LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 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-BM032818MA .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

3.693 13 18 23 rBvV 119823 163264 2.02% 0.149%
6.028 407 415 422 rBV2 92913 164753 2.04% 0.150%
461 rBV 221010 326724 4._05% 0.298%
7.263 618 625 633 rBv 917326 1346887 16.70% 1.229%
7.687 691 697 710 rBv2 416668 903022 11.20% 0.824%
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7.804 710 717 722 rVB2 68762 107815 1.34% 0.098%
7.869 722 728 739 rBV 1447814 2320650 28.77% 2.117%
773 rBVY 1573689 2552400 31.65% 2.328%
8.416 813 821 826 rBV 63793 104811 1.30% 0.096%
8.569 840 847 857 rBV 1492991 2514844 31.18% 2.294%

(@R {cNec R NNe))
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o
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11 8.769 872 881 893 rBV 1303434 2026137 25.12% 1.848%
12 9.263 959 965 977 rVB 1141560 1920301 23.81% 1.752%
13 9.686 1028 1037 1041 rBVS5 65573 132195 1.64% 0.121%
14 9.751 1041 1048 1057 rVvV 1743923 3043151 37.73% 2.776%
15 9.845 1060 1064 1068 rVvVv 79995 145530 1.80% 0.133%

16 9.886 1068 1071 1078 rVB2 45257 81196 1.01% 0.074%
17 10.010 1088 1092 1103 rVB3 45316 81493 1.01% 0.074%
18 10.322 1140 1145 1155 rVB2 85918 243634 3.02% 0.222%
19 10.480 1160 1172 1187 rVB 1391441 2634899 32.67% 2.404%
20 10.669 1197 1204 1214 rVB6 46270 128173 1.59% 0.117%

21 10.804 1216 1227 1234 rBV2 419510 876712 10.87% 0.800%
22 10.875 1235 1239 1244 rVV5 104649 209475 2.60% 0.191%
23 10.916 1244 1246 1252 rVB2 60155 88739 1.10% 0.081%
24 11.022 1253 1264 1270 rBV 2138348 4128382 51.19% 3.766%
25 11.075 1270 1273 1280 rVB 267149 423171 5.25% 0.386%

26 11.416 1321 1331 1342 rBV 1873129 3363060 41.70% 3.068%
27 11.545 1343 1353 1358 rBV2 299436 771474 9.57% 0.704%
28 11.610 1358 1364 1367 rBV 562120 980284 12.15% 0.894%
29 11.716 1378 1382 1386 rVB 101923 144179 1.79% 0.132%

30 12.080 1440 1444 1451 rVB6 46095 93241 1.16% 0.085%
31 12.163 1454 1458 1461 rBV3 46578 81211 1.01% 0.074%
32 12.263 1469 1475 1483 rVB 1112741 1763593 21.87% 1.609%
33 12.516 1513 1518 1523 rBvV4 40054 90277 1.12% 0.082%

34 12.657 1537 1542 1551 rVB7 43532 105634 1.31% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

35 12.769 1557 1561 1565 rBV3 106094 175192 2.17% 0.160%

36 12.816 1566 1569 1574 rBV2 69929 115549 1.43% 0.105%
37 13.021 1601 1604 1610 rVB7 65281 103619 1.28% 0.095%
38 13.251 1638 1643 1647 rBv4 96826 180302 2.24% 0.164%
39 13.368 1656 1663 1669 rBV3 127762 310141 3.85% 0.283%
40 13.486 1679 1683 1688 rBV6 66505 110150 1.37% 0.100%

41 13.816 1735 1739 1742 rBVY 157489 204756 2.54% 0.187%
42 13.874 1746 1749 1756 rVB 109150 175710 2.18% 0.160%
43 13.968 1758 1765 1768 rBV2 144845 294859 3.66% 0.269%
44 14.098 1781 1787 1793 rBVY 415790 819410 10.16% 0.747%
45 14.151 1794 1796 1804 rVB4 154417 227033 2.82% 0.207%

46 14.474 1847 1851 1854 rBV 145152 207831 2.58% 0.190%
47 14.557 1860 1865 1870 rVB 3301681 4498931 55.78% 4._.104%
48 14.604 1870 1873 1878 rVB 180948 234064 2.90% 0.214%
49 14.651 1878 1881 1886 rBV6 66333 98699 1.22% 0.090%
50 14.704 1887 1890 1894 rVV3 97943 117502 1.46% 0.107%

51 14.763 1897 1900 1906 rVB6 143360 251621 3.12% 0.230%
52 14.868 1912 1918 1924 rBV 4061717 5975649 74.09% 5.451%
53 15.021 1939 1944 1949 rBV2 160586 301270 3.74% 0.275%
54 15.080 1949 1954 1959 rVB3 246916 434354 5.39% 0.396%
55 15.168 1964 1969 1976 rVB2 2470576 3776940 46.83% 3.445%

56 15.262 1982 1985 1987 rBV2 93482 115110 1.43% 0.105%
57 15.321 1990 1995 2004 rVVv2 600017 1244222 15.43% 1.135%
58 15.462 2016 2019 2020 rBV2 89219 101066 1.25% 0.092%
59 15.539 2030 2032 2039 rVB2 211501 296474 3.68% 0.270%
60 15.633 2040 2048 2054 rBV5 248767 724521 8.98% 0.661%

61 15.698 2056 2059 2063 rVB5 119103 174534 2.16% 0.159%
62 15.751 2065 2068 2070 rBV3 145830 200115 2.48% 0.183%
63 15.880 2084 2090 2099 rBV7 379425 984125 12.20% 0.898%
64 15.957 2100 2103 2109 rVB2 166239 247962 3.07% 0.226%
65 16.057 2116 2120 2128 rBV2 213942 443035 5.49% 0.404%

66 16.145 2129 2135 2143 rVB 4762810 6995832 86.74% 6.382%
67 16.239 2146 2151 2156 rVV 1468058 2071828 25.69% 1.890%
68 16.310 2159 2163 2169 rVB 762765 1178865 14.62% 1.075%
69 16.380 2171 2175 2181 rVB 673889 989593 12.27% 0.903%
70 16.521 2195 2199 2209 rVB 799822 1207022 14.97% 1.101%

71 16.674 2221 2225 2228 rBV 224927 305258 3.79% 0.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 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-BM032818MA_M
SVOA CALIBRATION

Method :
Title :
72 17.745 2404 2407 2415 rVB5 309620 499383 6.19% 0.456%
73 17.880 2425 2430 2436 rVB2 2870771 4018970 49.83% 3.666%
74 17.980 2441 2447 2457 rBV 4819188 7001615 86.82% 6.387%
75 18.715 2568 2572 2575 rBV 916790 1334139 16.54% 1.217%

76 19.380 2683 2685 2691 rVB2 246539 268859 3.33% 0.245%
77 19.950 2779 2782 2787 rVB 481809 543744 6.74% 0.496%
78 20.027 2793 2795 2804 rVB 368493 543433 6.74% 0.496%
79 20.215 2821 2827 2835 rVB 5392264 7749195 96.09% 7.069%
80 21.621 3062 3066 3073 rBV 608968 789320 9.79% 0.720%

81 21.968 3120 3125 3131 rVB 3101236 4420737 54.81% 4_.033%
82 24.315 3516 3524 3536 rVB2 3721928 8064884 100.00% 7.357%
83 24.480 3545 3552 3565 rVB 2055941 4434979 54 _.99% 4.046%

Sum of corrected areas: 109623713
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014708.D
6000000

5000000
4000000
3000000
2000000
1000000

0! oo A o A - A . < ~ -
Time--> 400 450 5.00 5.50 6.00 6.50 7.00 750 8.00 8.0 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: BM014708.D

20.22

6000000
17.98

16.14
5000000
14.87

4000000 14.56 17.88

3000000

2000000 18.72

19.38

1000000

] o o I e e e T e e S e o e TR

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM014708.D

6000000

5000000
24.31

21.97
4000000

3000000 24.48

2000000 21.62

1000000

e

Time--> 21 00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 Indeno[3a,4-b]Joxiren-2-ol, ... Concentration Rank 14

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

6.25 2.60 ng/ul 326724 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenol3a.4-bloxiren-2-ol. octah... 268 C15H2404 067920-65-4 56
2 2H-Pvran-2-one. 4-hvdroxv-3.6-di... 140 C7H803 005192-62-1 50
3 3-t-Butvl-2-methvl-6-(tetrahvdro... 284 C17H3203 1000193-53-8 47
4 1-Bromo-8-tetrahvdropvranvloxvoc... 292 C13H25Br02 050816-20-1 43
5 2-Cyclohexen-1-o0l, 2,6,6-trimethyl- 140 C9H160 054345-59-4 38

Abundance Scan 453 (6.251 min): BM014708.D (-448) (-) m/z 85.10 100.00%
86
5000
56 67 125 140
o7 1‘|’7 103 600 620 6.40 6.60
o} T =S m/z 43.05 97 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #117248: Indeno[3a,4-b]oxiren-2-ol, octahydro-4a-methyl-5-...
85
5000
6.00 6.20 6.40 6.60
m/z 41.10 46 .49%
. | 97107 12 14045, 166 143
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 85
" 600 620 6.40 6.60
5000 56 112 140 m/z 56.10  40.94%
97
125
R L S W UL B WL WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #131154: 3-t-Butyl-2-methyl-6-(tetrahydropyran-2-yloxy)-he...
85 6.00 6.20 6.40 6.60
57 m/z 140.10 34 .88%
5000 43 125
143
29 o7 157
0 |"J"\ "'wpl'hw"l' "?ZI%?Z"I'M"' T J|%§7"}§3"%%9" RSN AR RSN R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 1,1-Hexylenedioxybutane Concentration Rank 2

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

7.26 10.71 ng/ul 1346890 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 72
2 1.4-Pentadien-3-ol 84 C5H80 000922-65-6 40
3 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 10
4 _.alpha.-Amino-2.5-dihvdro-5-meth... 157 C7H11NO3 018455-25-9 9
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

Abundance Scan 624 (7.257 min): BM014708.D (-618) (-) m/z 83.10 100.00%
a3
5000 3
19 700 7.20 7.0 760
101 : : : -
o %Lﬁﬂmmw%ﬁi m/z 43.05 49.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39495: 1,1-Hexylenedioxybutane
83
43
5000 U R |""|""|'{\‘
7.00 7.20 7.40 7.60
T 129 m/z 59.05 39.08%
o \H \ | |, 100115 157171
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
700 7.20 7.0 760
5000 29 m/z 57.10 25.29%
JLis 69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3499: Propanenitrile, 3-ethoxy-
3 7.00 7.20 7.40 7.60
m/z 55.10 24 _.59%
54
5000
15
0...,..”,...W.YQ.ﬁf.??........ e — NI W ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 Oxalic acid, cyclohexyl dec... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.77 16.11 ng/ul 2026140 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvl decvl ester 312 C18H3204 1000309-31-2 53
2 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 38
3 Oxalic acid. cvclohexvl octvl ester 284 C16H2804 1000309-31-0 38
4 Pentanoic acid. 2.4-dimethvl-4-n_... 189 C8H15N04 005762-40-3 36
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 33
Abundance Scan 881 (8.769 min): BM014708.D (-872) (-) m/z 83.10 100.00%
a3
5000 43
55
7 i 540 80 650 500 520
o L0 A1 | e M 207 Tnyz 43.05  49.02%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #154561: Oxalic acid, cyclohexyl decyl ester
83
5000 55 SRR LN RAAAE SRR
840 860 8.80 9.00 9.20
m/z 55.05 27 .78%
0 ‘\ 87 97 111 129 185
m/z--> 5 ' 60 80 100 120 140 160 180 200
Abundance
83
43 AN RS R
8.40 8.60 8.80 9.00 9.20
5000 55 m/z 129.10 19.74%
27 23 129
0 100 115 157 171
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #130927: Oxalic acid, cyclohexyl octyl ester R o R
83 8.40 8.60 8.80 9.00 9.20
m/z 41.10 19.01%
5000 55
0 ‘ ‘ Al \7\1 Il 99 111 129 157
m/z--> 2'0 ' 60 8 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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.
10.80  5.21 ng/ul 876712  Naphthalene-ds8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Goitrin 129 CSH7NOS 000500-12-9 15

005989-33-3 14
006149-45-7 14
000609-40-5 14
027948-10-3 14

2 2-Furanmethanol. 5-ethenviltetrah... 170 C10H1802
3 Butanoic acid. 3-hvdroxv-3-methv... 132 C6H1203

4 Thiophene. 2-nitro- 129 C4H3NO02S
5 Cyclohexanecarboxylic acid, hexy... 212 C13H2402

Abundance Scan 1226 (10.798 min): BM014708.D (-1216) (-) m/z 59.05 100.00%
5000
157 10.40 10.60 10.80 11.00 11.20
o} m/z 57.10 78.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12828: Goitrin
129
5000 USRS R
68 10.40 10.60 10.80 11.00 11.20
a1 m/z 129.10 77.76%
21 102
o..,....,...m;....u.w.w..,.w.\.l....w e 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
43 10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 71.88%
68 94
- 81 111
51 102 | 119127 137 147155

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

Abundance #14337: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester T T T
4, 59 10.40 10.60 10.80 11.00 11.20
m/z 67.10 61.42%
85
5000 17
74
101
0.w}?P”ﬂ”“Lm?3Np”wﬂupuquuﬁuwuupnquupnwunpu e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10. 40 10.60 10.80 11. 00 11.20

SOM-EPA-BM0O32818MA.M Mon Apr 16 13:42:58 2018

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown-02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.52 ng/ul 423171 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol. 5-ethenvitetrah... 170 C10H1802 005989-33-3 38
2 2(3H)-Furanone. 5-ethenvldihvdro... 126 C7H1002 001073-11-6 27
3 Methanone. cvclopropvl-3-thienvl- 152 C8H80S 113348-25-7 22
4 Isocvtosine 111 C4H5N30 000108-53-2 22
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 22
Abundance Scan 1272 (11.069 min): BM014708.D (-1270) (-) m/z 43.10 100.00%
111
5000
1080 11.00 11.20 1140
o} m/z 111.10 64 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38153: 2-Furanmethanol, 5-ethenyltetrahydro-.alpha.,.alph...
59
43
5000
94 10.80 11.00 11.20 11.40
‘ 1 81 ‘ 111 m/z 59.10 47 .35%
OIIIIIIIIIIIIFIIII ‘M ||‘||1|2|2||1|3T||]:5|5|||||||||||||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
111
55 10.80 11.00 11.20 11.40
5000 43 = m/z 81.10 38.16%
27 g3 99
126
R L S S L U L B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25929: Methanone, cyclopropy!l-3-thienyl- B e
111 10.80 11.00 11.20 11.40
m/z 55.10 33.85%
5000
39 152
oL 27 “‘ 57 69 8 o7 | 123133
m/z--> 20 40 éo 80 100 150 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.61 5.83 ng/ul 980284 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. neopentvl ester 116 C6H1202 1000367-90-3 47
2 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 38
3 Butanoic acid. 3.3-dimethvl-. me... 130 C7H1402 010250-48-3 25
4 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 22
52,2,4,4,5,5,7,7-Octamethyloctane 226 C16H34 005171-85-7 17
Abundance Scan 1364 (11.610 min): BM014708.D (-1358) (-) m/z 57.10 100.00%

57
73
5000 a1

129 UL IR SN NN B

83 11.20 11.40 11.60 11.80 12.00

Obrerrrrrprrerrer b 48y 88 5 o1 101 114 | 1a1 02093700 51.84%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8158: Formic acid, neopentyl ester
57
5000 SRR UNSUN
41 73 nmumnmnmnm

m/z 55.10 51.13%

29 101
”P.”P.Jpnﬂﬁn?ﬁ”u.”w”.w””,””ﬁ.np“.P”.P”.P”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57

11. 20 11. 40 11. 60 11. 80 12.00

o

5000 41 m/z 41.10 39.92%
29
73
0 15 50 88
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13563: Butanoic acid, 3,3-dimethyl-, methy! ester T T T T
57 74 11. 20 11. 40 11. 60 11. 80 12. 00

m/z 129.10 14_.71%

5000 41
29
99
83
20 |/, 50, M\ 65 |, | ‘ 115 430

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11. 20 11. 40 11. 60 11. 80 12. OO

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 unknown-04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.26 10.49 ng/ul 1763590 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-t-Butvl-5-propvl-T1.31dioxolan... 186 C10H1803 157733-17-0 32
2 Hexanoic acid. 6-hvdroxv- 132 C6H1203 001191-25-9 25
3 3-Butoxvpropvlamine 131 C7H17NO 016499-88-0 22
4 Silane. trimethvl-2-propenvl- 114 C6H14Si 000762-72-1 22
5 1-Butoxypropan-2-yl 2-methylbuta... 216 C12H2403 1000367-09-4 16
Abundance Scan 1475 (12.263 min): BM014708.D (-1469) (-) m/z 73.05 100.00%
57 7B
41
5000
129 UL AR NN BUNRA R
g3 101 114 007 12.00 12.20 12.40 12.60
o} m/z 57.05 90.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49876: 2-t-Butyl-5-propyl-[1,3]dioxolan-4-one
7
101
73
41
5000 29 LR R NN BN AR
129 12.00 12.20 12.40 12.60
85 m/z 55.10 81.32%
R 73
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
55 12.00 12.20 12.40 12.60
5000 m/z 41.05 62.71%
31 102
43 86 114
o\ AN | 1 A O A D A
m/z--> 25 Jo eb éo 160 120 150 1éo 1éo 260
Abundance #13932: 3-Butoxypropylamine R R R L
30 12.00 12.20 12.40 12.60
m/z 43.10 24 .43Y%
57
5000
0 "}ﬁ'wh T 'j'|§§ "I"{}ﬁl'}?%l SR SRS SRS SR U AU NN BUNRN BSUR
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

SOM-EPA-BM0O32818MA.M Mon Apr 16 13:42:59 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown-05 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.10 4.34 ng/ul 819410 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 2-(2-(2-methoxvethoxv)etho... 206 C9H1805 1000366-89-0 47
2 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 43
3 tert-Butvl-T2-T2-(2-methoxvethox... 278 C13H3004Si 1000352-09-5 38
4 Methane. diethoxv- 104 C5H1202 000462-95-3 38
5 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 35
Abundance Scan 1787 (14.098 min): BM014708.D (-1781) (-) m/z 59.10 100.00%
59
43
5000

13.80 14.00 14.20 14.40

123137151 168182 207

o} m/z 57.10 58.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66501: Ethyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59
5000 45 TT TT T T[T T T T TrrT TT T T

13.80 14.00 14.20 14.40
m/z 43.10 52.36%

147161
o

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

59

13.80 14.00 14.20 14.40
5000 m/z 45.05 48.550

31
45 103
ol.15 75 89 | 118134
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #125550: tert-Butyl-[2-[2-(2-methoxyethoxy)ethoxy]ethoxy]d... T T T
59 13. 80 14. 00 14 20 14. 40

m/z 83.10 45_.38%

103
5000
20 % | 7w 133
157 | \\ | |z 159 175189 221

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. 00 14 20 14. 40

o

SOM-EPA-BM0O32818MA.M Mon Apr 16 13:43:00 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 unknown-06 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.30 ng/ul 434354 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.0Theptane. 1-me... 168 C10H1602 000096-08-2 27
2 1.3-Dioxane-4.6-dione., 2.2-dimet... 252 C14H2004 074793-71-8 12
3 7-Decen-1-ol acetate 198 C12H2202 1000130-98-7 12
4 8-Nonen-2-one 140 C9H160 005009-32-5 10
5 2,15-Hexadecanedione 254 C16H3002 018650-13-0 10
Abundance Scan 1954 (15.080 min): BM014708.D (-1949) (-) m/z 43.05 100.00%
43
5000 55 os 109
| 2 PP
167180 : : :
Ol I||| ||'.'”" L 194 208 m/z 55.10 39.84Y%
mz-> 20 40 80 100 120 140 160 180 200 220 240
Abundance #36534. 7-Oxabicyclo[4.1.0]heptane, 1-methyl-4-(2-methylox...
43
5000 LI S SR UL B
m 14.80 15.00 15.20 15.40
55 ‘107 m/z 109.10 36.97%
OIIIII“H ‘\‘\MH ‘\H‘MH‘\ H‘|‘|EI-|3|7||||||||||||||||||||||||||||||
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
43
. 109 1480 15.00 15.20 15.40
0
5000/ 29 121 176 m/z 71.10 34 .60%
67 79 93 135148 194
o 161 219 237 252
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59508: 7-Decen-1-ol acetate N B EE
43 14.80 15.00 15.20 15.40
m/z 95.10 30.81%
5000
55 81
‘ o 137
OII”II“\IH\\\‘H‘ NI HH 09 “....,.1??.,1(.5.5..1,8.3..1?8....,....,...., S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 14.80 15.00 15.20 15.40

SOM-EPA-BM0O32818MA.M Mon Apr 16 13:43:00 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 unknown-07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.84 ng/ul 724521 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid. 4-phenvl- 162 C10H1002 002243-53-0 46
2 Butanoic acid. 2-ethvl-. butvl e... 172 C10H2002 005129-48-6 43
3 trans-4-Phenvl-3-butenoic acid 162 C10H1002 001914-58-5 41
4 1H-Indene-5-carboxvlic acid. 2.3... 162 C10H1002 1000337-61-3 38
5 Pregna-3,5-dien-20.alpha.-ol, O-... 372 C24H400Si 1000098-49-5 35
Abundance Scan 2047 (15.627 min): BM014708.D (-2040) (-) m/z 117.05 100.00%
117
5000 43

57

71 162

175 192 207 220 15.40 15.60 15.80 16.00

o m/z 43.05 50.26%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #31947: 3-Butenoic acid, 4-phenyl-
117
5000 162 LA L L L L L L L LB
15.40 15.60 15.80 16.00
39 91 m/z 115.10 42 .33%
o 27 TG T | 403 | qmis |
T T T T T T T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
= R R R R R
99 15.40 15.60 15.80 16.00
5000 43 m/z 57.10 39.27%
56
29 8y 144
129
O T T e T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #31964: trans-4-Phenyl-3-butenoic acid R mEEEE RS S
117 15.40 15.60 15.80 16.00
m/z 161.95 34.10%
5000 162
91
o2 1427351 6577 | 103 || 131144 |
T B e o o e B R NEEEEE SRR s e R EEEE REE s e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 15.40 15.60 15.80 16.00

SOM-EPA-BM032818MA.M Mon Apr 16 13:43:01 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 unknown-08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.88 5.21 ng/ul 984125 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvanohistamine 136 C6H8N4 074419-78-6 30
2 1.3-Cyclopentadiene. 5.5-dimethv... 136 C10H16 1000163-57-1 27
3 Phenol. 2-(2-methvipropvl)- 150 C10H140 004167-75-3 22
4 Benzenepropanoic acid. 2-propenv... 190 C12H1402 015814-45-6 22
5 4-Dichloromethyl-4-methyl-2,5-cy... 190 C8H8CI20 006611-78-5 22
Abundance Scan 2090 (15.880 min): BM014708.D (-2084) (-) m/z 57.10 100.00%
7
107

5000

15.60 15.80 16.00 16.20

01 m/z 107.05 80.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16113: 2-Cyanohistamine
107
5000 LA L L L L L L LB
a4 15 60 15. 80 16. OO 16 20
m/z 41.10 70.05%
; 78 136
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
107
R EERERE SRS R
15.60 15.80 16.00 16.20
5000 o1 m/z 55.10 69.08%
136
. 29 g5 17 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23736: Phenol, 2-(2-methylpropyl)- N B EE
107 15.60 15.80 16.00 16.20
m/z 109.10 47 .82%
5000
77 150
JL B, e | 13 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. OO 16 20

SOM-EPA-BM032818MA.M Mon Apr 16 13:43:01 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 Benzene, (1,2-dicyclopropyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.35 ng/ul 443035 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1.2-dicvclopropvl-2-ph... 262 C20H22 110330-90-0 64
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 56
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 56
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 53
5 Naphthalene, l-ethyl-1,2,3,4-tet... 160 C12H16 013556-58-6 53
Abundance Scan 2121 (16.062 min): BM014708.D (-2116) (-) m/z 131.05 100.00%
131
5000
a®n T i 1550 1600 1670 1640
153 191 : : : :
o 20 281 m/z 91.10 24.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112676: Benzene, (1,2-dicyclopropyl-2-phenylethyl)-
131
5000 L SN SR SULRULN A
91 15. 80 16. 00 16.20 16.40
115 m/z 115.10 24 .28%
39
o 3 165 234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
15,80 16.00 16.20 1640
5000 m/z 129.10 24 .19%
o1 146
115
39 6377
ol.25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3—dihydro—l,3—dimethy|— LI L L LB L
131 15.80 16.00 16.20 16.40
m/z 130.00 23.14%
5000
146
91
39 g3 77 ‘ 115 ‘
o T M P | N — et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16,20 16.40

SOM-EPA-BM032818MA.M Mon Apr 16 13:43:02 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1-Acetamidobicyclo(3.2.0)he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.31 6.24 ng/ul 1178870 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetamidobicvclo(3.2.0)heptan-... 167 C9H13NO2 1000241-64-8 53
2 Ethvl p-nitrophenvl carbonate 211 C9H9NO5 006132-45-2 50
3 2-Butenedioic acid (E)-. di-2-pr... 196 C10H1204 002807-54-7 50
4 3-Pvridinecarboxvlic acid. 1.6-d... 139 C6H5NO3 005006-66-6 47
5 Benzoic acid, 4-chloro-, 2,2-dib... 363 C10H4Br2CINO2 055976-00-6 47
Abundance Scan 2163 (16.310 min): BM014708.D (-2159) (-) m/z 139.10 100.00%
139
5000
a1 > 111 U
125 167, 41196 16.00 16.20 16.40 16.60
0 ...,....,|'|...:' i, -'J|' i ” .???,...?8.1... o — m/z 55.10 32.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36255: 1-Acetamidobicyclo(3.2.0)heptan-2-one
97 139
69
5000 UL SRR SRR
43 11 16.00 16.20 16.40 16.60
m/z 111.00 26.18%
0 27 \H )l il q3 Il il 1%5 1§7
miz-> 30 40 60 Bb 100 130 140 150 150 250 250 250 260 280
Abundance
139
16.00 16.20 16.40 16,60
5000 29 m/z 41.10 24 .79%
109
65
o 50 ¥ 123 167181 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57684: 2-Butenedioic acid (E)-, di-2-propenyl ester e A RERREEEES
139 16.00 16.20 16.40 16.60
99 m/z 43.05 24 .68%
5000 41
55
0 ,27,,,,1,7155 e CIN— S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

SOM-EPA-BM0O32818MA.M Mon Apr 16 13:43:03 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 5-Fluoro-2-hydroxyacetophenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.38 5.24 ng/ul 989593 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-hvdroxvacetophenone 154 C8H7F02 000394-32-1 59
2 2-Hvdroxvmethvlene-4.4-dimethvl-... 198 C10H1404 078092-05-4 53
3 Boron. diethvl(2.4-pentanedionato)- 168 C9H17B02 019469-60-4 50
4 4-Chlorobenzoic acid. pentafluor... 322 C13H4CIF502 1000354-62-5 50
5 1-Propanone, 3-chloro-1-(4-chlor... 202 C9H8CI20 003946-29-0 50
Abundance Scan 2175 (16.380 min): BM014708.D (-2171) (-) m/z 139.10 100.00%
139
5000
111
e o
180
M‘lJmJlﬁ 160 1%2m 201 1600 16:20 16.40 16.60

o

e | S M| SRR -1 S L m/z 111.00 30.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27575: 5-Fluoro-2-hydroxyacetophenone
139
154

5000 [TTrr[rrrr[rrrryrrrr|m
16.00 16.20 16.40 16.60
43, 8 m/z 55.10 29.91%
oL 15 29 ‘ 97 ‘ 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
139
R s B A
16.00 16.20 16.40 16.60
5000 m/z 43.10 22.59%
111
4l 55 . 83 198
69
o 27 97 125 156170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37418: Boron, diethyl(2,4-pentanedionato)- A B o
139 16.00 16.20 16.40 16.60
m/z 41.10 21.10%
5000 43
111
28
ol i i 65 8 | 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 00 16. 20 16. 40 16. 60

SOM-EPA-BM0O32818MA.M Mon Apr 16 13:43:03 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 Benzenemethanol, _alpha.-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.52 6.39 ng/ul 1207020 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha.-methvl-__. 198 C14H140 000599-67-7 91
2 Benzilamide 227 C14H13NO2 004746-87-6 80
3 Benzopinacol 366 C26H2202 000464-72-2 80
4 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 72
5 t-Butyldiphenylmethanol 240 C17H200 001657-60-9 72
Abundance Scan 2199 (16.521 min): BM014708.D (-2195) (-) m/z 183.05 100.00%
105 183
43
5000 v
165 16.20 16.40 16.60 16.80
ol 1460 0 192139, 7| 208 28t 0"105.00  80.23%
m/z--> 50 100 150 200 250 300 350
Abundance #59878: Benzenemethanol, .alpha.-methyl-.alpha.-pheny!-
105 183
43
5000 77 UL
16:20 1640 16.60 16.80
m/z 43.10 57.06%
o 60 | | 122139 % |
m/z--> 50 100 150 200 250 300 350
Abundance
105 183
16.20 16.40 16.60 16.80
5000 77 m/z 77.10 46.48%
ol 27 i 139 165 ' 210208
m/z--> 50 100 150 200 250 300 350
Abundance #194481: Benzopinacol B B
105 183 16.20 16.40 16.60 16.80
77 m/z 51.00 18.89%
5000
51
o2 | | 139 165 243 271 332349
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 Benzoic acid, 4-methoxy-, e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.74 2.49 ng/ul 499383 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-methoxv-. ethvl __.. 180 C10H1203 000094-30-4 55
2 1H-Purine. 8-methvl-6-(methvlthio)- 180 C7H8N4S 001008-51-1 25
3 Benzeneacetonitrile. 3-fluoro- 135 C8H6FN 000501-00-8 18
4 N-Benzvlformamide 135 C8HO9NO 006343-54-0 18
5 Nicothiazone 180 C7H8N4S 000555-90-8 15

Abundance Scan 2406 (17.739 min): BM014708.D (-2404) (-) m/z 180.00 100.00%

0

5000

:

17.40 17.60 17.80 18.00

237

267282

0 m/z 135.00 87.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45219: Benzoic acid, 4-methoxy-, ethyl ester
135
5000 LA I L L L L L |
180 17.40 17.60 17.80 18.00
150 m/z 91.10 57.53%
o285 63 77 9210715 | | 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
180
R e R R
17.40 17.60 17.80 18.00
5000 o7 m/z 211.10 51.61%

134
42 65

79 g3 120 | 148 145

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15478: Benzeneacetonitrile, 3-fluoro-
135 17.40 17.60 17.80 18.00
m/z 105.05 43 .59%
5000 108

%

39 57 75 95 ‘\\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.72 6.64 ng/ul 1334140 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2573 (18.721 min): BM014708.D (-2568) (-) m/z 43.10 100.00%

| Jw
5000 129
1 213
97 o3 185 e A RERREEESE L
| 18.40 18.60 18.80 19.00
gyl || 233 l

bk 288 327 885 Thyz 73.05  92.32%

o .
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LA L L L L L B LB L |
83 18.40 18.60 18.80 19.00
m/z 60.00 82.72%
H‘ ]*01 157 185 213 256
o I hl‘\ IH‘HI MMIL ﬁ‘”“. ul I\ : ‘. .‘ .‘. ‘I .‘ 239| ‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
RN SRR RERRE
18.40 18.60 18.80 19.00
5000 256 m/z 41.10 77.78%
129
97 157 18 213
0 26 18 239
L A e e e e e B L B e e e e e B e B I
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid e A RERREEESE L
73 18.40 18.60 18.80 19.00
43 m/z 55.10 74.79%
5000 129
171
‘ ‘ ‘ mA
m/z--> 50 100 150 200 250 300 350 18 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 17
R.T. EstConc Area Relative to ISTD R.T.
19.95 2.46 ng/ul 543744 Chrysene-di12 21.97
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 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2782 (19.950 min): BM014708.D (-2779) (-) m/z 43.05 100.00%
5000
19,60 19.80 20.00 20.20
0 m/z 73.05 81.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43 73
5000 129 SNBSS UL SRR
19.60 19.80 20.00 20.20
97 185 o, 284 m/z 57.10 71.61%
o 15 M ‘Mlhl ‘Jl-s‘.?.‘.‘. }2}??‘. - ..“. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 SNBSS UM SRR
129 19.60 19.80 20.00 20.20
5000 284 m/z 41.10 68.28%
97 185 241
157 213
L L L L L UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid R EE R a s
4| 78 19.60 19.80 20.00 20.20
m/z 55.10 68.16%
5000 129
o1 185
241 284
o I A Y
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_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 unknown-09 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.03 2.46 ng/ul 543433 Chrysene-di12 21.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Flurenol butyl ester 282 C18H1803 002314-09-2 47
2 1-Hvdroxv-6-methvIlphenazine 210 C13H10N20 014031-08-4 46
3 5.9-Propano-5H-benzocvcloheptene... 210 C16H18 073947-11-2 46
4 Ethanone. 1-T1.1"-biphenvl1-4-vl... 274 C14H11BrO 000135-73-9 43
5 Octanoic acid, 2-[1,1"-biphenyl]... 338 C22H2603 006942-70-7 43
Abundance Scan 2796 (20.033 min): BM014708.D (-2793) (-) m/z 210.10 100.00%
181 210
5000
152 | |
77 DA SRR BN B
39 105 126 228 19.80 20.00 20.20 20.40
o 2 opolll, 246264282 325 398 | n777181.00  85.66%
m/z--> 50 100 150 200 250 300 350
Abundance #129276: Flurenol butyl ester
181
5000 R UM SRR SRR IR
152 19.80 20.00 20.20 20.40
29 m/z 152.10 26.70%
57
A .- . S AN
m/z--> 50 100 150 200 250 300 350
Abundance
210
" 10.80 20.00 20,20 20.40
5000 m/z 182.00 22.67%
182
17 30 78 105,57 154
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #69626: 5,9-Propano-5H-benzocycloheptene, 6,7,8,9-tetrahyd... e
155 210 19.80 20.00 20.20 20.40
m/z 153.00 21.82%
>0 e WJ‘VJM
181
o T
0 .‘.‘.‘lh.“‘.‘t‘.“.J‘l‘J‘.h..“.‘l‘l.h‘."..‘l‘... ——— SN
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041318\
Data File : BM014708.D

Aca On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample : J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 (DEL) Alkane: Cyclic21.62 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.62 3.57 ng/ul 789320 Chrysene-di12 21.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 99
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 94
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 3066 (21.621 min): BM014708.D (-3062) (-) m/z 43.10 100.00%
ile]
83
5000
139 208 281 21.40 21.60 21.80 22.00
o 167 251 281309 339 369 402430 503 mn/z 57.10 95 _38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115907: Z-5-Nonadecene
55 83
5000 111 R BN SRR SO U
21.40 21.60 21.80 22.00
266 m/z 55.10 91.27%
139
o ‘.“-hw‘-““. ‘1\‘,‘\‘,@ 68 o028
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 83
21140 2160 21.80 22.00
5000 111 m/z 83.05 76.26%
o 139167196002 266294300
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #151538: 1-Docosene B B B S
55 21.40 21.60 21.80 22.00

o m/z 69.10 69.27%

5000

125
| 153181 308

L NN R a S oo L

T T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00

%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041318\
Data File : BM014708.D

Acq On : 13 Apr 2018 20:20

Operator : SJ/JU

Sample - J2313-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032818MA_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]
Indeno[3a,4-bJoxi... 6.25 2.6 ng/ul 326724 1 8.57 2514840 20.0
1,1-Hexylenedioxy. .. 7.26 10.7 ng/ul 1346890 1 8.57 2514840 20.0
Oxalic acid, cycl... 8.77 16.1 ng/ul 2026140 1 8.57 2514840 20.0
unknown-01 10.80 5.2 ng/ul 876712 2 11.42 3363060 20.0
unknown-02 11.07 2.5 ng/ul 423171 2 11.42 3363060 20.0
unknown-03 11.61 5.8 ng/ul 980284 2 11.42 3363060 20.0
unknown-04 12.26 10.5 ng/ul 1763590 2 11.42 3363060 20.0
unknown-05 14.10 4.3 ng/ul 819410 3 15.17 3776940 20.0
unknown-06 15.08 2.3 ng/ul 434354 3 15.17 3776940 20.0
unknown-07 15.63 3.8 ng/ul 724521 3 15.17 3776940 20.0
unknown-08 15.88 5.2 ng/ul 984125 3 15.17 3776940 20.0
Benzene, (1,2-dic... 16.06 2.4 ng/ul 443035 3 15.17 3776940 20.0
1-Acetamidobicycl... 16.31 6.2 ng/ul 1178870 3 15.17 3776940 20.0
5-Fluoro-2-hydrox... 16.38 5.2 ng/ul 989593 3 15.17 3776940 20.0
Benzenemethanol, ... 16.52 6.4 ng/ul 1207020 3 15.17 3776940 20.0
Benzoic acid, 4-m... 17.74 2.5 ng/ul 499383 4 17.88 4018970 20.0
n-Hexadecanoic acid 18.72 6.6 ng/ul 1334140 4 17.88 4018970 20.0
Octadecanoic acid 19.95 2.5 ng/ul 543744 5 21.97 4420740 20.0
unknown-09 20.03 2.5 ng/ul 543433 5 21.97 4420740 20.0
(DEL) Alkane: Cyc... 21.62 3.6 ng/ul 789320 5 21.97 4420740 20.0
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