LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On : 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BMO70819MA .M
Title - SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.258 44 46 51 rvB2 44720 48368 0.94% 0.088%
2 3.869 148 150 158 rVvB 61438 83243 1.61% 0.151%
3 4.328 225 228 234 rVB2 51204 68990 1.34% 0.125%
4 5.822 474 482 493 rVB2 495423 941684 18.26% 1.711%
5 6.381 575 577 586 rVB 35420 54911 1.06% 0.100%

6.793 638 647 651 rvB2 142506 314053 6.09% 0.571%
6.899 658 665 675 rvB3 251502 600949 11.65% 1.092%
694 706 rVB 589740 926079 17.96% 1.682%
7.257 720 726 735 rBV 692256 1156365 22.42% 2.101%
7.328 735 738 748 rvVB2 36523 68167 1.32% 0.124%

O © o~ O
\l
o
o
©
o)
s
©

11 7.528 768 772 786 rVB2 27029 59034 1.14% 0.107%
12 7.728 799 806 811 rBV 634951 1016565 19.71% 1.847%
13 7.781 811 815 827 rVB2 423755 676935 13.13% 1.230%
14 7.975 842 848 859 rBvV 260960 466226 9.04% 0.847%
15 8.316 898 906 908 rBV3 57455 116846 2.27% 0.212%

16 8.345 908 911 919 rvv 69306 118917 2.31% 0.216%
17 8.434 919 926 934 rVvV 544467 945407 18.33% 1.717%
18 8.498 935 937 941 rVvv3 36333 56069 1.09% 0.102%
19 8.551 941 946 955 rvB2 70693 139624 2.71% 0.254%
20 8.816 986 991 997 rBV 323720 530867 10.29% 0.964%

21 8.887 997 1003 1012 rvVv 783216 1333431 25.86% 2.422%

22 8.951 1012 1014 1019 rvv3 26923 42460 0.82% 0.077%
23 8.998 1020 1022 1023 rvv2 13226 11999 0.23% 0.022%
24 9.040 1024 1029 1040 rVB 181341 336105 6.52% 0.611%
25 9.392 1085 1089 1093 rBvV 17521 24110 0.47% 0.044%

26 9.451 1095 1099 1114 rVB3 69427 133354 2.59% 0.242%
27 9.604 1118 1125 1137 rBV 645054 1111574 21.55% 2.019%
28 9.698 1137 1141 1145 rBV2 18619 28106 0.54% 0.051%
29 9.775 1145 1154 1162 rBV5 103935 370141 7.18% 0.672%
30 9.857 1163 1168 1174 rBV2 102502 197210 3.82% 0.358%

31 9.998 1186 1192 1206 rVvB2 127153 282083 5.47% 0.512%
32 10.134 1208 1215 1232 rVB 982725 1716552 33.28% 3.118%
33 10.292 1236 1242 1249 rBV2 42314 78326 1.52% 0.142%
34 10.363 1252 1254 1259 rVB4 10030 13784 0.27% 0.025%

SOM-EPA-BMO70819MA_.M Wed Jul 17 18:07:41 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On : 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_M\METHODS\SOM-EPA-BMO70819MA_M
= SVOA CALIBRATION

35 10.428 1259 1265 1272 rBV4 117487 224314 4 _.35% 0.407%

36 10.510 1272 1279 1284 rVV 852061 1438901 27.90% 2.614%
37 10.563 1284 1288 1294 rVB2 171464 282434 5.48% 0.513%

38 10.669 1300 1306 1313 rBV 50644 95212 1.85% 0.173%
39 10.816 1323 1331 1338 rVB6 42641 93720 1.82% 0.170%
40 10.898 1340 1345 1350 rVB6 10421 20716 0.40% 0.038%
41 11.063 1364 1373 1377 rBV7 17249 46034 0.89% 0.084%
42 11.104 1377 1380 1387 rVV3 14611 28608 0.55% 0.052%
43 11.181 1387 1393 1401 rVV 53676 99551 1.93% 0.181%
44 11.263 1402 1407 1409 rVvv4 10898 18246 0.35% 0.033%
45 11.322 1409 1417 1430 rVvv4 167054 383219 7.43% 0.696%
46 11.428 1432 1435 1442 rVV3 12392 21791 0.42% 0.040%
47 11.504 1444 1448 1451 rVv4 7891 14560 0.28% 0.026%
48 11.686 1474 1479 1484 rVB5 11036 19659 0.38% 0.036%
49 11.775 1489 1494 1498 rVB4 15434 22529 0.44% 0.041%
50 11.869 1504 1510 1515 rVV5 19268 38081 0.74% 0.069%
51 12.028 1531 1537 1540 rBvV4 8495 12446 0.24% 0.023%
52 12.098 1545 1549 1554 rVVv2 15604 24070 0.47% 0.044%
53 12.257 1571 1576 1580 rBV5 7468 11195 0.22% 0.020%
54 12.569 1626 1629 1633 rBV3 10240 11421 0.22% 0.021%
55 12.651 1639 1643 1647 rBV3 7345 13426 0.26% 0.024%
56 12.710 1647 1653 1666 rVB 163416 320083 6.21% 0.581%
57 12.833 1666 1674 1679 rBV2 18249 30473 0.59% 0.055%
58 12.963 1688 1696 1705 rBV 327811 462013 8.96% 0.839%
59 13.122 1718 1723 1728 rVB4 7292 11734 0.23% 0.021%
60 13.257 1742 1746 1748 rBV 11552 14626 0.28% 0.027%
61 13.304 1748 1754 1766 rVvVv 306161 517491 10.03% 0.940%
62 13.498 1783 1787 1798 rVV5 16636 46535 0.90% 0.085%
63 13.586 1798 1802 1805 rVvv4 9875 15172 0.29% 0.028%
64 13.633 1808 1810 1815 rVV5 8779 11498 0.22% 0.021%

65 13.786 1827 1836 1840 rVV 1843137 2511061 48.69% 4.562%

66 13.833 1840 1844 1850 rVvVv 216317 309332 6.00% 0.562%

67 13.886 1850 1853 1859 rVv2 41547 53696 1.04% 0.098%
68 14.063 1875 1883 1892 rBV 2166463 3115101 60.40% 5.659%
69 14.133 1892 1895 1900 rVB5 9123 13538 0.26% 0.025%
70 14.251 1909 1915 1924 rVB 35926 61813 1.20% 0.112%

71 14.369 1928 1935 1943 rVV2 1291121 1918391 37.20% 3.485%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On : 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_M\METHODS\SOM-EPA-BMO70819MA_M
Title = SVOA CALIBRATION

72 14.604 1967 1975 1993 rBV3 71477 191991 3.72% 0.349%
73 14.974 2030 2038 2045 rBV2 14765 24422 0.47% 0.044%
74 15.051 2047 2051 2055 rBV 8299 15437 0.30% 0.028%
75 15.127 2060 2064 2066 rVvVv 15116 22995 0.45% 0.042%

76 15.163 2066 2070 2073 rVvV 132502 169902 3.29% 0.309%
77 15.198 2073 2076 2084 rVB 65289 86856 1.68% 0.158%
78 15.363 2097 2104 2117 rVV 2692691 3889679 75.42% 7.066%
79 15.498 2122 2127 2141 rVV 576185 882380 17.11% 1.603%

80 15.604 2141 2145 2152 rVB 28844 41712 0.81% 0.076%
81 15.739 2163 2168 2178 rVB2 32057 45128 0.88% 0.082%
82 16.151 2235 2238 2243 rVB4 9757 13333 0.26% 0.024%
83 16.910 2363 2367 2371 rVB3 7649 11224 0.22% 0.020%

84 17.121 2396 2403 2410 rBV 1601146 2227954 43.20% 4.047%
85 17.221 2413 2420 2431 rBV 2841175 4012686 77.81% 7.289%

86 17.404 2447 2451 2456 rBV 18017 22037 0.43% 0.040%
87 17.786 2510 2516 2522 rBV 1237901 1423921 27.61% 2.587%
88 17.892 2529 2534 2536 rBv4 8561 13184 0.26% 0.024%
89 18.010 2550 2554 2561 rBV 107092 151234 2.93% 0.275%
90 18.092 2564 2568 2569 rBV 13733 15624 0.30% 0.028%
91 18.227 2587 2591 2594 rBV 37914 46174 0.90% 0.084%
92 18.592 2650 2653 2657 rVB5 10493 13612 0.26% 0.025%
93 19.151 2745 2748 2754 rBV 30813 45444 0.88% 0.083%
94 19.292 2769 2772 2781 rBV4 38791 65368 1.27% 0.119%
95 19.404 2788 2791 2795 rVB 26338 30718 0.60% 0.056%

96 19.515 2804 2810 2820 rBV 3576589 4746672 92.04% 8.623%
97 21.015 3062 3065 3074 rBV3 69151 125744 2.44% 0.228%
98 21.309 3110 3115 3124 rBV 1924462 2523103 48.92% 4 _.583%
99 23.421 3467 3474 3486 rVB 2773724 5157186 100.00% 9.368%
100 23.562 3492 3498 3508 rVB 1411526 2631751 51.03% 4.781%

Sum of corrected areas: 55048695
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

3500000

3000000

2500000

2000000

1500000

1000000

500000

0!

Abundance

Time--> 3.00

TIC: BM021477.D

350 400 450 500 550 6.00 650 700 750 800 850 9.50 10.00 10.50 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

Ot

TIC: BM021477.D
19,52

17.22
15.36
14.06

13.79
17.92

17.79

15.50

% J&Slﬂm 16.15 1691 17.40 788¥023 18 59

12.00 1250 13.00 13.50 14.00 14.50 15.00 15. 50 16 00 16.50 17. 00 17.50 18.00 18.50 19.00 19.50 20.00

19186294

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM021477.D
23.42

21.31
23.56

N

0

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-butoxy- Concentration Rank 1

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

5.82 18.53 ng/ul 941684 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 72
3 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 72
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 33
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 23

Abundance Scan 482 (5.822 min): BM021477.D (-474) (-) 57.10 100.00%
g7
5000 a1
87
75 540 5.60 5.80 6.00 6.20
98
o..,....,....,....',!':..??.'.'.',...‘??':.'..,...|.,...:,....,..1.1.7,.... m/z 41.05 39.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8550: Ethanol, 2-butoxy-
57
5000 29 45 R L L AR LA
540 5.60 5.80 6.00 6.20
34 87 m/z 45.05 39.13%
0 15 ‘\ ‘ ‘ 1 \‘\ 63 \7\5 100 118
mz> 10 20 % 40 80 60 70 80 90 100 110 130
Abundance
57
540 560 580 6.0 6.20
5000 45 m/z 87.10 21.55%
29 87
o 18 39 63 ° 100 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8548: Ethanol, 2-butoxy- L i o
57 540 560 580 6.00 6.20
m/z 55.05 12 .39%
5000 25
29
87
ol 15 \“\ ¥, e P 10 18
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid Concentration Rank 7

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

6.79 6.18 ng/ul 314053 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 78
4 Hexanoic acid 116 C6H1202 000142-62-1 72
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 59

Abundance Scan 647 (6.793 min): BM021477.D (-638) (-) m/z 60.10 100.00%
60
73
5000 a1
ke sd | o7 8|7 0 6.40 6.60 6.80 7.00 7.20
0 ..,....,....,....,....,..!'. L2l e e || M/Z 73.05  59.93%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #7851. Hexanoic acid
60
73 L RSASE LR RS B S
5000 27 4l 6.40 6.60 6.80 7.00 7. I20
g7 m/z 41.10 37.28%
o 35 \‘\47 53 | 67 |, 80 | 9399
m/z--> fo 25 35 4b 55 60 fo 8b 50 160 110 150
Abundance
60
6.40 6.60 6.80 7.00 7.20
5000 73 m/z 43.10 23.02%
27 4l 87
0 18 53 67 80 99 116
m/z--> fo 25 35 4b 55 éo fo 8b 50 100 110 150
Abundance #20912: Propanedioic acid, propyl- R R B
44 60 6.40 6.60 6.80 7.00 7.20
m/z 45.10 19.86%
5000 73
0"|“"w"w"ﬁﬁ'“|§'“ '”'I'“'I”ézﬁ"W"”l'”'l”'
m/z--> 10 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

7.78 13.32 ng/ul 676935 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 43
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19CIl02 005345-58-4 40

Abundance Scan 815 (7.781 min): BM021477.D (-811) (-) m/z 57.10 100.00%
57
5000 41 JL
R 750 750 750 8b0 820
o 12 207 m/z 41.10  45.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 7.40 7.60 7.80 8.00 8.20
29 ‘ 70 g3 m/z 43.10 32.22%
98
0 ..:!-8“‘.“..‘l‘...‘.‘luu“‘..|‘....‘l.:.Ul-zulu...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—h
7.40 7.60 7.80 8.00 8.20
5000 41 m/z 55.05 29.62%
29 08
15 98 112
e L U S SR WL W L WL L B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65768: Heptane, 1,1'-oxybis-
57 7.40 7.60 7.80 8.00 8.20
m/z 70.10 22 .84%
5000
70
0 45 \‘ ‘w 83 %W 117 129 171
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzyl Alcohol Concentration Rank 5

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

7.97 9.17 ng/ul 466226 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl Alcohol 108 C7H80 000100-51-6 98
2 Benzvl Alcohol 108 C7H80 000100-51-6 97
3 Benzvl Alcohol 108 C7H80 000100-51-6 97
4 N-Cbz-alvcvlalvcine p-nitropheny... 387 C18H17N307 013574-81-7 91
5 N-Benzyloxycarbonyl-L-tyrosine 315 C17H17NO5 001164-16-5 91

Abundance Scan 847 (7.969 min): BM021477.D (-842) (-) m/z 79.10 100.00%
79
108
5000
51 o1
39 65 007 7.60 7.80 8.00 8.20 8.40
0’ i e o O L m/z 108.10 70.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5228: Benzyl Alcohol
» 108
5000
51 7.60 7.80 8.00 8.20 8.40
01 m/z 77.05 63.10%
39 63
0.}?,%i.ﬁ.JW,W.NJLJW.,mh.,.”.,...w....“...,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
79 108
7.60 7.80 8.00 8.20 8.40
5000 m/z 107.10 52.05%
51 91
27 39 65
e R S S L UL W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5229: Benzy! Alcohol  EAan o R R
79 108 7.60 7.80 8.00 8.20 8.40
m/z 51.05 23.85%
5000
51
91
39 65
0 ..1.5,.2‘.7“..“,..“l‘.,“.‘..‘.‘l..“‘..,.‘.‘..,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptanoic acid Concentration Rank 17

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

8.32 2.30 ng/ul 116846 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Heptanoic acid 130 C7H1402 000111-14-8 90
3 Heptanoic acid 130 C7H1402 000111-14-8 83
4 Heptanoic acid 130 C7H1402 000111-14-8 78
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 53

Abundance Scan 907 (8.322 min): BM021477.D (-898) (-) m/z 60.00 100.00%
60
73
43
5000
87 LN AR I UL AR
| | | 53l | 101 8.00 820 8.40 8.60
o 0N 1 1 T A —— m/z 73.10 68.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12980: Heptanoic acid
60
5000 73
41 8.00 8.20 8.40 8.60
87 m/z 43.05 55.46%
27 “ 4 101
M 0 VA Y53 O I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60
800 8.20 840 8.60
5000 73 m/z 41.10 52.40%
oL 18 53 94101 113 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12979: Heptanoic acid L I
60 8.00 8.20 8.40 8.60
m/z 55.10 45 .58%
5000 73
0y M
87
0 “34 | “ 53, 1 gl | eal0l 113 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:46 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Caproic acid vinyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
835  2.34 ng/ul 118917  1,4-Dichlorobenzene-da 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Caproic acid vinvl ester 142 C8H1402 003050-69-9 64
2 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 59

1000293-61-4 50
1000293-61-7 50

3 Hexanoic acid. 3.5-difluorophenv... 228 C12H14F202
4 Hexanoic acid. 2-chlorophenvl ester 226 C12H15Cl102

5 3-Octanone 128 C8H160 000106-68-3 42
Abundance Scan 912 (8.351 min): BM021477.D (-908) (-) m/z 43.10 100.00%
43
99
5000 71
AL A e St o
55 o 11|5 133 207 8.00 820 840 8.60
O ey A A e e e m/z 99.05  72.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18883: n-Caproic acid vinyl ester
43
99 N
5000 L L L
71 8.00 820 840 8.60
27 55 m/z 71.10 45_41%
o2 | 86 | 113 142
o A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 99
8.00 8.20 8.40 8.60
5000 m/z 41.10 18.49%
71
56
o JMNNSENN | GY  R M —.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74747: Hexanoic acid, 3,5-difluoropheny! ester o
43 8.00 8.20 8.40 8.60
m/z 115.00 14.13%
99
5000
71
55
130
0 ...,JJ.. l”bﬂy.w“ & S A 28 S S C—
m/z--> O 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:47 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 2-methoxy- Concentration Rank 4

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

8.82 10.44 ng/ul 530867 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 96
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
3 Meauinol 124 C7H802 000150-76-5 91
4 Meauinol 124 C7H802 000150-76-5 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90

Abundance Scan 992 (8.822 min): BM021477.D (-986) (-) m/z 109.00 100.00%
109
81 124
5000
a0 53 T
63 8.40 8.60 8.80 9.00 9.20
Obrrprrrrprrrrpretlierl el 92 ML 184 Tz 81,05 77.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10079: Phenol, 2-methoxy-
109 124
81
5000
8.40 8.60 8.80 9.00 9.20
53 m/z 124.05 76.88%
39 63
- SR A WO 0 . O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109
8l 124 USRS LRSS SR
8.40 8.60 8.80 9.00 9.20
5000 m/z 53.10 20.91%
21 4 53 .
o 46 74 95
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10070: Mequinol
109 124 8.40 8.60 8.80 9.00 9.20
m/z 52.05 11.43%
81
5000
53
Ol 27 ?9 NIl ‘ﬁs 74 | 95
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00 9.20

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:48 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(hexyloxy)- Concentration Rank 6

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

9.04 6.61 ng/ul 336105 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 59
2 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 50
3 3-Ethvl-3-methvl-2-pentanol 130 C8H180 066576-22-5 40
4 Hexane. 1.1"-I'methvlenebis(oxv)1... 216 C13H2802 054815-12-2 38
5 Tetrahydropyran 12-tetradecyn-1-... 294 C19H3402 096249-40-0 27

Abundance Scan 1029 (9.040 min): BM021477.D (-1024) (-) m/z 43.05 100.00%
43
85
5000
57
63 75
69 15 8.80 9.00 9.20 9.40
0 ..,....,....,....',!...??.”., el plll 2810970 Tm/z 85.10  70.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #21169: Ethanol, 2-(hexyloxy)-
43
5000 27 85 IR LRSS S LR
8.80 9.00 9.20 9.40
57 6 m/z 45.05 43.58%
o W [ T e ms
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
85 8.80 9.00 9.20 9.40
5000 m/z 41.10 37.24%
57 63
ol 15 ?" 33 51 69 7 % 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13289: 3-Ethyl-3-methyl-2-pentanol e A AR R
43 84 8.80 9.00 9.20 9.40
m/z 57.05 24 _25%
55
5000
69
29
0 "I""I""ﬂl"'ﬂl'l"I“tl't' e }?}"'T}?"I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:49 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-01 Concentration Rank 10

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

9.77 5.14 ng/ul 370141 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxane. 2-methvl- 102 C5H1002 000626-68-6 32
2 .beta.-D-Ribopvranoside. methvl ... 206 C9H1805 002876-87-1 25
3 2-Phenvl-2-tert-butoxvcvclopropa... 262 C16H2203 1000222-16-9 25
4 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 25
5 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 22

Abundance Scan 1153 (9.769 min): BM021477.D (-1145) (-) m/z 43.05 100.00%
43
101
5000 87
73
57 122 159 940 9.60 9.80 10.00
0...,....',|'|.--.-.',...-.','.--..,.'...','....,1.4.5..,....,....,2.0.7.. m/z 101.10  72.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4168: 1,3-Dioxane, 2-methyl-
87
43
5000
31 101 9.40 9.60 9.80 10.00
59 m/z 87.10 41 .34%
s
0"“Iﬂ"l"'“"N'IM"I'"W""I'”'I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
101
88 9.40 9.60 9.80 10.00
5000 45 75 m/z 73.05 31.20%
58 176
O ""I""I"%%i'%%¥%4%' S L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95641: 2-Phenyl-2-tert-butoxycyclopropanecarboxylic acid,...
101 9.40 9.60 9.80 10.00
m/z 45.10 21.48%
5000 57 3
29 41
206
oL ‘ go || M5 133 181 17718 °
m/z--> 20 4'0 60 80 100 120 14'10 160 180 200 9.40 9.60 9.80 10.00

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:50 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octanoic Acid Concentration Rank 15

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

9.86 2.74 ng/ul 197210 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 80
2 Octanoic Acid 144 C8H1602 000124-07-2 59
3 Octanoic Acid 144 C8H1602 000124-07-2 53
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 47

Abundance Scan 1168 (9.857 min): BM021477.D (-1163) (-) m/z 60.05 100.00%
60 73
5000 41
101
| ] |‘| 115 129 9.60 9.80 10.00 10.20
o M| ,' -:'...,...':,....,....,....,....,....,.. m/z 73.05 78.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60
73
5000 43
9.60 9.80 10.00 10.20
gs 101 s m/z 41.05 47.97%
0 ..,.1.?.,...\.\,....,..\..?.1.1\. ‘....‘,.z..,;.‘.‘.,9?..,‘....,..‘..,..1?.7,....,1.‘.‘?.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
73 9.60 9.80 10.00 10.20
5000 43 m/z 43.05 46 .24%
29 8 101
o 18 51 M5 o9 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid R B s RaE e T
60 9.60 9.80 10.00 10.20
m/z 55.10 42 .15%
73
5000 2
85 101
m/z--> 15 ﬁo §0 Jo 55 60 75 85 gb 160 1io 150 150 150 1éo 9%0 980 10.00 10.20

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:51 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.00 3.92 ng/ul 282083 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-hvdroxv-2-methvl- 104 C4H803 000594-61-6 38
2 Silane. diethvldimethvl- 116 C6H16Si 000756-81-0 36
3 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 33
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 33
5 Butane, 2-methoxy- 88 C5H120 006795-87-5 33
Abundance Scan 1192 (9.998 min): BM021477.D (-1186) (-) m/z 59.05 100.00%
59
5000 43
73 108
91 9.60 9.80 10.00 10.20 10.40
150
ol o L 230 180207 e aRTT0 42,790
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4601: Propanoic acid, 2-hydroxy-2-methyl-
59
43
5000 81 RN SR B
9.60 9.80 10.00 10.20 10.40
m/z 73.05 16.36%
o gLy 70 86 101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
87 9.60 9.80 10.00 10.20 10.40
5000 m/z 108.05 15.11%
43 73
21 101 116
G A UL S S UL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22085: 2-Propanol, 1-(2-methoxypropoxy)- e AN e
59 9.60 9.80 10.00 10.20 10.40
m/z 91.10 10.49%
5000
31 45 73
ol L A T 8 Pusao
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:51 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 2-methoxy-4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.12 ng/ul 224314 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv-4-methvl- 138 C8H1002 000093-51-6 95
2 Phenol. 2-methoxv-4-methvl- 138 C8H1002 000093-51-6 95
3 Phenol. 2-methoxv-4-methvl- 138 C8H1002 000093-51-6 92
4 2-Methoxv-5-methvlphenol 138 C8H1002 001195-09-1 87
5 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 83
Abundance Scan 1265 (10.428 min): BM021477.D (-1259) (-) m/z 123.00 100.00%
»3 138
41 55
5000 9%
e B i
111 007 10.20 10.40 10.60 10.80
0 2 [ m/z 138.10  95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16723: Phenol, 2-methoxy-4-methyl-
123 138
5000
95 10.20 10.40 10.60 10.80
39 55 67 m/z 55.10 58.78%
8
..??,?Z.uW..WL,@&.ﬁ\...H,%Q?.,‘l..N,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
123 138

o5 10.20 10.40 10.60 10.80
5000 67 m/z 41.10 57.56%
15 39 g

27
8 106
Ol bl Il e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16717: Phenol, 2-methoxy-4-methyl- AR mamE s Lo S
123 138 10.20 10.40 10.60 10.80
m/z 95.10 51.07%
5000 95
AN 7 8
ok .}?,.h..wﬂ.nbk,n“..ﬁ\.. Ha,%97..pl...”,....,. e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:52 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Nonanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.32 5.33 ng/ul 383219 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 47
4 Heptanoic acid 130 C7H1402 000111-14-8 42
5 Heptanoic acid 130 C7H1402 000111-14-8 40
Abundance Scan 1417 (11.322 min): BM021477.D (-1409) (-) m/z 60.10 100.00%
6 7
41
5000
115
129
87 98 207 11.00 11.20 11.40 11.60
o} I m/z 73.10 92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28744: Nonanoic acid
60 73
41
5000 UL UL SULISE BUULR B
29 umnmnmnm
H 87 o8 115 159 m/z 57.10 56.09%
0 ..1.5|.‘l‘..ﬁk..”M.‘k“‘.‘.l‘l‘...“l‘...‘.|..‘..|...1.5|8....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
11.00 11.20 11.40 11.60
5000 73 m/z 41.10 52.70%
271 41
7
101 115
G S S I SR L B S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7890: Pentanoic acid, 3-methyl- TR T T
60 11.00 11.20 11.40 11.60
m/z 55.05 43 .58%
5000
87
m/z--> 25 ' 60 éo 160 150 150 1éo 1§0 260 11.00 11.20 11.40 11.60

SOM-EPA-BMO70819MA_M Wed Jul 17 18:07:53 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, 2-methyl-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.34 ng/ul 320083 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 80
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 59
3 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
4 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 42
5 Pentanoic acid, 2,2,4-trimethyl-._. 216 C12H2403 244074-78-0 42

Abundance Scan 1653 (12.710 min): BM021477.D (-1647) (-) m/z 71.05 100.00%

71

5000

12.40 12.60 12.80 13.00

o} m/z 43.10 78.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
56 12.40 12.60 12.80 13.00
83 m/z 83.10 31.13%
\L\ I “ | 111 143 173
ol il e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43
12.40 12.60 12.80 13.00
5000 m/z 56.10 29.49%
56
27 83 og
0 111 127 143 159 173185198 215 243
e B S e R I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38366: 3-Hexanone, 2,5-dimethyl-4-nitro- R Ram s A RARAE
43 12.40 12.60 12.80 13.00
n m/z 41.05 26.87%
5000
56
N P Y 83 102115127 171
,”..“..w..”,.”.,”..“..w..”,.”.,”.....w..”,.”
m/z--> 20 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, 2-methyl-, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.96 4.82 ng/ul 462013 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 90
2 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 72
3 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 64
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 56
5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 37
Abundance Scan 1696 (12.963 min): BM021477.D (-1688) (-) m/z 71.10 100.00%
!
43 56
89
5000
143 173 12.60 12.80 13.00 13.20
| .'i":'. .'|.|', . .'-'|. e M3 TS L 27 Tn/z 43.05  74.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66733: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
7
56
43
5000 89
12.60 12.80 13.00 13.20
m/z 56.10 72 .84%
0 “\ Il L H\ 1 “ L L 114 14\.3 155 1?3
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
56 89 NSNS AU BN
43 12.60 12.80 13.00 13.20
5000 m/z 89.10 61.21%
29
0 15 101 116 144
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #66729: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ... AR B
7 89 12.60 12.80 13.00 13.20
m/z 41.05 30.45%
a3 o8
5000
27
o L ‘LH M A |] 100111 128 #3185 173
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Vanillin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.30 5.40 ng/ul 517491 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 96
4 Benzaldehvde. 3-hvdroxv-4-methoxv- 152 C8H803 000621-59-0 95
5 Vanillin 152 C8H803 000121-33-5 95
Abundance Scan 1753 (13.298 min): BM021477.D (-1748) (-) m/z 151.00 100.00%
191
5000 JL
81
109
53 123 LR BN UL B B
39 65 93 137 13.00 13.20 13.40 13.60
0 o 2% m/z 152.00 95.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanillin
151
5000
81 13.00 13.20 13.40 13.60
53 109 153 m/z 81.05 33.69%
ol 18 27 2 ‘HM m --.--9-3-.----.---1-37-- e
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
151
13.00 13.20 13.40 13.60
5000 o1 m/z 109.10 21.61%
109
51 123
27 39 65 o 137
G T L UL UL B W B W LI WL WL
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #24643: Vanillin LI L L
152 13. 00 13. 20 13. 40 13. 60
m/z 123.00 17.34%
5000
81 109
51 123
Jmzofes | o | P
m/z--> ﬁo 45 60 85 160 150 140 160 1éo 260 13. 00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71619\
Data File : BM021477.D

Aca On 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.79 12.78 ng/ul 1423920 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 98
3 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 81
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 56
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 45
Abundance Scan 2517 (17.792 min): BM021477.D (-2510) (-) m/z 205.10 100.00%
205
57
5000
41
91 RN | GO
‘ | 7|7 | ||11|5 1T5]] 8 17.40 17.60 17.80 18.00 18.20
o) .|| | .'.l Nif ||.. Ly |].| |I]I| Ltk m/z 217.20 72 .25%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 B UM BULILE BN R
175 17.40 17.60 17.80 18.00 18.20
o1 189 m/z 57.10 65.85%
77 77 109 135 “ ‘ 261
0 ...luuul‘ \‘\ Hm ‘\\m U‘\\J‘\%ZHH\ \ M \H\ h H H - 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a1 17.40 17.60 17.80 18.00 18.20
5000 m/z 175.10 52.54%
205
91 175189 220
o I 09122135148161 233248261276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104142: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2... e B aa e
57 17.40 17.60 17.80 18.00 18.20
m/z 189.10 45 .86%
205
5000
177 20
77 91 100 435 40161 ‘ 101 233 261
o S T T T T Y R | W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17,40 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71619\
Data File : BM021477.D

Acq On : 16 Jul 2019 21:03

Operator : HP/JU

Sample : K3764-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-butoxy- 5.82 18.5 ng/ul 941684 1 7.73 1016570 20.0
Hexanoic acid 6.79 6.2 ng/ul 314053 1 7.73 1016570 20.0
1-Hexanol, 2-ethyl- 7.78 13.3 ng/ul 676935 1 7.73 1016570 20.0
Benzyl Alcohol 7.97 9.2 ng/ul 466226 1 7.73 1016570 20.0
Heptanoic acid 8.32 2.3 ng/ul 116846 1 7.73 1016570 20.0
n-Caproic acid vi... 8.35 2.3 ng/ul 118917 1 7.73 1016570 20.0
Phenol, 2-methoxy- 8.82 10.4 ng/ul 530867 1 7.73 1016570 20.0
Ethanol, 2-(Chexyl... 9.04 6.6 ng/ul 336105 1 7.73 1016570 20.0
unknown-01 9.77 5.1 ng/ul 370141 2 10.51 1438900 20.0
Octanoic Acid 9.86 2.7 ng/ul 197210 2 10.51 1438900 20.0
unknown-02 10.00 3.9 ng/ul 282083 2 10.51 1438900 20.0
Phenol, 2-methoxy... 10.43 3.1 ng/ul 224314 2 10.51 1438900 20.0
Nonanoic acid 11.32 5.3 ng/ul 383219 2 10.51 1438900 20.0
Propanoic acid, 2... 12.71 3.3 ng/ul 320083 3 14.37 1918390 20.0
Propanoic acid, 2... 12.96 4.8 ng/ul 462013 3 14.37 1918390 20.0
Vanillin 13.30 5.4 ng/ul 517491 3 14.37 1918390 20.0
7,9-Di-tert-butyl... 17.79 12.8 ng/ul 1423920 4 17.12 2227950 20.0
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