 130134 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
2 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 40
3 Butane. 1-bromo-2-methvl-. (S)- 150 C5H11Br 000534-00-9 35
4 2-t-Butvlperoxv-2-ethvlbutan-1-o0... 260 C14H2804 139727-33-6 33
5 3,4-dimethyl-5-(3,4-methylenedio... 221 C12H15N03 1000378-93-8 32

Abundance Scan 1628 (12.463 min): BM014543.D (-1624) (-) m/z 71.00 100.00%
7
43
5000 83
|| % 111105 199 165 170109 250 1740 1260 1280
,....,....,.."”,'"'""""" '|"""|"'I'=' el e m/z 43.10 74 .16%
miz--> 20 80 100 120 140 160 180 200 220 240
Abundance #132814. 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71
43
5000 L UL UL UM SRR
12:20 1240 12.60 12.80
56 m/z 83.10 42.18%
27 3 o3
o, 1 P11 157 143 159173185198 215 243
mz-> 20 Jo 60 80 100 150 1&0 160 180 200 220 240
Abundance
71
43 112.20 12,40 12,60 12.80
5000 m/z 41.10 33.35%
56
83
% 111 143 173
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24087: Butane, 1-bromo-2-methyl-, (S)- L T e B
41 7 12.20 12.40 12.60 12.80
m/z 55.05 25.39%
5000 55
‘ L 93 107 123135 150
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

SOM-EPA-BM021418_.M Wed Mar 14 11:38:19 2018

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.64 5.69 ng/ul 317663 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
3 1-Hexanol. 5-methvl-2-(1-methvle... 158 C10H220 002051-33-4 64

4 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59

Abundance Scan 1658 (12.639 min): BM014543.D (-1654) (-) m/z 57.10 100.00%

57 71

43

5000

12.40 12.60 12.80 13.00
m/z 71.10 88.32%

113
977127141 163 183 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
43 57 41
5000 85 ||||||||| llllllll T 1T

12.40 12.60 12.80 13.00
99 m/z 43.05 68.83%

29 113
127 226
a5 L enanssienesgrn 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 IIIIIIIIIIIIIIIIIIIIIII
12.40 12.60 12.80 13.00
5000 43 m/z 41.10 54 _.25%
85
113
29 99 127
Wmmwwmwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29668: 1-Hexanol, 5-methyl-2-(1-methylethyl)- b RRREE EEE A
43 57 71 12.40 12.60 12.80 13.00
m/z 85.10 33.46%
5000 85
29
ol b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Propanoic acid, 2-methyl-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.50 ng/ul 139508 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. hexvl_... 172 C10H2002 002349-07-7 59
2 Propanoic acid. 2-methvl-. butvl._.. 144 C8H1602 000097-87-0 53
3 Propanoic acid. 2-methvl-. butvl._.. 144 C8H1602 000097-87-0 53
4 Propanoic acid. 2-methvl-. butvl... 144 C8H1602 000097-87-0 53
5 Hexane-1,3,4-triol, 3,5-dimethyl- 162 C8H1803 1000268-02-6 49
Abundance Scan 1672 (12.722 min): BM014543.D (-1669) (-) m/z 71.00 100.00%
43 7
56
89
5000
110 131 149 M 104 508 12.40 12.60 12.80 13.00
m/z 43.10 96.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39591: Propanoic acid, 2-methyl-, hexyl ester
43
5000 LB DA S L SR
6” 89 1240 12.60 12,80 13.00
S m/z 56.10 63.40%
M ‘M m ||| 101 115 129 172
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
89 IR AR TN RN B
12.40 12.60 12.80 13.00
5000 56 m/z 89.05 53.07%
29
R UL S I S }?}'%%ﬁ BV R Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20985: Propanoic acid, 2-methyl-, butyl ester
43 7 12.40 12.60 12.80 13.00
m/z 73.05 34 .25%
89
5000 56
29
15 ‘\‘ ‘ [l | I 101 115
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 1240 12.60 12.80 13.00

SOM-EPA-BM021418_.M Wed Mar 14 11:38:20 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 6-Bromohexanoic acid, undec... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.91 3.29 ng/ul 183795 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Bromohexanoic acid. undecvl ester 348 C17H33Br02 1000282-90-4 95
2 1-Pentadecene 210 C15H30 013360-61-7 94
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 1-Pentadecene 210 C15H30 013360-61-7 93
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 1704 (12.910 min): BM014543.D (-1700) (-) m/z 41.10 100.00%
5000
126 151 o o0 12160 12,30 13,00 1320
m/z 55.05 78.07%
m/z--> 50 100 150 200 250 300 350
Abundance #182419: 6-Bromohexanoic acid, undecyl ester
69 197
5000 97 154 B
43 177 nmnmmmmw
126 m/z 69.05 56.10%
26 | il w \ h | 214 235252269 348
m/z--> 55 1éo 200 250 360 3%0
Abundance
41
83 12:60 12.80 13.00 13.20 |
5000 m/z 83.10 48.96%
111
58 140 165182 210
m/z--> 55 160 150 200 250 300 350
Abundance #58281: Cyclotetradecane A REEREEaSS
55 8 12.60 12.80 13.00 13.20
m/z 43.05 37.71%
5000 11 196
1 g
| n |
m/z--> 55 100 150 200 250 300 350 1260 1280 1300 1320 '

SOM-EPA-BM021418_.M Wed Mar 14 11:38:20 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Oxalic acid, cyclohexylmeth... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.96 2.26 ng/ul 126480 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvlmethvl de... 326 C19H3404 1000309-68-7 50
2 Oxalic acid. cvclohexvImethvl oc... 298 C17H3004 1000309-68-4 47
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 46
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 43
5 Massoilactone 168 C10H1602 051154-96-2 38
Abundance Scan 1713 (12.963 min): BM014543.D (-1709) (-) m/z 97.10 100.00%

55 97

5000

173 185196 209 12.60 12.80 13.00 13.20
m/z 55.05 89.19%

112

125 139150

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #165916: Oxalic acid, cyclohexylmethyl decy! ester
97
55
5000 LA L L L L L B
3 12.60 12.80 13.00 13.20
4 m/z 57.10 78.15%
29 69 81 185
S0 N N T 7 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
97
55 IIIIIIIIIIIIIIIIIIIIIII
12.60 12.80 13.00 13.20
5000 m/z 41.00 59.48%
3
L B T L L B R e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6749: Cyclohexane, 1,1-dimethyl- R EE R E s
97 12.60 12.80 13.00 13.20
55 m/z 43.10 43.99%
5000 41 69
27
15 M ‘d o 8 ) 2
| Il | 1
et R EE R E s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

SOM-EPA-BM021418_.M Wed Mar 14 11:38:21 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.54 2.87 ng/ul 160325 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
2 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 53
3 Dodecane 170 C12H26 000112-40-3 53
4 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50
Abundance Scan 1981 (14.539 min): BM014543.D (-1978) (-) m/z 43.10 100.00%
43
57
5000
3 147 166177 202 99 14.20 14.40 14.60 14.80 :
m/z 57.10 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
5000 57 71 g5 R
14.20 14.40 14.60 14.80
- m/z 71.10 57.12%
w || 99 128
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
43
57 A B B SRR
14.20 14.40 14.60 14.80
5000 71 m/z 41.00 45.74%
85
29 97 213
11 4, 168
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane R A REER R
57 14.20 14.40 14.60 14.80
43 m/z 55.05 45.74%
71
5000
85
15\\98““2”41 I L I P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14:20 14.40 14.60 14.80

SOM-EPA-BM021418_.M Wed Mar 14 11:38:21 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 (DEL) Alkane: Cyclicl4.66 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14 .66 4.76 ng/ul 265867 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 49
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 46
3 1-Pentadecene 210 C15H30 013360-61-7 43
4 (1R.2R.45)-2-(6-Chloropvridin-3-... 222 C12H15CIN2 232615-84-8 43
5 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 30
Abundance Scan 2002 (14.663 min): BM014543.D (-1998) (-) m/z 41.10 100.00%
4 55 83
5000
11193 137 155 173152197 210227 14.40 14.60 14.80 15.00
e e m/z 43.10 92.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69582: 1-Pentadecene
5
69 83
97
5000 L I B SULRL U
29 14.40 14.60 14.80 15.00
11 m/z 55.10 87.09%
15 | LM I J ‘\ 140 154 168 182 195 210
m/z--> ﬁo Jo éo 8b 100 120 140 160 180 260 250
Abundance
55 g9
97 LA IR BRI SURRURI BN
14.40 14.60 14.80 15.00
5000 4 83 111 m/z 57.10 80.97%
29 167
125137 196
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #69581: 1-Pentadecene e  RRRaE Bam s
3 55 14.40 14.60 14.80 15.00
m/z 83.10 78.97%
69 83
5000 29 97
111
‘ “ Il H‘ L 125 140 154 168 182 210
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 260 250 1420 1460 1480 1550

SOM-EPA-BM021418_.M Wed Mar 14 11:38:22 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.40 13.01 ng/ul 726636 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2127 (15.398 min): BM014543.D (-2123) (-) m/z 57.10 100.00%
57
& LRI AL IR BN B
113 15.00 15.20 15.40 15.60 15.80
183
AL seeatts 232 hsz 43.10  66.11%
m/z--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl-
57
5000 UREUR I DR DA BRI B
85 15.00 15,20 15.40 15.60 15.80
29 m/z 71.10 55.45%
i |7 141 160 197 239 g7
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
15.00 15.20 15.40 15.60 15.80
5000 a5 m/z 41.10 43.98%
29
113 141 169 197 225 253 281 309 337 365 394 vaﬂMbwﬁmww“/\wﬁwmANm“vaﬂ
m/z--> 50 100 150 200 250 300 350 '
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- N e o
57 15.00 15.20 15.40 15.60 15.80
m/z 85.10 26.94%
B \/“~¢w/\¢NwA~j\MM\“\VAA\fVﬂ
85
29
113
)] bl f e I 225 253 282
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 (DEL) Alkane: Cyclicl5.61 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.61 3.11 ng/ul 230119 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 47
2 Cvclohexane. 1.1"-(1.5-pentanedi... 236 C17H32 054833-31-7 46
3 Cvclohexane. hexvl- 168 C12H24 004292-75-5 43
4 Cvclohexane. (l-methvlethvl)- 126 C9H18 000696-29-7 43
5 Hexane, 1,6-dicyclohexyl- 250 C18H34 001610-23-7 43

Abundance Scan 2163 (15.610 min): BM014543.D (-2161) (-) m/z 83.10 100.00%

Fsie]
41

55

5000

133 R B AR
147 169 193 218 o400 15.20 15.40 15.60 15.80 16.00

m/z 41.10 77.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 TT T T [T T I T [T T T T [ TTTT[TT
97 15. 20 15. 40 15 60 15. 80 16 00
69 140 m/z 82.10 68.51%
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
83
R o A
55 15.20 15.40 15.60 15.80 16.00
5000 41 m/z 55.10 67.74%
69 96
109 124 139 153166178192 207 236
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
Abundance #36764: Cyclohexane, hexyl- A EEE TS
83 15.20 15.40 15.60 15.80 16.00
m/z 69.05 45 _.76%
5000 55
41
69 168
15 2f ‘M I Il 97111125 140
I o o AR ER RN EE e n s e s s e ] R o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 20 15. 40 15 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 14 (DEL) Alkane: Straight-Chai...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.89 14.56 ng/ul 1078290  Phenanthrene-di0 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 74
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72

3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S
4 Sulfurous acid. decvyl 2-ethvlhex... 334 C18H3803S

1000309-19-2 72
1000309-19-3 72

5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 64
Abundance Scan 2211 (15.892 min): BM014543.D (-2205) (-) m/z 43.05 100.00%
43 57 71
5000
AR EEEREE RS
127 183 15.60 15.80 16.00 16.20
141 155 214
SN 17l 4 390 213227239253 m/z 57.10 97.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38338: Decane, 3,7-dimethyl-
43 57
71
5000 LA L L L L LB
29 85 15. 60 15. 80 16. OO 16 20
m/z 71.05 89.62%
ol ‘M 99 133127141 55 179
B R B B EABRA mamaE A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 e st
43 15.60 15.80 16.00 16.20
5000 m/z 41.10 49_.67%
29 85 112
99 154
126 140 168 184
A B A B = e e e e AR RRR A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester O B .
57 15.60 15.80 16.00 16.20
71 m/z 85.10 32.31%
5000 43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 60 15. 80 16. 00 16 20

SOM-EPA-BM021418_.M Wed Mar 14 11:38:23 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.71 19.70 ng/ul 1458730 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2350 (16.709 min): BM014543.D (-2345) (-) m/z 57.10 100.00%
q7
5000 y & J\f‘AAJ\wJM
SN UL SRR
141 183 16.40 16.60 16.80 17.00
S— ,..I:.,...e'l,..'.]. A OB 11198213 238201267 | "m/z 71.10 82.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 USRS L DU
4 85 16. 40 16. 60 16. 80 17.00
13 m/z 43.10 68.00%
NN 168183108 225 253 282
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 260 2éo 300
Abundance
57
16.40 16.60 16.80 17.00 |
5000 85 m/z 41.10 47 .28%
| ﬂNmWﬂ%wﬁdAMAwhwmeﬁ
113 169
26 128 149 248

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

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- e A RERREEEES
57 16.40 16.60 16.80 17.00
m/z 85.10 44.97%
5000 85
4
‘ Ll J 141156 183 211 239 267 296
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16. 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.82 30.79 ng/ul 2279800 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2539 (17.821 min): BM014543.D (-2534) (-) m/z 73.00 100.00%
78 q
5000 129
97 213
171
115 157 199 | 227 242256 - 17.60 17.80 18.00 18.20
m/z 55.10 93.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 L BRI BN BULRILN B

T T T T
17.60 17.80 18.00 18.20

J‘u 157171 056 m/z 41.10 92.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 R B B R B
17.60 17.80 18.00 18.20
5000 29 256 m/z 43.10 92.86%
129
97 213
115 157171
199 | 228242
mmmﬁmﬁwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid RS EmmEs o L
3 17.60 17.80 18.00 18.20
m/z 60.00 89.49%
5000
29
T O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.15 3.58 ng/ul 264895 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvilbicvclo(3.2.2)nona-3.6-d... 210 C15H140 073830-83-8 46
2 3H-Indazol-3-one. 1.2-dihvdro-1-... 210 C13H10N20 028561-80-0 35
3 2-Pentanone. 1-(2.4.6-trihvdroxv... 210 C11H1404 1000116-22-3 30
4 4-Chloro-1-methvl-1.5-naphthvrid... 210 C9H7CIN202 1000213-59-5 30
5 s-Triazolo[1l,5-a]pyridine, 6-ami... 210 C12H10N4 031052-93-4 25
Abundance Scan 2595 (18.151 min): BM014543.D (-2593) (-) m/z 210.00 100.00%
167 210
e mpmwhwvun»“AfJ\MwmmnﬂmmwwmA

231246 263 282 17.80 18.00 18.20 18.40
m/z 167.00 86.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69568: 3-Phenylbicyclo(3.2.2)nona-3,6-dien-2-one
210
167

5000 LR
17.80 18.00 18.20 18.40

m/z 77.00 57 .46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
210

77 ﬂmmmmmmm
5000 m/z 95.10 48 _.31%

51 181

106 153167 | 105

Tww’mmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69035: 2-Pentanone, 1-(2,4,6-trinydroxyphenyl) R B .
167 17.80 18.00 18.20 18.40
m/z 55.10 48.04%

5000
210
41 55 69

Lo 83 97 111125140 ‘181195

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

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.11 43.31 ng/ul 3247470 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2758 (19.109 min): BM014543.D (-2753) (-) m/z 43.10 100.00%
73
5000 129 V/JK—JL\/M
97 185 241
157, | o3 l%;?%83% 1880 19.00 19.20 19.40
R e m/z 41.10 88.29%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 LA L L L L L L L L L
185 241 mmmmmmwm
m/z 73.05 85.08%

— Al M HM‘ n‘h\ M\ i ?'57‘ ‘\ \213 ! |\2|6|5 A A
m/z--> 50 100 150 200 250 300 350
Abundance
43 73

18.80 19.00 19.20 19.40

5000 129 m/z 60.00 79.73%
97 185 a1 284
e L e e o e N HL A A i o e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43 18.80 19.00 19.20 19.40

m/z 55.10 76.07%

5000 \/MMJKQL/\M
129 28
\ iy H m JI\ Ins ! I 1?5 213 “ 4

18| 265 |

m/z--> 200 250 300 350 18 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.25 12.29 ng/ul 921373 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 90
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 59
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 30

Abundance Scan 2782 (19.251 min): BM014543.D (-2778) (-) m/z 56.10 100.00%
56
73
o 12 239 I S e A
3 185 213 \ 19.00 19.20 19.40 19.60
157 . . . )
Al SL T L 284 812 34 G 86 8%
m/z--> 50 100 150 200 250 300
Abundance #154932: Hexadecanoic acid, butyl ester fl\/jk\/\\‘%
56
5000 LS SN BRI UL B
19. oo 19 20 19. 40 19 60
29 1 239257 m/z 43.10 78.97%
“ i h H\ o0t 157 185 213 77| g3 312
m/z--> 55 160 150 200 250 360 '
Abundance
56
" 10,00 19.20 19.40 19.60
5000 m/z 57.10 73.07%
29 73
o 157 185 213 239257 501 315
m/z--> 55 160 1éo 260 250 360 '
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester I a BREmEEES
57 19.00 19.20 19.40 19.60
m/z 55.10 63.98%
5000
239
29 e 257
L4 JH a1 157 185 23 H 282 312
m/z--> 55 100 150 200 250 360 ' 1900 1920 1940 1960

SOM-EPA-BM021418_.M Wed Mar 14 11:38:26 2018 Page: 22



Data Path
Data File
Aca On

Sample
Misc

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM031318\

ALS Vial

Operator :

Quant Method
Quant Title

BM014543.D

13 Mar 2018 12:37

SJ/Ju

J1835-11

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 9-Octadecenamide, (Z)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.27 10.12 ng/ul 758903 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
3 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
4 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 80
5 Dodecanamide 199 C12H25N0 001120-16-7 64

Abundance Scan 2955 (20.268 min): BM014543.D (-2951) (-) m/z 59.00 100.00%
50
5000
128 20.00 20,20 20.40 20.60
0 154178 205 238 266 294 320
0 sH m/z 72.00 67.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128446: 9-Octadecenamide, (2)-
50
5000
20.00 20.20 20.40 20.60
83 126 m/z 55.10 46.14%
BRI N ool e CR—
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
R oo e
20.00 20.20 20.40 20.60
5000 m/z 43.10 42.31%
83 126
154 184207 238 281
L T o T ol e e R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)- T
50 20.00 20.20 20.40 20.60
m/z 41.10 31.27%
5000
29 81
l J ‘ Hmw mimlf6‘154 184 210 238 281
R T Tt e A e T A R oo e
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 21 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.30 12.93 ng/ul 969308 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 92
2 Nipecotic acid 129 C6H11NO2 000498-95-3 43
3 Pentanoic acid. 4-oxo- 116 C5H803 000123-76-2 35
4 Pentanoic acid. 4-oxo- 116 C5H803 000123-76-2 35
5 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 35

Abundance Scan 2960 (20.297 min): BM014543.D (-2958) (-) m/z 57.10 100.00%
57
5000 J\/\MWJ\AW

129 285
157 185207 241 267 | Lo o0 20.00 20.20 20.40 20.60
m/z 56.05 87 .24%

m/z--> 50 100 150 200 250 300 350
Abundance #177148: Octadecanoic acid, butyl ester
56

5000 285 L e

340 20 00 20. 20 20 40 20 60
129 267 m/z 43.10 76.37%
[ | am T g 2
SN ¥ N~ B - T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R e
20.00 20.20 20.40 20.60
5000 m/z 41.10 59.76%
30 84 129
110
——— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #8029: Pentanoic acid, 4-0xo- e R BRREs RS
43 20.00 20.20 20.40 20.60

m/z 71.10 37.12%

- NA/\W\/\A/\AW\A/\/

15 li | 7\3 101
1 I

m/z--> 50 100 150 200 250 300 350 20 00 20. 20 20 40 20 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014543.D

Aca On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample : J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 22 1-Hentetracontanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.83 5.48 ng/ul 410785 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 83
2 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 80
3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 80
4 1-Octadecene 252 C18H36 000112-88-9 62
5 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 53
Abundance Scan 3051 (20.833 min): BM014543.D (-3048) (-) m/z 57.10 100.00%
57
5000

20.60 20.80 21.00 21.20
m/z 43.10 88 .66%

250281312 356 429

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57

97
5000 e N B B

20. 60 20. 80 21. OO 21. 20
m/z 55.10 78 .96%

18
M\L H¢\ﬂ$ 181 223 278 320 362 404 446 488518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

43

83 20.60 20.80 21.00 21.20
5000 m/z 69.10 61.98%

125
236
155 195 265 307 350

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #232315: Hexacosyl trifluoroacetate B REEREESEET

57 20.60 20.80 21.00 21.20
m/z 97.10 48.07%

97
5000
39
27 139 1g1 509 278307 364 409 460
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 60 20. 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031318\
Data File : BM014543.D

Acq On : 13 Mar 2018 12:37

Operator : SJ/JU

Sample - J1835-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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: Cyc... 10.70 2.0 ng/ul 72671 2 10.24 725860 20.0
(DEL) Alkane: Str... 11.25 4.7 ng/ul 171982 2 10.24 725860 20.0
(DEL) Alkane: Cyc... 11.50 2.5 ng/ul 92324 2 10.24 725860 20.0
unknown-01 11.79 7.7 ng/ul 280310 2 10.24 725860 20.0
2,2,4-Trimethyl-1_.. 12.46 2.3 ng/ul 130134 3 14.14 1116860 20.0
(DEL) Alkane: Str... 12.64 5.7 ng/ul 317663 3 14.14 1116860 20.0
Propanoic acid, 2... 12.72 2.5 ng/ul 139508 3 14.14 1116860 20.0
6-Bromohexanoic a... 12.91 3.3 ng/ul 183795 3 14.14 1116860 20.0
Oxalic acid, cycl... 12.96 2.3 ng/ul 126480 3 14.14 1116860 20.0
(DEL) Alkane: Str... 14.54 2.9 ng/ul 160325 3 14.14 1116860 20.0
(DEL) Alkane: Cyc... 14.66 4.8 ng/ul 265867 3 14.14 1116860 20.0
(DEL) Alkane: Str... 15.40 13.0 ng/ul 726636 3 14.14 1116860 20.0
(DEL) Alkane: Cyc... 15.61 3.1 ng/ul 230119 4 16.90 1481060 20.0
(DEL) Alkane: Str... 15.89 14.6 ng/ul 1078290 4 16.90 1481060 20.0
(DEL) Alkane: Str... 16.71 19.7 ng/ul 1458730 4 16.90 1481060 20.0
n-Hexadecanoic acid 17.82 30.8 ng/ul 2279800 4 16.90 1481060 20.0
unknown-02 18.15 3.6 ng/ul 264895 4 16.90 1481060 20.0
Octadecanoic acid 19.11 43.3 ng/ul 3247470 5 21.12 1499540 20.0
Hexadecanoic acid... 19.25 12.3 ng/ul 921373 5 21.12 1499540 20.0
9-Octadecenamide, ... 20.27 10.1 ng/ul 758903 5 21.12 1499540 20.0
Octadecanoic acid... 20.30 12.9 ng/ul 969308 5 21.12 1499540 20.0
1-Hentetracontanol 20.83 5.5 ng/ul 410785 5 21.12 1499540 20.0
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