LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample = K5809-05

Misc :

ALS Vial : 22 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-BM111119MA.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 2.969 10 14 20 rvB 565221 558954 9.36% 2.051%
2 3.269 61 65 67 rBv 149616 168720 2.83% 0.619%
3 3.293 67 69 75 rvB2 159890 174878 2.93% 0.642%
4 3.616 119 124 129 rBvY 48261 67293 1.13% 0.247%
5 3.669 129 133 140 rVvv 75900 112601 1.89% 0.413%
6 3.758 143 148 154 rVB2 71416 112618 1.89% 0.413%
7 3.869 162 167 173 rVB 96045 122252 2.05% 0.449%
8 4.075 198 202 217 rBY 1507234 2024635 33.90% 7.428%
9 4.199 217 223 234 rVV 113822 200741 3.36% 0.737%
10 4.287 234 238 246 rVB2 59162 100329 1.68% 0.368%
11 4.587 285 289 294 rVB 115080 151244 2.53% 0.555%
12 5.534 444 450 461 rVB5 39639 88666 1.48% 0.325%
13 5.799 489 495 500 rBvV2 36940 65433 1.10% 0.240%
14 6.163 551 557 563 rBV2 41307 67405 1.13% 0.247%
15 6.681 637 645 651 rBv4 41790 92641 1.55% 0.340%

16 6.746 651 656 666 rVB5 49950 102335 1.71% 0.375%
17 7.163 722 727 732 rVB 79982 125884 2.11% 0.462%
18 7.510 778 786 796 rBV 1604399 2585780 43.30% 9.487%
19 8.057 873 879 883 rBvV 62904 101521 1.70% 0.372%

20 8.393 928 936 939 rBV5 35732 84553 1.42% 0.310%
21 8.863 1005 1016 1022 rBV1O0 34721 99091 1.66% 0.364%
22 9.204 1069 1074 1083 rVB7 31788 72363 1.21% 0.265%
23 9.363 1093 1101 1108 rBV2 33910 71741 1.20% 0.263%
24 9.469 1114 1119 1128 rBVS5 62054 144550 2.42% 0.530%
25 9.687 1152 1156 1164 rBV6 38928 89538 1.50% 0.329%

26 10.281 1246 1257 1270 rBV 2128509 3725919 62.39% 13.670%
27 10.722 1324 1332 1337 rBV 147140 256141 4._.29% 0.940%
28 10.969 1371 1374 1382 rVB6 60367 125953 2.11% 0.462%
29 11.045 1383 1387 1393 rBV7 37500 71600 1.20% 0.263%
30 11.116 1395 1399 1409 rVv7 50544 116242 1.95% 0.426%

31 11.586 1474 1479 1488 rVB7 70350 158391 2.65% 0.581%
32 12.039 1551 1556 1560 rBV5 63050 123814 2.07% 0.454%
33 12.233 1586 1589 1597 rVB4 71867 107138 1.79% 0.393%
34 12.592 1645 1650 1655 rBV2 122188 196446 3.29% 0.721%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample = K5809-05

Misc :

ALS Vial : 22 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-BM111119MA_M
SVOA CALIBRATION

35 12.757 1674 1678 1682 rBvV4 91336 163208 2.73% 0.599%

36 12.792 1682 1684 1689 rVB2 66382 92320 1.55% 0.339%
37 12.945 1706 1710 1713 rBV3 134824 214284 3.59% 0.786%
38 13.492 1800 1803 1808 rBv4 78183 114887 1.92% 0.422%
39 13.586 1815 1819 1825 rBV 440252 670325 11.23% 2.459%
40 13.910 1870 1874 1877 rBv4 180555 300237 5.03% 1.102%

41 13.945 1877 1880 1885 rVVv3 230289 446203 7.47% 1.637%
42 14.004 1886 1890 1898 rVB 473826 710178 11.89% 2.606%
43 14.169 1909 1918 1929 rBV 3100344 5143580 86.13% 18.872%
44 14.263 1931 1934 1938 rBV3 140139 210051 3.52% 0.771%
45 14.969 2050 2054 2062 rBVY 546012 751397 12.58% 2.757%

46 16.921 2382 2386 2396 rBV 3503828 5971645 100.00% 21.910%

Sum of corrected areas: 27255725
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\

BM023847.D

22 Nov 2019 02:32

Ju

K5809-05

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

TIC: BM023847.D

10.28
A

5.535.80 6.16 66585 7.16 ;1  8.06 8.39 8.86 9.208BID.69 10.720E@52  11.5¢

Time--> 3

o297 320 BEe?,d%a 459

T
.00

T I T T
850 9.00 950 10.00 10.50 11.00 11.50

T
350 400 450 500 550 6.00 650 700 750 8.00

Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

0

14.17
12.02.2312. 827095  13.3$913460M.26

TIC: BM023847.D

16.92

14.97

Time-->

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

Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

0

TIC: BM023847.D

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample - K5809-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

2.97 4_.32 ng/ul 558954 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 91
5 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 53

Abundance Scan 14 (2.969 min): BM023847.D (-10) (-) m/z 43.05 100.00%
71
5000
100
3.00 3.10 3.20 3.30 3.40
o/ ,'|~. .-.-.!.11.9..,1.6?..,299...,.26.7..,....?5? m/z 71.10 75.44%
m/z--> 0 50 100 150 200 250 300 350
Abundance #3972: Heptane
43
5000 71

3.00 3.10 3.20 3.30 3.40

m/z 57.10 58.71%
15 | lOIO
o} |I----|---- IS e e e e e ey o

T T —
m/z--> 0 50 100 150 200 250 300 350
Abundance #3971: Heptane

-

3.00 3.10 3.20 3.30 3.40

5000 71 m/z 41.10 56.13%
‘ } 100
NS O
e
m/z--> 0 50 100 150 200 250 300 350
Abundance #3970: Heptane R RS e e
43 3.00 3.10 3.20 3.30 3.40

m/z 70.10 33.91%

5000 71
100

1

-l

T T
m/z--> 0 50 100 150 200 250 300 350 3.00 3.10 3.20 3.30 3.40

3
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample - K5809-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.08 15.66 ng/ul 2024640 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 86

Abundance Scan 203 (4.081 min): BM023847.D (-198) (-) m/z 83.10 100.00%

8B
55
5000 98
43

3. 80 4. 00 4. 20 4. 40
67
o...“..Jw.d:“...,...“..Pﬁ.¥§34?.“.?77”..,?ﬁ. m/z 55.10 68.26%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43

29 98 3.80 4.00 4.20 4.40
‘ m/z 98.10 36.52%
67
OWJLM...J,,....,,....,....,....,....,....,....,....

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3169: 3-Hexen-2-one
83
R N RAREE EE R m
55 3.80 4.00 4.20 4.40
5000 43 m/z 43.05 25.55%
98
H M H‘\ 6\9 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #3168: 3-Hexen-2-one
83 3.80 4.00 4.20 4.40

m/z 39.05 18.10%

43 g5
5000
29 98
sl

ol el oo b e e R Rm

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample - K5809-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 1H-Indene, octahydro-2,2,4,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.61 ng/ul 670325 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25BO 057387-76-5 37
4 S-Phenvl 5-(phenvlthio)pentaneth... 302 C17H180S2 1000234-40-7 37
5 2,6-Pyridinedicarboxylic acid, d... 279 C15H21NO4 1000368-84-9 35
Abundance Scan 1820 (13.592 min): BM023847.D (-1815) (-) m/z 193.20 100.00%
193
5000 69 g5

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
151165 208 - 13.20 13.40 13.60 13.80 14.00

0 m/z 69.10 47 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 123 193
83 137
41 109
5000 55 LA B L L L L L L L LB

13.20 13.40 13.60 13.80 14.00
m/z 83.10 40.14%

ﬂ " | 152 179 | 208

Eanivn

ok N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
R e AR mama
123 13.20 13.40 13.60 13.80 14.00
5000 m/z 123.10 38.14%
150
95
ol 27 42 57 75 | 109 164178
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... B B o
123 193 13.20 13.40 13.60 13.80 14.00
m/z 109.10 33.38%
5000
7 208
o 151165179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample - K5809-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.76 ng/ul 710178 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 32
2 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0O 057387-76-5 25
3 1H-Pvrazole. 3.5-bis(l.1-dimethyv... 208 C13H24N2 125281-21-2 25
4 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 25
5 9-Vinylcarbazole 193 C14H1i1N 001484-13-5 22
Abundance Scan 1889 (13.998 min): BM023847.D (-1886) (-) m/z 193.15 100.00%
193
5000
208 13.60 13.80 14.00 14.20 14.40
ol 221 244 281 m/z 97.10 56.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95109 | NI LI L L LB LB L
55 137 13.60 13.80 14.00 14.20 14.40
m/z 109.10 53.73%
151 208
o 165179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex...
123 193
" 13.60 13.80 14.00 14.20 14.40
5000 83 m/z 69.10 52.89%
67
109 | oo 208
o 2 152165179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67792: 1H-Pyrazole, 3,5-bis(1,1-dimethylethyl)-4-ethyl- RRRE S R e e
193 13.60 13.80 14.00 14.20 14.40
m/z 81.10 44 .11%
5000
ol 27 % % 8195109153 | 7 | 180 | |
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 240 2('30 25';0 13. 60 13 80 14. 00 14. 20 14'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023847.D

Aca On : 22 Nov 2019 02:32

Operator :© JU

Sample - K5809-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 3
R.T. EstConc Area Relative to ISTD R.T.

14.97  2.92 ng/ul 751397  Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

11-Dioxabicvclol4.4.1Tundeca-3... 222 C13H1803 070412-52-1 47
Fluorobenzoic acid. 3-tetradec... 336 C21H33F02 1000280-61-3 43
cvclol4.1.01lheptane-7-carboxam... 222 C11H14N20S 329912-72-3 43
.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 43
,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 38

OaORrWNPE
PNTDNN
- |

Abundance Scan 2054 (14.969 min): BM023847.D (-2050) (-) m/z 123.10 100.00%

y.4

s

5000 69 95 109
41 °° 173 207
222 IIIIIIIIIIIIIIIIIIIIIII
™ 103 - - 14.60 14.80 15.00 15.20
01 m/z 69.10 41.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 LI L L L L B
109 299 14.60 14.80 15.00 15.20
137 m/z 95.10 39.36%
27 95 165
o T TN PR A Y T AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #174088: 2-Fluorobenzoic acid, 3-tetradecy! ester
123
o R
14.60 14.80 15.00 15.20
5000 m/z 81.10 38.28%
141
41 95 106
0 ,%1.5“..U,nﬁm,ﬂ..b,}}9,l...;.”.,%§§. SN~ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiazolyl)- L B o
55 123 14.60 14.80 15.00 15.20
m/z 109.10 37.78%
5000 95
41
81 140 222
0 H L il ‘H ql00 | 154 179194208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 60 14. 80 15. OO 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM112119\
Data File : BM023847.D

Acq On : 22 Nov 2019 02:32

Operator : JU

Sample - K5809-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 2.97 4.3 ng/ul 558954 1 7.51 2585780 20.0
3-Penten-2-one, 4... 4.08 15.7 ng/ul 2024640 1 7.51 2585780 20.0
1H-Indene, octahy... 13.59 2.6 ng/ul 670325 3 14.17 5143580 20.0
unknown-01 14.00 2.8 ng/ul 710178 3 14.17 5143580 20.0
unknown-02 14.97 2.9 ng/ul 751397 3 14.17 5143580 20.0
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