LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.146 701 707 711 rBvV 109497 167200 2.35% 0.686%
2 7.340 734 740 745 rBvY 124258 193844 2.73% 0.795%
3 7.810 814 820 826 rVB 151221 234748 3.30% 0.963%
4 8.169 875 881 887 rBV 58432 96187 1.35% 0.395%
5 8.516 936 940 952 rVvB 94913 152921 2.15% 0.627%
6 8.981 1013 1019 1025 rBV 161400 256032 3.60% 1.050%
7 9.269 1056 1068 1076 rBV 157461 298975 4.21% 1.227%
8 9.704 1087 1142 1144 rBV3 816043 7108377 100.00% 29.165%
9 10.163 1211 1220 1224 rBV 47955 126691 1.78% 0.520%
10 10.234 1224 1232 1236 rVV2 255813 511187 7.19% 2.097%

11 10.281 1236 1240 1252 rVB2 196039 376013 5.29% 1.543%
12 10.546 1277 1285 1289 rBV2 64585 128289 1.80% 0.526%
13 10.604 1289 1295 1302 rVB 228384 392929 5.53% 1.612%
14 10.787 1316 1326 1331 rBV5 33083 87500 1.23% 0.359%
15 10.899 1339 1345 1348 rBvV 55326 111471 1.57% 0.457%

16 10.957 1348 1355 1358 rBV 103652 193144 2.72% 0.792%
17 11.104 1372 1380 1389 rVvB2 177512 424088 5.97% 1.740%
18 11.193 1389 1395 1398 rBv4 47697 91521 1.29% 0.376%
19 11.240 1398 1403 1406 rBv4 58112 109327 1.54% 0.449%
20 11.404 1425 1431 1435 rBV 85289 206371 2.90% 0.847%

21 11.551 1448 1456 1461 rVB3 201375 521745 7.34% 2.141%
22 11.616 1462 1467 1470 rBV 56180 89455 1.26% 0.367%
23 11.669 1470 1476 1479 rBV2 122510 246543 3.47% 1.012%
24 11.775 1488 1494 1498 rBV2 146167 276130 3.88% 1.133%
25 11.846 1498 1506 1510 rVvVv 181361 369976 5.20% 1.518%

26 11.887 1510 1513 1519 rVB 185397 268419 3.78% 1.101%
27 12.028 1529 1537 1538 rBV3 60559 117081 1.65% 0.480%
28 12.063 1538 1543 1548 rVV 255422 393252 5.53% 1.613%
29 12.116 1548 1552 1561 rVB 296222 542756 7.64% 2.227%
30 12.298 1577 1583 1590 rBV3 202023 405982 5.71% 1.666%

31 12.381 1593 1597 1601 rBvV4 45375 72265 1.02% 0.296%
32 12.451 1606 1609 1617 rVB3 79563 161856 2.28% 0.664%
33 12.610 1629 1636 1647 rVB3 173322 411960 5.80% 1.690%
34 12.710 1647 1653 1660 rBV2 116918 268267 3.77% 1.101%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

35 12.928 1681 1690 1694 rBV2 246255 500544 7.04% 2.054%

36 12.969 1694 1697 1701 rVV3 73110 105912 1.49% 0.435%
37 13.016 1701 1705 1712 rVV5 80258 193957 2.73% 0.796%
38 13.140 1724 1726 1732 rVB2 72677 100426 1.41% 0.412%
39 13.216 1735 1739 1751 rBV3 51430 184565 2.60% 0.757%
40 13.334 1755 1759 1761 rBV3 50246 80298 1.13% 0.329%

41 13.387 1762 1768 1773 rVBS5 145023 302205 4._.25% 1.240%
42 13.628 1805 1809 1814 rBV3 65544 130061 1.83% 0.534%
43 13.716 1820 1824 1827 rBvV4 100790 181073 2.55% 0.743%
44 13.863 1844 1849 1853 rBVY 299797 474157 6.67% 1.945%
45 13.951 1861 1864 1871 rVB2 119513 220874 3.11% 0.906%

46 14.104 1886 1890 1893 rBV3 160721 281993 3.97% 1.157%
47 14.151 1893 1898 1903 rVB 408027 715002 10.06% 2.934%
48 14.328 1925 1928 1932 rBV4 82676 135115 1.90% 0.554%
49 14.457 1945 1950 1958 rBV3 291466 568396 8.00% 2.332%
50 15.016 2042 2045 2049 rVB3 101090 141120 1.99% 0.579%

51 15.445 2113 2118 2122 rBV 448443 610399 8.59% 2.504%
52 15.575 2135 2140 2147 rVB3 282547 562289 7.91% 2.307%
53 17.198 2412 2416 2425 rVB2 334386 537038 7.56% 2.203%
54 17.298 2428 2433 2440 rVB2 438584 647585 9.11% 2.657%
55 19.598 2819 2824 2838 rVB2 491455 664937 9.35% 2.728%

56 21.386 3123 3128 3133 rBV 382302 490073 6.89% 2.011%
57 23.557 3491 3497 3504 rVB 316237 595551 8.38% 2.443%

58 23.704 3515 3522 3533 rVB2 245369 460748 6.48% 1.890%
59 26.074 3920 3925 3935 rVB2 31442 76109 1.07% 0.312%

Sum of corrected areas: 24372929
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

Abundance TIC: BN004316.D
800000
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200000
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN004316.D
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Abundance TIC: BN004316.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 1 Indane Concentration Rank 18

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

8.17 8.19 ng/ul 96187 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Indane 118 C9H10 000496-11-7 74
3 Indane 118 C9H10 000496-11-7 72
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-.-. 118 C9H10 1000191-13-7 72
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 59

Abundance Scan 881 (8.169 min): BN004316.D (-875) (-) m/z 117.10 100.00%
117
5000
91 AR RN RN
39 58 7.80 8.00 8.20 8.40 8.60
s 103 161 m/z 118.10  54.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8949: Indane
117
5000 B SRS R SRR A
7.80 8.00 820 8.40 8.60
39 58 91 m/z 115.00 32.09%
13 % 4 6 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8951: Indane
117
7.80 8.00 8.0 840 8.60
5000 m/z 91.00 14 .94%
63
'“I}?W'E?v'ff“'ﬁ%“lvu“I“?n'“Jl'“}R?W'““P'“I“'W'“'P'“I“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8948: Indane ||IIAII|IIII|IIII|IIII|I
117 7.80 8.00 8.20 8.40 8.60
m/z 57.90 8.31%
5000
58
27 30 49 %P 7 T 103 |
m/z--> b % & & % 60 70 % %1&1%1%1&1&1&1& ' 7808&)8% 8% 8%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 2 Triethyl phosphate Concentration Rank 8

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

9.27 15.22 ng/ul 298975 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 94
2 Triethyl phosphate 182 C6H1504P 000078-40-0 91
3 Triethyl phosphate 182 C6H1504P 000078-40-0 90
4 Phosphoric acid, diethyl octyl e... 266 C12H2704P 1000308-90-4 53
5 Diethyl isopropylidenemalonate 200 C10H1604 006802-75-1 37

Abundance Scan 1068 (9.269 min): BN004316.D (-1056) (-) m/z 99.00 100.00%
9 155
127
5000 81 109
4|5 57 137 167 182 9.00 9.20 9.40 9.60
R B e L e R B o e m/z 155.00 84 .76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47438: Triethyl phosphate
99
155
127
5000 81 A AR LS AR AR
29 109 9.00 9.20 9.40 9.60
45 m/z 127 .00 56.22%
15 65 139 | 167 182
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47439: Triethyl phosphate
99
155 e B AR A maa
9.00 9.20 9.40 9.60
5000 81 109 27 m/z 81.00 47.22%
29
45
65 137 182
.IIIJﬂ.IJ“.IIJI”I.Illllﬂuljhlﬂullﬂl%qﬂlllu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47440: Triethyl phosphate
99 155 9.00 9.20 9.40 9.60
m/z 109.00 41.48%
127
5000 81 109
29
> 137 182
T }?I""I" ??I?? DU 'JL' SR |""*|%ﬁ7"r" T IREBE LRSS RS RN S
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 3 Pentanoic acid, 2-methyl-, ... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

10.16 6.45 ng/ul 126691 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 59
2 Pentanoic acid, 2,2-dimethyl-, 1... 428 C24H4406 057346-62-0 53
3 Octanoic acid, 2-methyl-, methyl._.. 172 C10H2002 002177-86-8 42
4 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 42
5 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 42
Abundance Scan 1219 (10.157 min): BN004316.D (-1211) (-) m/z 88.10 100.00%

88
43
5000

I 6& | e 9.80 10.00 10.20 10.40

S B St S S S O I m/z 43.05 58.81%

.
m/z--> 50 100 150 200 250 300 350
Abundance #13558: Pentanoic acid, 2-methyl-, methyl ester
88
43

5000 P T e
71 9.80 10.00 10.20 10.40

m/z 71.10 34 .38%

E0 N B
m/z--> 50 100 150 200 250 300 350
Abundance #221610: Pentanoic acid, 2,2-dimethyl-, 1,2,3-propanetriyl...
43 85

9.80 10.00 10.20 10.40
5000 m/z 73.00 26.94%

lMth ﬁOJ L 115133 158 185205 259 299 355

e T e e

m/z--> 50 100 150 200 250 300 350

Abundance #39606: Octanoic acid, 2-methyl-, methyl ester

88 9.80 10.00 10.20 10.40
m/z 41.05 25.41%

5000
57
B,
| W oy | |15 143 a72

|
et e -----------------|-

T
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.55 6.53 ng/ul 128289 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 43
2 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 43
3 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 43
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 38
5 2-Ethoxytetrahydrofuran 116 C6H1202 013436-46-9 35
Abundance Scan 1286 (10.551 min): BN004316.D (-1277) (-) m/z 71.10 100.00%
43 n
88
5000 5o
101 - AU LR B
| || ‘ 61 s 1 1020 1040 10.60 10.80
SNBSS 1 SN 1 O . 1 N S Y i m/z 43.05 84.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1791: 3-Buten-2-ol, 2-methyl-
7
43
5000 AR UNERE B
59 10,20 10.40 10.60 10.80

m/z 88.00 68.62%

”,”nh.”hl.”dhnw.m!“.shh.w.ﬁqp.”,”.W.H.P.”,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1792: 3-Buten-2-ol, 2-methyl-
43 n

10 20 10. 40 10 60 10.80

5000 m/z 59.00 36.90%
59
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1793: 3-Buten-2-ol, 2-methyl-
7 10.20 10.40 10.60 10.80
43 m/z 73.00 36.83%
5000
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 5 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.79 4.45 ng/ul 87500 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 27
2 2-Pentenoic acid, 4-methyl- 114 C6H1002 010321-71-8 27
3 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 25
4 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 25
5 3-Hexanol, 2,5-dimethyl- 130 C8H180 019550-07-3 25
Abundance Scan 1327 (10.793 min): BN004316.D (-1316) (-) m/z 57.05 100.00%
97 69
41 88
5000 114
| I‘I |h i |||‘ | ‘ || 1|‘|‘1 10.40 10.60 10.80 11.00 11.20
S 1] | 1 " Hedte e ey | M/Z 69,05 95.58%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #7234: 2-Pentenoic acid, 2-methyl-
4 69
114
5000 S IR B SULRUL I
1040 10.60 10.80 11.00 11.20
53 m/z 41.00 58.86%
LL_.T1.80 I %
"w'“l“'W!“'V““g'“!ﬂ'“l“'w'J'w'“l”'w'“'w'“l“'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7233: 2-Pentenoic acid, 4-methyl-
41 59 69
10.40 10.60 10.80 11.00 11.20
5000 114 m/z 88.10 53.10%
99
.
"P'“I”'W'“'I”'I'”'"”I“'W'”'P'”I“'W'”'P'”I”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1518: Cyclopropane, 1,2,3-trimethyl- \ R R e e e
41 10.40 10.60 10.80 11.00 11.20
m/z 84.10 53.01%
5000 69
27 55 84
'W'JMP'“M”'WJM'E%”F”??P'“I“'W'”'P'“I“'W'“'P'”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 6 unknown-03 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.67 ng/ul 111471 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid, 3-oxo-2-propyl-,... 200 C11H2003 125055-03-0 35
2 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 25
3 Propanoic acid, 2,2-dimethyl-, m._.. 116 C6H1202 000598-98-1 25
4 2-Oxepanol, 5-(1,1-dimethylethyl)- 172 C10H2002 111711-01-4 25
5 Butoxyacetic acid 132 C6H1203 002516-93-0 17
Abundance Scan 1345 (10.899 min): BN004316.D (-1339) (-) m/z 57.05 100.00%
57
5000 41 73
87
| ‘ Voo 10.60 10.80 11.00 11.20
139 . ) . .
....,....|,|.'..'I-'i..|-.'.,'.-!.-.,'..-'.'|,.1.29..',...1?7.... m/z 41.00 44.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #60984: Heptanoic acid, 3-oxo-2-propyl-, methyl ester
57
5000 R SRR S B SULE

10.60 10.80 11.00 11.20
87 m/z 73.00 42 _.33%

aa || 7 | a0 MO0 g
ittt
m/z--> 20 40 60 80 100 120 140 160
Abundance #36862: 3-Heptene, 2,2,4,6,6-pentamethyl-
57

10.60 10. 80 11. 00 11.20

5000 m/z 87.00 30.85%
97
H 69 v 112
S T
m/z--> 60 100 120 140 160
Abundance #8218. Propanoic aud, 2,2-dimethyl-, methy! ester AP
57 10.60 10.80 11.00 11.20
m/z 55.00 28.64%
41
5000
29
15 73
‘ ‘ ‘\ \ 8\5 lor 116
! J L i} 1 L !
m/z--> 20 40 60 80 100 120 140 160 10. 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 7 unknown-04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.96 9.83 ng/ul 193144 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 32
2 4-1sopropoxy-2-butanone 130 C7H1402 032541-58-5 25
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 25
4 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 22
5 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018524-86-2 16
Abundance Scan 1355 (10.957 min): BN0O04316.D (-1348) (-) m/z 87.00 100.00%
g7
43
5000
6 116 SIS AN A

” 143 10.60 10.80 11.00 11.20
—— gl b8 m/z 88.00 76.28%

m/z--> 50 100 150 200 250 300 350
Abundance #39476: Neodecanoic acid
87
4l AA

5000 |||||||||||||||||||
10.60 10.80 11.00 11.20
6 116 m/z 43.10 74.62%
= I
m/z--> 50 100 150 200 250 300 350
Abundance #13426: 4-1sopropoxy-2-butanone
43
R o e N
10.60 10.80 11.00 11.20
5000 87 m/z 71.10 57.17%
15 Lo il llJ 115
7
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43 88 10.60 10.80 11.00 11.20
m/z 41.00 43 .56%
5000 7
h {M J‘;{ !;09 135155173 214 242 272 294313 355
il I B e o B e e e e LA R R EE R RS
m/z--> 50 100 150 200 250 300 350 10. 60 10 80 11. OO 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 8 unknown-05 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.10 21.59 ng/ul 424088 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 38
2 Oxirane, 2,2"-[1,4-butanediylbis... 202 C10H1804 002425-79-8 22
3 1,3-Dioxolane-2-propanal, 2-methyl- 144 C7H1203 024108-29-0 22
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 14
5 2-Butene, 1-butoxy-3-methyl- 142 C9H180 022094-02-6 14
Abundance Scan 1379 (11.099 min): BN004316.D (-1372) (-) m/z 102.10 100.00%
102
71 87
43 57
5000
‘ ‘ 129
111
10.80 11.00 11.20 11.40
144
..,....,....,....|;!.|..,.':!:',...-.l.ﬂ..??.':.-.,...'.,'.'...,|.!'..,...:,....,.:..,.. m/z 71.10 77.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4367: 1-Butene, 1-(methylthio)-, (2)-
g7 102
45
5000 55
10.80 11.00 11.20 11.40
27 m/z 87.00 75.77%
“V“'v”M'?itjﬂi‘mm'zi'WHmﬁ““ﬁ”“r“'v“w'HWH'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #62303: Oxirane, 2,2'-[1,4-butanediylbis(oxymethylene)]bis-
57 T
10.80 11.00 11.20 11.40
5000 29 3 m/z 57.05 62.75%
o 100 129
"v%?'v'le"”J“L'lﬁ'hl“'”im“??““tl“"l“"}}ﬁ'l'“'l'“'l}ﬁﬁl“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20679: 1,3-Dioxolane-2-propanal, 2-methyl- e e e N B
43 87 10.80 11.00 11.20 11.40
m/z 43.05 62 .04%
5000
129
55 73
"P"'P"'P"'NIMW'JJW"”I“'”I'mal'”??”"li%§P"'P"W"'W" RN S BRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 9 unknown-06 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.19 4.66 ng/ul 91521 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-methyl-4-metho... 336 C17H3604S 1000309-21-1 35
2 Tetramethyl succinimide 155 C8H13N02 003566-61-8 22
3 1-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-66-6 22
4 3-Penten-2-one 84 C5H80 000625-33-2 22
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 14
Abundance Scan 1395 (11.193 min): BN%O4316 D (-1389) (-) m/z 101.10 100.00%
41 4 101
55 116
5000
127
138 155 T f{?ﬁffﬁﬁ-u---- U

10.80 11.00 11.20 11.40 11.60
m/z 84.10 87.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #173757: Sulfurous acid, 2-methyl-4-methoxybutyl undecy! este
6 101 A
45

5000 85 | BNLIL L LN L L L L LB L
10.80 11.00 11.20 11.40 11.60
57 m/z 41.00 85.84%
29 117 134 155165
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #28053: Tetramethyl succinimide
84
69 B o o e
10.80 11.00 11.20 11.40 11.60
5000 m/z 69.10 77.34%
41
155
15 27 |, 56 97 12 127 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6772: 1-Pentene, 3-ethyl-2-methyl- A B o
55 10.80 11.00 11.20 11.40 11.60
m/z 43.00 71.44%
5000 83
‘ 69
27 112
,,“,‘,,‘,“;,,97,‘,,,,, e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10 80 11. OO 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 10 unknown-07 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.24 5.56 ng/ul 109327 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 38
2 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 38
3 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 38
4 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 32
5 1-Butene, 1-(methylthio)-, (E)- 102 C5H10S 017414-27-6 32
Abundance Scan 1403 (11.240 min): BN0O04316.D (-1398) (-) m/z 102.05 100.00%
87 102
5000 41 57 71
110
29 127 143 11.00 11.20 11.40 11.60
m/z 87.00 93.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30304: Hexanoic acid, 2-ethyl-, methyl ester
87 102
57
5000
a1 11.00 11.20 11.40 11.60
29 60 115 130 m/z 95.10 68.88%
15 N 20 Y R Y 7B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30306: Hexanoic acid, 2-ethyl-, methyl ester
g7 102
- 11,00 11,20 11.40 11.60
5000 m/z 41.00 46.19%
15 27
H ol
”'P'”I”'W'”'P'“ “lﬁ'“JL”“l“'“'““J““l“L"“UM'“}ﬂ?w'%§ﬁ'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4367: 1-Butene, 1-(methylthio)-, (2)- LU B N B B
87 102 11.00 11.20 11.40 11.60
m/z 71.10 45_17%
45
5000 55
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 11 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.40 10.50 ng/ul 206371 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 50
2 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 50
3 2-l1sopropylimidazole 110 C6H10N2 036947-68-9 47
4 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 47
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 47

Abundance Scan 1430 (11.399 min): BN0O04316.D (-1425) (-) m/z 95.05 100.00%
95
5000
g os5 O 111
| ‘ 83 129 11.00 11.20 11.40 11.60 11.80
"|""|""|""||!|"" |||II Al RN P L N 1 P e m/z 69.10 38.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000 67 N VAR UL B
11,00 11.20 11.40 11.60 11.80
110 m/z 111.10 33.81%
27 55 77
"w%il'”“w'“i”'ﬁh“'v”ﬁl“'h'“'ﬁh“l“'w'“'w'“l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5858: trans,trans-3,5-Heptadien-2-one
95
. 1100 11.20 11.40 11.60 11.80
5000 m/z 55.00 29.71%
41 110
s el me |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5724: 2-1sopropylimidazole T
95 11.00 11.20 11.40 11.60 11.80
m/z 41.05 28 .40%
5000
4 110
5 27 s e g |
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 11,00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 12 Thiophane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.55 26.56 ng/ul 521745 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 50
2 Cyclopentanecarboxylic acid, 3-m... 142 C8H1402 024070-72-2 43
3 .alpha.-D-Xylofuranoside, methyl... 192 C8H1605 035007-52-4 37
4 Heptanoic acid, 2-propyl-, methy... 186 C11H2202 056247-53-1 37
5 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 37
Abundance Scan 1456 (11.551 min): BN004316.D (-1448) (-) m/z 87.00 100.00%
87
5000
130
55 101
|| | | 116 ‘ 143 1eg 11.20 11.40 11.60 11.80
III"''I""I"I"I'"l'II""II""I"'I'"I'I""I"'l'I""I""'I""I""I""I m/z 130.10 31.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13582: Thiophane, propyl-
87
5000 'I""I""I""I""I'/
11.20 11.40 11.60 11.80
101 130 m/z 101.05 22 .84%
ﬁs 67 115
oy | ' i
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19856: Cyclopentanecarboxylic acid, 3-methyl-, methy!| ester
87
/\W"”I'”'I”"P"W'
11.20 11.40 11.60 11.80
5000 4 55 m/z 55.10 20.91%
27 100
N O
'WH'MH“iL“lmL““L“““?LJV““ﬁ'“m“'Vth“'J“'v“'VHw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #54920: .alpha.-D-Xylofuranoside, methyl 2,5-di-O-methyl- R B e A RERRE
87 11.20 11.40 11.60 11.80
m/z 41.10 20.80%
5000
45
57 L 100 54y 199 143 s
m/z--> 20 30 40 50 60 70 85 90 100 110 120 130 150 150 160 11:20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 13 unknown-08 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.62 4_.55 ng/ul 89455 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxolane, 2-(1,1-dimethylet... 144 C8H1602 006135-54-2 25
2 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 23
31,3- Dloxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 23
4 1,3-Dioxolane, 2-methyl-2-(2-met... 144 C8H1602 002035-08-7 17
5 1,3-Dioxane 88 C4H802 000505-22-6 17
Abundance Scan 1468 (11.622 min): BN004316.D (-1462) (-) m/z 102.05 100.00%
102
87
5000
43
ST 11.40 11.60 11.80 12.00
117 : : : :
el 7O L U r 143 s e 00 76.60%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21029: 1,3-Dioxolane, 2-(1,1-dimethylethyl)-2-methy!-
g7
5000
43 11.40 11.60 11.80 12.00
129 m/z 43.05 26.95%
57
29 | 73 .99
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13751: 3-Pentanol, 2,3,4-trimethyl-
g7
11140 11.60 11.80 12.00
5000 43 m/z 41.05 15.34%
27
|"}ﬁ"'w"'w""v"'w"'v'"|“"|”??|“"l}}ﬁl";aq"'w"'v
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20938: 1,3-Dioxolane, 2-butyl-4-methyl- A BREmEEEs
87 11.40 11.60 11.80 12.00
m/z 57.10 14 .40%
5000
41 59
71
S N NN 1 RN A - . S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1140 11.60 11.80 12.00

SOM-EPA-BN121218MA_M Fri Jan 04 07:15:18 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 14 1-Butene, 1-(methylthio)-, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.67 12.55 ng/ul 246543 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene, 1-(methylthio)-, (E)- 102 C5H10S 017414-27-6 50
2 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 50
3 2-[2-[2-(2-Butoxyethoxy)ethoxy]e... 292 C14H2806 1000351-93-9 35
4 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 33
5 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 33
Abundance Scan 1476 (11.669 mm) BN004316.D (-1470) (-) m/z 102.10 100.00%
g7 102
43
5000 55
| | | “ 1}3 127 143 11.40 11.60 11.80 12.00
el W e m/z 87.00 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4368: 1-Butene, 1-(methylthio)-, (E)-
87 102
45
5000
11.40 11.60 11.80 12.00
27 m/z 43.05 49_.99%
59 )
II||"|"|'"|""'|""|""|'"'|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30304: Hexanoic acid, 2-ethyl-, methyl ester
87 102
57 11,40 11.60 11.80 12.00
5000 m/z 55.05 36.82%
115 130
"'I""I""I""I""I""I'"'%%%'¥5?""I""I"'
m/z--> 40 100 120 140 160 180 200
Abundance #137492. 2- [ -[2- (2 Butoxyethoxy)ethoxy]ethoxy]ethyl acetate A EEmEEmEE
87 11.40 11.60 11.80 12.00
m/z 41.00 33.81%
5000 43
57
‘ 3 117 131
15\\wa\145162175191 205
m/z--> 20 40 60 80 100 120 140 160 180 200 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 15 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 14.06 ng/ul 276130 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 86
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 86
3 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 78
4 2,5,8,11-Tetraoxatetradecan-13-0... 264 C13H2805 020324-34-9 72
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 64
Abundance Scan 1495 (11.781 min): BN0O04316.D (-1488) (-) m/z 59.05 100.00%
5o
5000
45 73
117
I a7 1?3 | 151 161 11.40 11.60 11.80 12.00
b e e e e m/z 73.05 33.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65557: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000 73 DAL NI BN SUNIE I
11.40 11.60 11.80 12.00
45 117 m/z 45.00 31.10%
31 103 161
RECINN N N - B 7 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65555: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
11.40 11,60 11.80 12.00
5000 73 m/z 117.10 21.29%
45
31 103 117
s e T e e
miz--> 20 40 60 80 100 120 140 160 180 n
Abundance #65556: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth... e 4
59 11.40 11.60 11.80 12.00
m/z 41.00 17.49%
5000
45 73
117
31 103
T }?I - '\“" e ??' '|"" JI '%%1'}43"'1?%' T LRI B SRS SUNLIL I
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 18 unknown-09 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.03 5.96 ng/ul 117081 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 1,1"-[oxybis(2,l-ethaned... 218 C12H2603 000112-73-2 43
2 Butanedioic acid, ethyl methyl e... 160 C7H1204 000627-73-6 43
3 Methyl 4-methoxyacetoacetate 146 C6H1004 041051-15-4 37
4 2,13-Dibora-1,3,6,9,12,14,17,20-... 376 C16H34B208 1000150-01-2 32
5 Tripropylsilane 158 C9H22Si 000998-29-8 28
Abundance Scan 1537 (12.028 min): BN004316.D (-1529) (-) m/z 73.05 100.00%
o B
45 115
5000
101 SNAURN WS e G PN
|‘ | 87 | 131 159 11.80 12.00 12.20 12.40
....“...,”..,..h,.h.nw!. e m/z 57.00 79.83%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #75668: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57
5000 L SR RN SN A
45 11,80 12,00 12.20 12.40
29 ‘ 101 m/z 45.00 59.90%
. ‘ Ll w7 s aemene
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #31108: Butanedloic acid, ethyl methy! ester
115
29 55 1180 12.00 12.20 12.40
5000 101 m/z 115.05 55.03%
45 73 87 129
ol WL | 140160
nm/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21819: Methyl 4-methoxyacetoacetate R E e
45 11.80 12.00 12.20 12.40
m/z 41.05 33.95%
5000 101
59
15 29 ‘ 69 146
....,AM.,V.wh..:.,:%.,h.wﬂw%%¥,....“...,..”,. e
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 19 Methane, diethoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.06 20.02 ng/ul 393252 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane, diethoxy- 104 C5H1202 000462-95-3 64
2 2-Propanol, 1,1"-[(1-methyl-1,2-_.__. 192 C9H2004 001638-16-0 64
3 2-Propanol, 1-[l-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 59
5 Methane, diethoxy- 104 C5H1202 000462-95-3 59
Abundance Scan 1542 (12.057 min): BN004316.D (-1538) (-) m/z 59.05 100.00%
50
5000
45 73 103
11.80 12.00 12.20 12.40
117
S 1 N !|.?21 1 L A%0 147 166 m/z 103.05 19.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4761: Methane, diethoxy-
50
2000 31 103 11.80 12.00 12.20 12.40
47 m/z 73.10 19.71%
5 | g 7B e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
50
1180 12,00 12.20 12.40
5000 m/z 45.00 11.74%
3N 48 103
18 | L 7 s | Moz 161
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]- R EAREERaEE e
50 11.80 12.00 12.20 12.40
m/z 41.10 10.03%
5000 41
103
31
15 ‘J\ Lol 73 s 117 129 143 159 174
m/z--> 20 40 60 80 100 120 140 160 180 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.12 27.63 ng/ul 542756 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
2 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
4 Tetraglyme 222 C10H2205 000143-24-8 50
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 50
Abundance Scan 1553 (12.122 min): BN0O04316.D (-1548) (-) m/z 59.05 100.00%
50
5000
45 73 103
11.80 12.00 12.20 12.40
ol 88 ,|. ST A 17 161 175 Tz 73.10  24.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
5000 4l U R SRR BN IR
103 11.80 12.00 12.20 12.40
31 m/z 103.10 21.79%
15 | | 7 & 117 129 143 159 174
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15091: 1-Propanol, 2,2'-oxybis-
59
11.80 12.00 12.20 12.40
5000 m/z 45.00 15.71%
31 45 103
15 “‘ ‘\u‘ J__75 89
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)- BAEEE B e
59 11.80 12.00 12.20 12.40

m/z 41.05 11.40%

5000
31 45 103

15 “ M L 75 89

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 21 unknown-10 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 20.66 ng/ul 405982 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 46
2 2,5,8,11-Tetraoxatetradecan-13-o0... 264 C13H2805 020324-34-9 43
3 1-Trimethylsilyl-3-(dimethyl-n-p... 256 C14H32Si2 136935-52-9 43
4 Silane, butyltrimethyl- 130 C7H18Si 001000-49-3 38
5 Trimethyl(n-pentyl)silane 144 C8H20Si 001641-49-2 37
Abundance Scan 1583 (12.298 min): BN004316.D (-1577) (-) m/z 59.05 100.00%
59
5000
12.00 12.20 12.40 12.60
m/z 73.05 75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1998: Silane, ethyldimethyl-
59
5000 LN UL DL BN DU
45 12.00 12.20 12.40 12.60
g m/z 57.00 43.97%
15 31 |
m/z--> 25 Jo 60 85 160 150 150 160 180 200 220 2&0 2éo
Abundance #113727: 2,5,8,11-Tetraoxatetradecan-13-ol, 4,7,10-trimethyl-
59
12.00 12.20 12,40 12.60
5000 73 m/z 101.05 39.04%
117
a1 103
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 2&0 2éo
Abundance #107252: 1-Trimethylsilyl-3-(dimethyl-n-pentylsilyl)but-1-ene R B B R TR e
78 12.00 12.20 12.40 12.60
m/z 43.10 36.06%
59
5000 129
43 97 112
‘MH‘ Iy, L ‘\ H\‘ ‘\ \ ‘\ n 143 158171 186 256
m/z--> 25 Jo éo 85 100 150 150 160 180 200 220 2&0 260 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 22 unknown-11 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.38 3.68 ng/ul 72265 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 22
2 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 14
3 1H-Pyrazole, l-methyl-4-methylam... 125 C6H11N3 1000294-10-8 14
4 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 14
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 14
Abundance Scan 1597 (12.381 min): BN004316.D (-1593) (-) m/z 59.00 100.00%
59 95
41
5000 110
] || i 133 143 ;oo 12.00 12.20 12.40 12.60
W) m/z 95.10 89.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5859: 4,4-Dimethyl-2-cyclopenten-1-one
95
67
5000 110 AU DALV
a1 12.00 12.20 12.40 12.60
m/z 41.00 53.12%
27 3
s ¥ e hoa ||
miz-> 10 % 30 40 50 80 70 8 90 100 110 130 130 140 150 |
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95
a1 12.00 12.20 12.40 12,60
5000 7 67 a1 m/z 43.10 51.72%
110
LA RRRAS RS AAARS KRR ””V”W””WJW””P”W””P”W””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10787: 1H-Pyrazole, 1-methyl-4-methylaminomethy!l- A B o
95 12.00 12.20 12.40 12.60
69 m/z 55.10 49 .55%
42 124
5000 56
‘ 83
”P”W“”P”wL”mLM””P”WM”PJW”gﬁ”WA”P”W””P“W' NN DR SRR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 23 unknown-12 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.45 8.24 ng/ul 161856 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pyridinol-1-oxide 111 C5H5NO02 006602-28-4 46
2 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 35
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 35
4 1,3-Dimethyl-5-n-decylcyclohexane 252 C18H36 086710-36-3 22
5 Cyclopentane, 1,1,3-trimethyl-3-._.. 166 C12H22 074421-09-3 22
Abundance Scan 1609 (12.451 min): BN004316.D (-1606) (-) m/z 95.10 100.00%
95
111
69
5000
s
83 124 135,43 155 12.20 12.40 12.60 12.80
m/z 111.10 64 .70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6065: 3-Pyridinol-1-oxide
95 111
5000 39 LN SO BN UL SR
12.20 12.40 12,60 12.80
28 68 m/z 69.10 55.37%
84
14 A7l 4l 76
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5711: Ethanone, 1-(1H-pyrazol-4-yl)-
95
1220 12.40 12,60 12.80
5000 m/z 55.00 36.10%
110
28 39 68
1\5 m‘\ ‘ 52 \‘ 81 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5978: 5,5-Dimethyl-1,3-hexadiene e ERAREE R
95 12.20 12.40 12.60 12.80
m/z 41.05 29.71%
5000 M o 67
110
77
”W}?P”L””P”Wm”'mh”mM”WﬂLP”W””P”W””P”W””P' U UM BN BN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 24 unknown-13 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.61 14.50 ng/ul 411960 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 43
2 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 38
3 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 38
4 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 38
5 1(3H)-1sobenzofuranone, 3a,4,5,7... 182 C10H1403 054346-06-4 37
Abundance Scan 1636 (12.610 min): BN004316.D (-1629) (-) m/z 109.10 100.00%
109
5000 a1 69 95
55 83 125
137 151 169 1220 12.40 12.60 12.80 13.00
m/z 95.10 43.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109
151
5000 AR DA DU SRR
1220 12.40 12.60 12.80 13.00
m/z 69.10 39.59%
BT e ou
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109
12.20 12.40 12.60 12.80 13.00
5000 a1 67 m/z 41.05 38.27%
81
124
'”I"”I"AI'N”J'“”I"”I"”I"”I"”I"”I"”I
m/z--> 20 40 100 120 140 160 180 200
Abundance #10599. 3-Fluoro-o-xylene A
109 12.20 12.40 12.60 12.80 13.00
m/z 55.10 29.42%
124
5000
527 ® e V% ||
mz> 20 40 60 80 100 130 140 160 180 200 || | 1220 12140 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 25 unknown-14 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.71 9.44 ng/ul 268267 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 46
2 4-Pyridinol 95 C5H5NO 000626-64-2 46
3 2-Furancarboxylic acid, 2-propen... 152 C8H303 004208-49-5 43
4 1-Bromomethyl-2-chlorocyclohexane 210 C7H12BrClI 090009-23-7 43
5 3-Pyridinecarboxylic acid, 4-hyd... 139 C6H5NO3 000609-70-1 43
Abundance Scan 1653 (12.710 min): BN004316.D (-1647) (-) m/z 95.10 100.00%
9%
5000
55 69 109 124
81 PRABARSA NSNS I
12.40 12.60 12.80 13.00
..,....,....',|:'.-..,..|!-.;'...|!‘,".:.-.'i|!'.-.~.,~.-:.'.',....,'....,.'.|:.,...1.3,9....,1?.3..,. m/z 109.10  30.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5768: Ethanone, 1-(2-furanyl)-
95
5000 39 110 a0 160 1280 1800
m/z 69.05 28.06%
27 I | 67
"Pdh'JW”'W”'W””I””P'”PJ'P”'P”W'”W“'W””I””P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2661: 4-Pyridinol
95
12.40 12,60 12.80 13.00
5000 m/z 124.10 27.75%
4 67
R | :
mz-> 20 % 40 50 6 70 80 90 100 110 130 130 140 150 |
Abundance #25903: 2-Furancarboxylic acid, 2-propeny! ester I e R REmma
95 12.40 12.60 12.80 13.00
m/z 55.05 24 _55%
5000 39
S .. N T - NN S [ P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 26 unknown-15 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.93 17.61 ng/ul 500544 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5H9NO 000872-50-4 47
2 .delta.-Nonalactone 156 C9H1602 003301-94-8 38
3 Octadecane, 1l-isocyanato- 295 C19H37NO 000112-96-9 32
4 Oxazole, 4,5-dihydro-2,4,4-trime... 113 C6H11NO 001772-43-6 30
5 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 25
Abundance Scan 1690 (12.928 min): BN004316.D (-1681) (-) m/z 99.00 100.00%
42 % j\
155
5000
>7 85 112 126 NSNS IR AR
69 138 168 12.60 12.80 13.00 13.20
m/z 42.05 83.34%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3505: 2-Pyrrolidinone, 1-methyl-
99
42

12.60 12.80 13.00 13.20
28 m/z 41.05 56.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28964: .delta.-Nonalactone
99

a1

(o))
~
o

12.60 12.80 13.00 13.20

5000 42 m/z 155.10 52.59%
114
S U S0 . S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140363: Octadecane, 1-isocyanato- e R EE e e
99 12.60 12.80 13.00 13.20
m/z 98.10 27.15%
43
5000 55 112
69
29 126
JAMWM\ LWMmmmmmmm
e i , , , ,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 27 unknown-16 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.97 3.73 ng/ul 105912 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopentene-1-carboxylic acid... 140 C8H1202 068317-73-7 46
2 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C10H160 001195-79-5 43
3 L-Fenchone 152 C10H160 007787-20-4 37
4 2-n-Butyl furan 124 C8H120 004466-24-4 37
5 2-Cyclopentene-l-acetaldehyde, 2... 166 C10H1402 075332-42-2 33
Abundance Scan 1697 (12.969 min): BN004316.D (-1694) (-) m/z 81.10 100.00%
g1
5000
109
67 e 8 12,60 12.80 13.00 13.20
39 53 91 : : : :
S I N L aeg e aee 60 10 27730
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #18538: 2-Cyclopentene-1-carboxylic acid, 1-methyl-, methy...
il
5000 VN U SRR UL
12.60 12.80 13.00 13.20
m/z 127.10 17.77%
27 4 %% 65 l 93 100 125 140
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
il
. 12,60 12.80 13.00 13.20
5000 m/z 133.10 16.28%
41
152
15 27 | 5 gl et 199 155 1y
mz-> 0 20 40 60 80 100 120 140 160
Abundance #25072: L-Fenchone
il 12.60 12.80 13.00 13.20
m/z 80.00 15.82%
5000 69
41
27 53 152
4t Tl e M9 wes 1w | et
m/z--> 0 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 28 unknown-17 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.02 6.82 ng/ul 193957 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,7-Octadien-3-0l, 2,4,4,7-tetra... 182 C12H220 077142-78-0 35
2 1H-Imidazole, 2-ethyl- 96 C5H8N2 001072-62-4 27
3 1H-Imidazole, 2-ethyl- 96 C5H8N2 001072-62-4 27
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 25
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 25
Abundance Scan 1706 (13.022 min): BN004316.D (-1701) (-) m/z 55.05 100.00%
95
5000 124
135 169 " 12:80 13.00 13.20 13.40
L m/z 95.10 88.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47220: 5,7-Octadien-3-ol, 2,4,4,7-tetramethyl-, (E)-
% 110
5000 43 LR SN BRI SURBRN B
55 & 12.80 13.00 13.20 13.40 :
29 81 m/z 69.10 58.54%
123 139149 167 182
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2753 1H-Imidazole, 2-ethyl-
95
o1 " 12:80 13.00 13.20 13.40
5000 m/z 87.00 44 _30%
54
og 41 ‘
..:L.Sl.“.‘..“m l‘.l.‘l‘..|‘...‘.l....l....l....l....|...
m/z--> 20 60 80 100 120 140 160 180
Abundance #2752: 1H-Imidazole, 2-ethyl- A BREmEEEs
95 12.80 13.00 13.20 13.40
m/z 41.00 44 _25%
81
5000
54
‘ ‘ 68
"}?““"W"“'l'L"ﬂ"'ﬂ""l""l""l""|'" U R SRR SRR B
m/z--> 20 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 29 unknown-18 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.14 3.53 ng/ul 100426 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 37
2 Furan, 4-methyl-2-propyl- 124 C8H120 006148-37-4 35
3 Bicyclo[2.2.1]heptane-2,3-dione, ... 166 C10H1402 010334-26-6 35
4 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 27
5 Silane, diethyldifluoro- 124 C4H10F2Si 000358-06-5 27
Abundance Scan 1726 (13.140 min): BN004316.D (-1724) (-) m/z 95.10 100.00%
95
109
5000 €9 83 124
41 55
U0, 167 1780 1300 1320 1340
SN M I | m/z 109.10 55.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95
55 67 109
5000 4l LU SRR BN U
81 12.80 13.00 13.20 13.40
m/z 69.10 49 _.74%
|
m/z--> 20 40 60 80 100 120 140 160
Abundance #10515: Furan, 4-methyl-2-propyl-
95
12.80 13.00 13.20 13.40
5000 a m/z 124.10 48.80%
o 67 124
77
|||||2|9||||||||||||||||||1C|)8|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #34951: Bicyclo[2.2.1]heptane-2,3-dione, 1,7,7-trimethyl-,... R AR RaEE
41 95 12.80 13.00 13.20 13.40
55 m/z 125.10 45 _.82%
69
5000 27 8
138
Tl R e T 19
| 1T dhedy o Ll N Y11 P A
m/z--> 20 40 60 80 100 120 140 160 1280 13.00 13.20 1340
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 30 unknown-19 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.22 6.49 ng/ul 184565 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Octadien-2-one 124 C8H120 038284-27-4 47
2 2-Furoic acid, tridec-2-ynyl ester 290 C18H2603 1000299-24-1 35
3 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 35
4 Ethane-1,2-diamine, N,N"-bis(3-p... 248 C10H12N602 1000277-19-4 32
5 4-Pyridinol 95 C5H5NO 000626-64-2 27
Abundance Scan 1740 (13.222 min): BN004316.D (-1735) (-) m/z 95.10 100.00%
95
5000 o 69 124
I 50 1550 1940 1360
137 - - - -
151 169 m/z 124.10  38.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10492: 3,5-Octadien-2-one
95
5000 43 81 IIIIIIIIIIIIIIII|III
124 13.00 13.20 13.40 13.60
109 m/z 69.10 38.16%
67
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #136283: 2-Furoic acid, tridec-2-ynyl ester
95
'~ 13.00 13.20 13.40 13.60
5000 m/z 55.10 28.75%
o7 4155 79 | 13 135149163 181 205219233247 26
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260
Abundance #16675: 3-Hydroxypyridine monoacetate A BREmEEEs
95 13.00 13.20 13.40 13.60
m/z 41.00 22.51%
5000 43
137
67 109
15 28 ‘ | 80 | |
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 31 unknown-20 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.83 ng/ul 80298 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 35
2 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 27
3 2-Cyclopenten-1-one, 3,5,5-trime... 124 C8H120 024156-95-4 18
4 di-t-Butylacetylene 138 C10H18 017530-24-4 18
5 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 18
Abundance Scan 1758 (13.328 min): BN004316.D (-1755) (-) m/z 109.10 100.00%
9
5000
13.00 13.20 13.40 13.60
m/z 69.10 94 _77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5992: 1-Ethyl-5-methylcyclopentene
il
95
5000 67 VNSNS R
13.00 13.20 13.40 13.60
7 3 5 110 m/z 95.10 82.33%
T S A P N
m/z--> 20 40 60 80 100 120 140 160
Abundance #10587: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109
43 o 13.00 13.20 13.40 13.60
5000 124 m/z 81.10 76 .78%
53
||||||||||||||6|5||||||9:|I-|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #10572: 2-Cyclopenten-1-one, 3,5,5-trimethyl- A o e
109 13.00 13.20 13.40 13.60
m/z 124.10 71.74%
5000
39 81 124
53
"'I""I"le§?"V""I'“"I""I""I"" UL NN BN BN
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

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

Peak Number 32 unknown-21 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.39 10.63 ng/ul 302205 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid, 4-methyl- 114 C6H1002 010321-71-8 38
2 2-Pentenoic acid, 4-methyl- 114 C6H1002 010321-71-8 35
3 Bicyclo[2.2.2]octane, 1,2,3,6-te... 166 C12H22 062338-45-8 35
4 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 30
5 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 25

Abundance Scan 1769 (13.393 min): BN004316.D (-1762) (-) m/z 109.10 100.00%

6 1

5000

13.00 13.20 13.40 13.60 13.80
m/z 69.10 96.91%

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

Abundance #7233: 2-Pentenoic acid, 4-methyl-
1 59 69
5000 114 | BN LI L L L LB B
99 13.00 13.20 13.40 13.60 13.80
81 m/z 41.05 65.62%
5
U.J...$,...n,....,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7229: 2-Pentenoic acid, 4-methyl-
41 59 69
114 |IIII|IIII|IIII|IIII|II

13.00 13.20 13.40 13.60 13.80
5000 m/z 55.10 62.53%

27 99
‘\54\‘\ ! M\ |

\‘\ \“\ “QO\H .
LA L L L L L L I L BB

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

Abundance #35220: Bicyclo[2.2.2]octane, 1,2,3,6-tetramethyl- A EEE e e
109 13.00 13.20 13.40 13.60 13.80
m/z 114.00 60.71%
5000 41
55 95
29 68 81
123 137 166

L Lol b L2 s e e Sl
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN010319\
Data File : BN0O04316.D

Acq On : 03 Jan 2019 13:58

Operator : JU/SJ

Sample - J6593-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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]
Indane 8.17 8.2 ng/ul 96187 1 7.81 234748 20.0
Triethyl phosphate 9.27 15.2 ng/ul 298975 2 10.60 392929 20.0
Pentanoic acid, 2... 10.16 6.5 ng/ul 126691 2 10.60 392929 20.0
unknown-01 10.55 6.5 ng/ul 128289 2 10.60 392929 20.0
unknown-02 10.79 4.5 ng/ul 87500 2 10.60 392929 20.0
unknown-03 10.90 5.7 ng/ul 111471 2 10.60 392929 20.0
unknown-04 10.96 9.8 ng/ul 193144 2 10.60 392929 20.0
unknown-05 11.10 21.6 ng/ul 424088 2 10.60 392929 20.0
unknown-06 11.19 4.7 ng/ul 91521 2 10.60 392929 20.0
unknown-07 11.24 5.6 ng/ul 109327 2 10.60 392929 20.0
Cyclopentene, 1,2... 11.40 10.5 ng/ul 206371 2 10.60 392929 20.0
Thiophane, propyl- 11.55 26.6 ng/ul 521745 2 10.60 392929 20.0
unknown-08 11.62 4.5 ng/ul 89455 2 10.60 392929 20.0
1-Butene, 1-(meth... 11.67 12.6 ng/ul 246543 2 10.60 392929 20.0
2-Propanol, 1-[2-... 11.78 14.1 ng/ul 276130 2 10.60 392929 20.0
unknown-09 12.03 6.0 ng/ul 117081 2 10.60 392929 20.0
Methane, diethoxy- 12.06 20.0 ng/ul 393252 2 10.60 392929 20.0
2-Propanol, 1-[1-... 12.12 27.6 ng/ul 542756 2 10.60 392929 20.0
unknown-10 12.30 20.7 ng/ul 405982 2 10.60 392929 20.0
unknown-11 12.38 3.7 ng/ul 72265 2 10.60 392929 20.0
unknown-12 12.45 8.2 ng/ul 161856 2 10.60 392929 20.0
unknown-13 12.61 14.5 ng/ul 411960 3 14.45 568396 20.0
unknown-14 12.71 9.4 ng/ul 268267 3 14.45 568396 20.0
unknown-15 12.93 17.6 ng/ul 500544 3 14.45 568396 20.0
unknown-16 12.97 3.7 ng/ul 105912 3 14.45 568396 20.0
unknown-17 13.02 6.8 ng/ul 193957 3 14.45 568396 20.0
unknown-18 13.14 3.5 ng/ul 100426 3 14.45 568396 20.0
unknown-19 13.22 6.5 ng/ul 184565 3 14.45 568396 20.0
unknown-20 13.33 2.8 ng/ul 80298 3 14.45 568396 20.0
unknown-21 13.39 10.6 ng/ul 302205 3 14.45 568396 20.0
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