LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BMO71318MA.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 3.458 26 29 39 rvB2 13540 23388 1.01% 0.105%
2 7.357 688 692 710 rBB 68606 118699 5.14% 0.531%
3 7.522 714 720 729 rBV 190678 306350 13.26% 1.369%
4 7.722 749 754 770 rBV 262561 435315 18.84% 1.946%
5 8.198 829 835 848 rBB 185604 313602 13.57% 1.402%

8.916 952 957 973 rBV 191338 343889 14.88% 1.537%
9.381 1030 1036 1048 rBvV 299146 503746 21.80% 2.251%
1153 1159 1174 rBB 280372 481478 20.84% 2.152%
10.639 1244 1250 1267 rBV 360670 662408 28.67% 2.961%

QOO ~NO®
=
o
=
o
N

1 11.016 1307 1314 1326 rBV 283762 482572 20.89%% 2.157%
11 12.386 1538 1547 1554 rBV6 8506 24459 1.06% 0.109%
12 12.528 1565 1571 1573 rBV3 15164 23717 1.03% 0.106%
13 12.710 1598 1602 1613 rVB6 17268 37106 1.61% 0.166%
14 12.816 1613 1620 1626 rBV5 11295 24771 1.07% 0.111%
15 12.939 1633 1641 1644 rBV5 15837 39441 1.71% 0.176%
16 12.969 1644 1646 1653 rVB6 14684 25408 1.10% 0.114%
17 13.357 1707 1712 1719 rBv4 18354 34757 1.50% 0.155%
18 13.486 1730 1734 1744 rVB7 24626 57185 2.48% 0.256%
19 13.598 1747 1753 1760 rBV5 31056 74049 3.20% 0.331%

20 13.692 1763 1769 1774 rBV5 69232 132216 5.72% 0.591%

21 13.780 1774 1784 1789 rVV5 53397 156804 6.79% 0.701%
22 13.833 1789 1793 1797 rVV2 63451 101663 4._.40% 0.454%

23 13.875 1797 1800 1805 rVB5 24024 40154 1.74% 0.179%
24 14.033 1821 1827 1828 rBV4 27717 41984 1.82% 0.188%
25 14.110 1836 1840 1843 rBV 61351 85428 3.70% 0.382%
26 14.145 1843 1846 1851 rVB4 43235 63378 2.74% 0.283%

27 14.233 1855 1861 1868 rVvVv 902257 1282022 55.49% 5.730%
28 14.304 1868 1873 1883 rVB5 83273 204825 8.87% 0.915%

29 14.386 1883 1887 1889 rBv4 37252 52304 2.26% 0.234%
30 14.422 1890 1893 1899 rVBS8 25191 39401 1.71% 0.176%
31 14.522 1904 1910 1916 rBV 968635 1367307 59.18% 6.111%
32 14.604 1921 1924 1929 rVB3 49888 87099 3.77% 0.389%
33 14.686 1934 1938 1943 rVB3 42680 73367 3.18% 0.328%
34 14.739 1944 1947 1951 rBV6 19344 33159 1.44% 0.148%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_M
SVOA CALIBRATION

35 14.822 1956 1961 1969 rVB2 496923 777367 33.65% 3.474%

36 14.892 1969 1973 1974 rBV3 18333 24177 1.05% 0.108%
37 15.027 1989 1996 1997 rBvV4 42833 79576 3.44% 0.356%
38 15.057 1997 2001 2008 rVV3 100321 199697 8.64% 0.893%
39 15.351 2048 2051 2052 rBV 29294 29603 1.28% 0.132%

40 15.574 2086 2089 2095 rVB5 61045 100951 4._.37% 0.451%

41 15.663 2101 2104 2109 rBV4 35672 67175 2.91% 0.300%
42 15.810 2123 2129 2135 rBV 1262927 1743480 75.46% 7.792%
43 15.951 2148 2153 2158 rBVY 529044 813172 35.20% 3.634%
44 16.163 2187 2189 2195 rVB4 82452 115386 4._.99% 0.516%

45 16.257 2202 2205 2211 rBV5 58786 78085 3.38% 0.349%
46 16.804 2294 2298 2304 rVB5 46756 73022 3.16% 0.326%
47 17.168 2357 2360 2366 rVBS8 34540 49374 2.14% 0.221%

48 17.245 2370 2373 2378 rBV3 80636 115442 5.00% 0.516%
49 17.304 2380 2383 2389 rVB2 85085 119625 5.18% 0.535%
50 17.557 2420 2426 2432 rBV 719113 1083943 46.91% 4._.845%

51 17.657 2437 2443 2449 rVB 1474184 2088958 90.41% 9.336%
52 18.404 2567 2570 2579 rVB 121015 210787 9.12% 0.942%
53 18.886 2648 2652 2659 rVB 62534 93343 4.04% 0.417%
54 19.662 2780 2784 2791 rVB2 88782 139224 6.03% 0.622%
55 19.915 2821 2827 2835 rBV 1787341 2310441 100.00% 10.326%

56 21.674 3121 3126 3135 rBV 924531 1153670 49.93% 5.156%
57 23.886 3494 3502 3510 rVB 1118312 2123740 91.92% 9.492%
58 24.033 3520 3527 3537 rVB 521286 1010913 43.75% 4.518%

Sum of corrected areas: 22374602
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_M
SVOA CALIBRATION

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

Abundance

1500000

1000000

500000

TIC: BM016131.D

10.64
7.72 9.38 10.10 K 11.02

e v T 7

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1500000

1000000

500000

0

TIC: BM016131.D
19.92

17.66

15.81

14.52
14.23

18.40

18.89 19.66
NSO

Time--> 12.

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

1500000

1000000

500000

0

TIC: BM016131.D

23.89

21.67

P4.03

) I | I

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.40 ng/ul 132216 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diallvl sulfide 114 C6H10S 000592-88-1 49
2 Diallvl sulfide 114 C6H10S 000592-88-1 46
3 Diallvl sulfide 114 C6H10S 000592-88-1 46
4 Cvclopropanecarboxvlic acid. met... 100 C5H802 002868-37-3 45
5 5-Hexen-2-ol, 5-methyl- 114 C7H140 050551-88-7 38
Abundance Scan 1769 (13.692 min): BM016131.D (-1763) (-) m/z 44.95 100.00%
458.0 174.0
59.0 99.0 129.0
5000
113.40 13.60 13.80 14.00
0! m/z 174.00 86.49Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7328: Diallyl sulfide
458.0
73.0
5000
114.0 13.40 13.60 13.80 14.00
99.0 m/z 41.10 84 .65%
27.0
ol 59,0 1L, A
m/z--> 20 40 60 80 160 150 150 1éo 1§0
Abundance #7327: Diallyl sulfide
458.0 73.0
13.'40 13.|60 13.|80 14.'00
5000 114.0 m/z 39.05 78.68%
99.0
27.0
0 ..‘.lu‘...“i‘.“. .“S.QEO.H“.“.‘H.M‘. R o B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7329: Diallyl sulfide  EAmEEmEEE RS
45.0 13.40 13.60 13.80 14.00
73.0 m/z 129.00 77 .54%
5000 114.0
270 99.0
0 IIIII‘III”\I“I |”5|?i0‘l“|“ ‘l‘:“‘:::‘luuu“uluuuul|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.62 ng/ul 101663 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. di(5-methoxv-3-me... 346 C18H3406 1000330-26-5 27
2 Butane. 1l-isothiocvanato- 115 C5HONS 000592-82-5 18
3 Butane. 1l-isothiocvanato- 115 C5HONS 000592-82-5 18
4 Cvclopropane. l1-chloro-2-(1-prop... 116 C6H9CI 074752-94-6 15
5 Allyloxy-t-butyldimethylsilane 172 C9H200Si 085807-85-8 14
Abundance Scan 1792 (13.827 min): BM016131.D (-1789) (-) m/z 115.00 100.00%
81.1 115.0
45.0
5000
188.0
143.1 13.60 13.80 14.00 14.20
o} m/z 81.10 85.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #181109: Succinic acid, di(5-methoxy-3-methylphenyl) ester
116.0
5000 45.0 83.0 ' 13.60 13.80 14.00 14.20
m/z 45.00 53.55%
ol 2mo | Lol Jl ) 1330 231.0
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance #7781: Butane, 1-isothiocyanato-
116.0
410 R BRI SO B B
13.60 13.80 14.00 14.20
5000 72.0 m/z 41.10 43 .45%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7778: Butane, 1-isothiocyanato- R AEEmEEES L
41.0 115.0 13.60 13.80 14.00 14.20
m/z 39.00 41.29%
5000 72.0
0 }2?....,....“...,.??P.”.,....,....,...w....,....,...., A A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 4-Methylthiazole Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.11 2.20 ng/ul 85428 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvlthiazole 99 C4H5NS 000693-95-8 50
2 2-Propvlthiazole 127 CG6HONS 017626-75-4 47
3 3-Aminobutanoic acid. N-dimethvl._.. 172 C8H16N202 1000375-77-6 43
4 Thiazole. 5-methvl- 99 C4H5NS 003581-89-3 40
5 1,4-Dioxaspiro[4.5]decane, 8-(me... 188 C9H1602S 055103-51-0 38
Abundance Scan 1840 (14.110 min): BM016131.D (-1836) (-) m/z 99.00 100.00%
9.0
5000
41.0 143.1
69.1 RN UL BN I
115.1 188.1 13.80 14.00 14.20 14.40
o m/z 143.10 27 .36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3458: 4-Methylthiazole
99.0
71.0
5000
13.80 14.00 14.20 14.40
45.0 m/z 41.05 26.79%
120 27.0
0 R L B L B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11785: 2-Propylthiazole
94.0
58.0 13:80 14.00 14.20 14.40
5000 m/z 45.00 20.32%
41.0 126.0
0"'W'”"NJ”MI"7??'”'M""PM"I"”I""I”"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40222: 3-Aminobutanoic acid, N-dimethylaminomethylene-, m... A R R
99.0 13.80 14.00 14.20 14.40
m/z 69.10 19.31%
5000 24.0
172.0
72.0
0 \ \‘H |, ‘ m‘ | 1“\‘5 0 141.0 15\7 0
m/z--> ﬁo ' 60 éo 160 120 1&0 160 1§o 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.30 5.27 ng/ul 204825 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dioxaspirol4.51decane. 8-(me... 188 C9H1602S 055103-51-0 38
2 2-Butenedioic acid (2)-. diethvl... 172 C8H1204 000141-05-9 38
3 Spiroll.3-dioxolane-2.1"(4"H)-na... 210 C12H1803 021727-93-5 38
4 Phosphoric acid. diethvl pentvl ... 224 C9H2104P 020195-08-8 37
5 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 37
Abundance Scan 1872 (14.298 min): BM016131.D (-1868) (-) m/z 99.00 100.00%
9d.0
5000
41.1 590 143.0
83.0 127.0 170.1 1881 14.00 14.20 14.40 14.60
0’ m/z 41.10 29.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52040: 1,4-Dioxaspiro[4.5]decane, 8-(methyithio)-
9d.0
5000 L BUULI UM B BUL
14.00 14.20 14.40 14.60
188.0 m/z 143.00 27 .36%
0 58.0 79 0 | 125.0 14"2.0
miz--> R N N N T A ST AR o
Abundance #40132: 2-Butenedioic acid (2)-, diethyl ester
9d.0
14.00 14.20 14.40 14.60
5000 127.0 m/z 59.00 25.85%
29.0
54.0
82.0 143.0
o..l.“.o,.“.‘..,...“‘.,..‘;.,‘....l....,.‘l..,‘....,.1.7?'.°,....
m/z--> 20 40 80 100 120 140 160 180
Abundance #69240: Splro[l,S—dioonane—Z,l'(4'H)—naphthalen]—4'—one, R B RAREE RS
99.0 14.00 14.20 14.40 14.60
m/z 69.10 22 .85%
5000
55.0 810
0"'w""ﬂ"JH'“"l“"'V'w'l""w"'l""l”" UL AL B B
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.24 ng/ul 87099 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Aza-2-thiothvmine 143 C4H5N30S 000615-76-9 38
2 6-Aza-2-thiothymine 143 C4H5N30S 000615-76-9 38
3 Glutaric acid. ethvl tridec-2-vn... 338 C20H3404 1000360-11-9 32
4 Malonic acid. butvl 3-hexvl ester 244 C13H2404 1000349-12-0 32
5 4-Chloro-6-(methylamino)pyrimidine 143 C5H6CIN3 065766-32-7 32
Abundance Scan 1923 (14.598 min): BM016131.D (-1921) (-) m/z 143.05 100.00%
148.1
188.0 PVALVASE S A A
67.0 109.1 1420 14'40 1460 14.80 15.00
0! m/z 45.00 45 _.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20140: 6-Aza-2-thiothymine
56.0 148.0

14.20 14.40 14.60 14.80 15.00
m/z 87.00 39.84%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20139: 6-Aza-2-thiothymine
143.0
56.0 M
14.20 14.40 14.60 14.80 15.00
5000 m/z 41.10 38.87%
27.0
85.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #175336: Glutaric acid, ethyl tridec-2-ynyl ester A EEEEE B
148.0 14.20 14.40 14.60 14.80 15.00
m/z  59.00 28.68%
5000 115.0
87.0
o 430 670 | 1790 211.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 2-Propenoic acid, 3-ethoxy-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.60 ng/ul 100951 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-ethoxv-. eth... 144 C7H1203 005941-55-9 52
2 4-Nonanone 142 C9H180 004485-09-0 47
3 4-Methvlthiazole 99 C4H5NS 000693-95-8 47
4 Silane. ethenvldiethvImethvl- 128 C7H16Si 018292-29-0 38
5 Pantolactone 130 C6H1003 000599-04-2 35
Abundance Scan 2088 (15.569 min): BM016131.D (-2086) (-) m/z 99.00 100.00%
43.1
5000
15.20 15.40 15.60 15.80
o} m/z 71.05 82.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20713: 2-Propenoic acid, 3-ethoxy-, ethyl ester, (E)-
71.0
5000 290 990 B NN B B SR
15.20 15.40 15.60 15.80
43.0 m/z 43.10 56.20%
0 T v
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19933: 4-Nonanone
4230 7210
1520 15.40 15.60 15.80
5000 990 m/z 41.00 37.39%
27.0
0"'I'M"hh"bl"l'Iw"'i”"I"'%f%?"l""l"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3459: 4—I\/Iethylthiazole L LI L L L N BN B
71.0 99.0 15.20 15.40 15.60 15.80
m/z 39.00 33.46%
5000 45.0
27.0
0 ”'I'W'NI“"“"M'I""F”"I""I"”I""I"" L SN B B SR
m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 5
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.97 ng/ul 115386 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvidichloromethvlsilane 154 C4H8CI2Si 001873-92-3 38
2 Furazan-3-amine. 4-methoxvy- 115 C3H5N302 078350-48-8 18
3 Silane. dichlorodimethvl- 128 C2H6CI2Si 000075-78-5 16
4 Silane. dichlorodimethyl- 128 C2H6CI2Si 000075-78-5 16
5 Glutaric acid, 3-methylbut-2-eny... 242 C13H2204 1000360-08-5 14
Abundance Scan 2189 (16.163 min): BM016131.D (-2187) (-) m/z 113.05 100.00%
118.1
411 470
5000 85.0
15.80 16.00 16.20 16.40
(o} m/z 115.00 73.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27166: Allyldichloromethylsilane
11B8.0
5000 L LR UL DU B B
15. 80 16. oo 16. 20 16.40
63.0 m/z 41.10 70.70%
39.0 : 154.0
0! 79.0 | |I
m/z--> 200 40 60 80 100 150 150 1éo 180 260 220
Abundance #7684: Furazan-3-amine, 4-methoxy-
115.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 45.00 68.44%
58.0
0"'I”"ﬂf”'l"”I"'W""P"'I”"I"” LI S
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #11956: Silane, dichlorodimethyl- R EE R E s
118.0 15.80 16.00 16.20 16.40
m/z 67.00 66.31%
5000
63.0 93.0
oL150 360 | i 1300
m/z--> 26 45 éo 85 160 150 150 1éo 180 260 220 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.13 ng/ul 115442 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-methvl-4-(l-methv... 138 C10H18 001124-27-2 55
2 Bicvclol4.1.0lheptane., 3.7.7-tri... 138 C10H18 006069-97-2 50
3 Bicvclol4.1.0lheptane., 3.7.7-tri... 138 C10H18 018968-23-5 49
4 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 002778-68-9 46
5 5-Undecyne 152 C11H20 002294-72-6 45

Abundance Scan 2372 (17.239 min): BM016131.D (-2370) (-) m/z 95.10 100.00%

411 94.1
67.1

121.1

5000

17.00 17.20 17.40 17.60

0 m/z 41.10 95.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-

95.0
67.0
5000 LIRS
138.0 17.00 17.20 17.40 17.60
41.0 ' m/z 67.10 80.28%

o SN TN AN NSRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17020: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.al...

41.0 670 95.0

17.00 17.20 17.40 17.60

5000 m/z 69.05 77.33%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha.... b RRREE EE s
95.0 17.00 17.20 17.40 17.60
m/z 81.10 76.23%
0 15.0 H " ) 1 Al
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 Benzeneacetic acid, 2-fluor... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.21 ng/ul 119625 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. 2-fluoro-4.5... 214 C10H11FO4 091407-50-0 50
2 Phenol. 4-methoxv-2-nitro- 169 C7H7NO4 001568-70-3 49
3 Pvrimidine. 2.4-diamino-6-methvl... 169 C5H7N502 002829-59-6 49
4 2-Chlorophenvl isothiocvanate 169 C7HA4CINS 002740-81-0 47
5 2-chloro-4,5-methylenedioxypheny... 212 C10H9CIO3 1000378-96-4 47
Abundance Scan 2382 (17.298 min): BM016131. D ( 2380) (-) m/z 169.10 100.00%
41.1 69.1
5000
17.00 17.20 17.40 17.60
o} m/z 41.10 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72195: Benzeneacetic acid, 2-fluoro-4,5-dimethoxy-
169.0
214.0
5000 L SRR S B B
17.00 17.20 17.40 17.60
195.0 m/z 69.10 41.94%
o 4? O 3 O .83I © ||.1OZ. 0 I|| . 151 0 195.0
m/z--> 20 40 éo 80 100 120 140 1éo 180 200 220
Abundance #37724: Phenol, 4-methoxy-2-nitro-
169.0
17.00 17.20 17.40 17.60
5000 m/z 45.00 38.98%
79.0
53.0 10701240
0"'3§9W'JLIT'”h'”“lwh'ﬂ"W"“l'm'l”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37622: Pyrimidine, 2,4-diamino-6-methyl-5-nitro- R R R
169.0 17.00 17.20 17.40 17.60
m/z 55.05 38.03%
5000 43.0
81.0
110.0
0 FF%?.u‘..pL A8 ..%?? i e — N
m/z--> 20 40 60 8 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.40 3.89 ng/ul 210787 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 70
2 Undecanoic acid 186 C11H2202 000112-37-8 58
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2569 (18.398 min): BM016131.D (-2567) (-) m/z 41.10 100.00%
T W\M
5000
83.0 120.0 183.1 228.1
. 153.0 2561 | | 18.00 18.20 18.40 18.60 18.80
o} - m/z 43.10 96.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000 AR SRR SR
129.0 18100 1820 18,40 18.60 18.80
‘ ‘ 970 185.0 228.0 m/z 60.00 88.83%
0...|.|.|..||.'..'|' .':‘I J||| i“..'.‘l:l.“.'..'...}6.('3.'9. P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid
60.0
18.00 18.20 18.40 18.60 18.80
5000 41lo m/z 73.00 84.02%
85.0 129.0
186.0
ossol MMl gorg [ [aspo BRO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid e o
410 600 18.00 18.20 18.40 18.60 18.80
: m/z 55.10 75.96%
- MMJ\MN%J
870 129.0
ool Wl o w0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 00 18 20 18 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO73018\
Data File : BM016131.D

Aca On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.66 2.41 ng/ul 139224 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2784 (19.662 min): BM016131.D (-2780) (-) m/z 43.10 100.00%

5000

i

19.40 19.60 19.80 20.00

0 m/z 41.05 91.49%
m/z--> 50 100 150 200 250 300
Abundance #131259: Octadecanoic acid
5000 TT T[T T T T[T T rrrrrrr1
1290 19. 40 19 60 19. 80 20. 00
284.0 m/z 55.05 87 .83%
0 185.0 241.0
0 : J‘h ) 157 0 [ 213.0 | i
- T T T T T I T T T T I T T T T I T T T T I
m/z--> 150 200 250 300
Abundance #131258 Octadecanoic acid
43.0
R N REE
19.40 19.60 19.80 20.00
5000 129.0 m/z 73.00 75.65%
284.0
B u o 2579 o | | S
m/z--> 150 200 250 300
Abundance #131261 Octadecanoic acid B EERR Bam e L
43.0 19.40 19.60 19.80 20.00
m/z 60.00 68.20%
5000 129.0
l 185.0 241.0  284.0
wm l 20 | 1
m/z--> 200 250 300 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO73018\
Data File : BM016131.D

Acq On : 30 Jul 2018 23:50

Operator : SJ/JU

Sample : J4149-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO71318MA_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]
unknown-01 13.69 3.4 ng/ul 132216 3 14.82 777367 20.0
unknown-02 13.83 2.6 ng/ul 101663 3 14.82 777367 20.0
4-Methylthiazole 14.11 2.2 ng/ul 85428 3 14.82 777367 20.0
unknown-03 14.30 5.3 ng/ul 204825 3 14.82 777367 20.0
unknown-04 14.60 2.2 ng/ul 87099 3 14.82 777367 20.0
2-Propenoic acid,... 15.57 2.6 ng/ul 100951 3 14.82 777367 20.0
unknown-05 16.16 3.0 ng/ul 115386 3 14.82 777367 20.0
Cyclohexane, 1-me... 17.24 2.1 ng/ul 115442 4 17.56 1083940 20.0
Benzeneacetic aci... 17.30 2.2 ng/ul 119625 4 17.56 1083940 20.0
Tetradecanoic acid 18.40 3.9 ng/ul 210787 4 17.56 1083940 20.0
Octadecanoic acid 19.66 2.4 ng/ul 139224 5 21.67 1153670 20.0
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