LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050118\
Data File : BM014890.D

Acq On : 01 May 2018 17:49

Operator : SJ/JU

Sample : J2631-14

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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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 3.340 4 9 20 rvB 795710 1115758 12.43% 1.173%
2 3.640 56 60 71 rVB 131817 193044 2.15% 0.203%
3 5.481 367 373 383 rBY 159510 245129 2.73% 0.258%
4 6.475 536 542 548 rBVY 312741 517761 5.77% 0.544%
5 7.622 730 737 746 rBV 442066 736755 8.21% 0.774%
6 7.798 760 767 778 rBV 1635542 2619263 29.18% 2.753%
7 8.016 795 804 815 rBV 1728585 2817575 31.39% 2.961%
8 8.498 878 886 892 rBV 1551558 2560304 28.52% 2.691%
9 9.192 997 1004 1015 rBV 1220406 2030634 22.62% 2.134%
10 9.681 1079 1087 1105 rVV 2044896 3457909 38.52% 3.634%

11 10.410 1202 1211 1223 rBV 1620732 2740217 30.52% 2.880%
12 10.528 1225 1231 1238 rVV2 41450 95185 1.06% 0.100%
13 10.945 1294 1302 1314 rBV 2256557 3867407 43.08% 4.064%
14 11.339 1361 1369 1382 rVB 2127881 3632749 40.47% 3.818%
15 12.569 1573 1578 1592 rBV 88615 142512 1.59% 0.150%

16 14.492 1896 1905 1912 rBV 4119267 5663933 63.09% 5.953%
17 14.804 1951 1958 1974 rBV 4394661 6490983 72.30% 6.822%
18 15.104 1998 2009 2015 rBV2 2951817 4447963 49.55% 4._.675%
19 15.157 2015 2018 2026 rVB 72922 103322 1.15% 0.109%
20 15.257 2030 2035 2052 rBV 266980 470567 5.24% 0.495%

21 15.745 2112 2118 2127 rBV 128731 181689 2.02% 0.191%
22 16.080 2167 2175 2183 rBV 5746523 8274129 92.17% 8.696%
23 16.180 2186 2192 2203 rBV 1611848 2192496 24.42% 2.304%
24 16.315 2209 2215 2220 rVB2 64791 92917 1.04% 0.098%
25 17.815 2463 2470 2480 rBV 3446992 4834816 53.86% 5.081%

26 17.915 2480 2487 2504 rVV 5926200 8525041 94.96% 8.959%
27 18.445 2571 2577 2582 rBV 968294 1156987 12.89%% 1.216%
28 20.151 2861 2867 2875 rBV 6571603 8977309 100.00% 9.435%
29 21.903 3160 3165 3172 rBV 3601390 4824994 53.75% 5.071%
30 24.227 3553 3560 3576 rVB 3953798 7803070 86.92% 8.201%

31 24.386 3580 3587 3599 rVvVB2 2087170 4339370 48.34% 4 _.560%

Sum of corrected areas: 95151788
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO050118\

BM014890.D

01 May 2018 17:49

SJ/Ju

J2631-14

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050118\
Data File : BM014890.D

Acq On : 01 May 2018 17:49

Operator : SJ/JU

Sample : J2631-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.34 8.72 ng/ul 1115760 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 9 (3.340 min): BM014890.D (-4) (-) m/z 73.05 100.00%
<}
5000 43
87
3.40 3.50 3.60 3.70 3.80
9
ObrrererdllR b 28 2L h7z 43.05  46.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA AN IS UL LARAE
43 3.40 3.50 3.60 3.70 3.80
87 m/z 55.05 28.80%
2
0.”“.”“”%%”.“”.“”.“”.“”..”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
3.40 3.50 3.60 3.70 3.80
5000 - m/z 87.10 25.52%
87
o7 4
ol 101
mwﬁmwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
3 3.40 3.50 3.60 3.70 3.80
m/z 41.10 14 .75%
41 g 87
5000
2
o} AR BN e e e e e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050118\
Data File : BM014890.D

Acq On : 01 May 2018 17:49

Operator : SJ/JU

Sample : J2631-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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 Cyclohexanone Concentration Rank 3

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

6.47 4.04 ng/ul 517761 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 94
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 87
5 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 86

Abundance Scan 541 (6.469 min): BM014890.D (-536) (-) m/z 55.00 100.00%
2 ¥
5000
98
| 69 A  m—
83 620 6.40 6.60 6.80
0 .”,...w....“.?Z:l.?%u!L,??.JL.??;J”.,...W.... m/z 42.10 80.91%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3163: Cyclohexanone
42 55
5000
27 98 6.20 6.40 6.60 6.80
69 m/z 41.05 37.51%
ol B ]| s [ sl e || 7
miz--> e A N
Abundance
55
98
42 6.20 6.40 6.60 6.80
5000 m/z 98.10 32.79%
69
83
49 63 77
G S S UL SULALLS SRS IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3164: Cyclohexanone R e R R
55 6.20 6.40 6.60 6.80
m/z 38.95 27.77%
42
5000 98
- 69
15 33 || a9 63 H 7.5
0 ”'l"'w'"wl“"iJ"w'll'l“"l"'ﬂ'h"l“"\"'
m/z--> 10 20 30 40 50 60 70 8 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050118\
Data File : BM014890.D

Acq On : 01 May 2018 17:49

Operator : SJ/JU

Sample : J2631-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.44 4.79 ng/ul 1156990 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 90
3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
4 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 45
5 2-Methyl-4,5-dimethoxycrotonophe... 220 C13H1603 207233-94-1 38

Abundance Scan 2576 (18.439 min): BM014890.D (-2571) (-) m/z 57.10 100.00%

g7
41 205

5000
91

115 135 161 18.20 18.40 18.60 18.80

0 m/z 205.10 64 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LI L  LL  LLL  LLB L B BLBL
175 18.20 18.40 18.60 18.80
o1 189 m/z 41.05 61.65%
0 II”I”\M\ I\‘I\”Hm ‘\\m U‘\MH\ H\H\ \Hh \H\ M H H - 276
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57
R E s e R ABERARRS
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5000 m/z 55.10 54 .64%
205
91 175 220
7 189
. 109 135 161 o34 261276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H...
43 205 18.20 18.40 18.60 18.80
m/z 175.10 39.25%
5000 L
163 220
9 121 149
77 105 ‘
Mo A e O 1Y I N PN |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050118\
Data File : BM014890.D

Acq On : 01 May 2018 17:49

Operator : SJ/JU

Sample : J2631-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

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

-Internal Standard---|

H* 1

|
TIC Top Hit name RT EstConc Units Response |

RT Resp Conc]
Butane, 2-methoxy... 3.34 8.7 ng/ul 1115760 1 8.50 2560300 20.0
Cyclohexanone 6.47 4.0 ng/ul 517761 1 8.50 2560300 20.0
7,9-Di-tert-butyl... 18.44 4.8 ng/ul 1156990 4 17.82 4834820 20.0
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