LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 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:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG052116 .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 7.316 753 762 775 rBV 32712 79464 11.35% 2.355%
2 7.468 782 788 797 rBV 27013 56460 8.06% 1.673%
3 7.686 818 825 837 rBV 43866 99868 14.26% 2.960%
4 8.156 894 905 917 rBV 115819 241414 34.47% 7.155%
5 8.861 1019 1025 1037 rBV 50901 113542 16.21% 3.365%
6 9.325 1097 1104 1110 rBvV2 36450 82645 11.80% 2.449%
7 10.048 1220 1227 1235 rBV2 33492 76252 10.89% 2.260%
8 10.600 1314 1321 1328 rBV2 54547 120618 17.22% 3.575%
9 10.976 1377 1385 1396 rVB 190524 390940 55.82% 11.586%
10 11.100 1401 1406 1413 rVB6 18849 41770 5.96% 1.238%
11 11.687 1500 1506 1514 rBvV8 16188 39770 5.68% 1.179%
12 11.875 1535 1538 1544 rVB4 15742 29588 4.22% 0.877%
13 12.175 1584 1589 1594 rBvV8 10655 27315 3.90% 0.810%
14 12.422 1625 1631 1638 rVB8 12615 28652 4._.09% 0.849%
15 12.827 1697 1700 1704 rBV5 14637 21912 3.13% 0.649%
16 13.573 1821 1827 1833 rBV10 24955 70342 10.04% 2.085%

17 14.172 1925 1929 1933 rBV 99659 159252 22.74% 4._.720%
18 14.419 1966 1971 1975 rBvV2 102082 165283 23.60% 4._.899%
19 14.478 1976 1981 1985 rBV 149541 272968 38.98% 8.090%
20 14.778 2028 2032 2039 rVB2 302052 555700 79.35% 16.470%

21 16.493 2321 2324 2329 rVB2 528448 700354 100.00% 20.757%

Sum of corrected areas: 3374109
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Ouant Method : Z:\HPCHEMI\BNA G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG022095.D

2e+07

1.5e+07

le+07

5000000

7. 17247 69 8.16 8. 86 9. 33 10.05 10 601QLQQI.O 11.89. 882 2. 42

A S s o L AL e
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Abundance TIC: BG022095.D
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022095.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.14 ng/ul 41770 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Citronellol 156 C10H200 000106-22-9 43
2 2-Propen-1-one. 1-cvclopropvl- 96 C6H80 059819-62-4 38
3 5-Methvl-isoxazolidin-3-one 101 C4H7NO2 041833-03-8 30
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 27
5 3-Octene, 4-ethyl- 140 C10H20 053966-51-1 22

Abundance Scan 1406 (11.100 min): BG022095.D (-1401) (-) m/z 57.00 100.00%

5000
96

111

10.80 11.00 11.20 11.40
m/z 69.00 86.61%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28226: Citronellol
69
41
5000 LA L L L L L L LB
55 82 10. 80 11. 00 11. 20 11. 40
7 ‘ 109 m/z 55.00 79.15%
138 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
27 44 55 69
R REREEEEE RS e
10.80 11.00 11.20 11.40
5000 9% m/z 41.00 50.11%
81
WTWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4038: 5-Methyl-isoxazolidin-3-one R BARRE RS S
69 10.80 11.00 11.20 11.40
41 m/z 56.00 45 _.87%
5000 101
59
.w””“”Wn”phﬁ{”m”w””,ﬁﬁpnw””“”w””“”w””“”w”. e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.03 ng/ul 39770 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a.7a-Epoxv-1H-inden-4(5H)-one. ... 152 C9H1202 039746-31-1 43
2 Methvl-3.4-0-furvlidene.beta.l-a... 242 C11H1406 053547-58-3 38
3 Oxalic acid. cvclohexvimethyl i1s... 270 C15H2604 1000309-68-3 35
4 Cvclohexane. 1-ethyl-1-methvyl- 126 C9H18 004926-90-3 35
5 Shikimic acid 174 C7H1005 000138-59-0 27
Abundance Scan 1506 (11.687 min): BG022095.D (-1500) (-) m/z 97.00 100.00%
g7
55
5000

111 R S e e
138 152163 11.40 11.60 11.80 12.00
m/z 55.00 57.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #26068: 3a,7a-Epoxy-1H-inden-4(5H)-one, tetrahydro-
97
5000 LA L L L L L L L
27 39 &g 11.40 11.60 11.80 12.00
‘ 67 79 124 150 m/z 95.00 55.28%
137
TN e S
m/z--> 2 100 120 140 160 180 200 220 240
Abundance
97
e RN RS R
11.40 11.60 11.80 12.00
5000 m/z 81.00 38.64%
57 74

114 138 169181 211 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester R EAEEEEEEEEmE
55 97 11.40 11.60 11.80 12.00
m/z 41.00 38.42%
5000 43
2 L\ A “ Ji_111 129141 227
m/z--> 20 40 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.53 ng/ul 70342 Acenaphthene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 3-ethvl-4.5-dimet... 138 C10H18 1000154-09-2 18
2 Benzenamine. 4-ethoxv- 137 C8H11NO 000156-43-4 14
3 2.4-Heptadiene. 2.4-dimethvl- 124 C9H16 074421-05-9 14
4 Cvclopentene. 3-methvyl- 82 CG6H10 001120-62-3 11
5 Isopropenylcyclopropane 82 C6H10 004663-22-3 11
Abundance Scan 1826 (13.567 min): BG022095.D (-1821) (-) m/z 69.00 100.00%
43 57 0
5000
13.20 13.40 13.60 13.80
m/z 193.00 84.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16960: 1,4-Hexadiene, 3-ethyl-4,5-dimethy!l-
67 109
5000
41 55 8l 13.20 13.40 13.60 13.80
138 m/z 43.00 79.81%
zﬁ “ R 13
| A Gl 1l 11l !
miz--> 20 40 60 8 100 120 140 160 180
Abundance
108
137 13.20 13.40 13.60 1380
5000 80 m/z 57.00 78.01%
53
15 27 39 65 92 120
miz--> 20 40 60 8 100 120 140 160 180
Abundance #10690: 2,4—Heptadiene, 2,4—dimethy|— LA L L L L B L N N B
6 109 13.20 13.40 13.60 13.80
m/z 41.00 72.82%
5000 41 55
81 124
27
| s
'”I'J”i “IwN”WHJMI'U”I“'”I"”I"”I"”I RUUUNIBA BURA SRR BN I
m/z--> 20 40 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.42 5.95 ng/ul 165283 Acenaphthene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 96
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 91
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 60
4 2-Butanone. 3-(4-tert-butvilpheno... 220 C14H2002 160875-28-5 50
5 [5,5-Dimethyl-6-(3-methyl-buta-1... 222 C14H2202 1000189-07-3 47
Abundance Scan 1971 (14.419 min): BG022095.D (-1966) (-) m/z 177.00 100.00%
117
5000
67 135
41 149 163 205 220
5 79 95 109 123 LR S B B B
192 14.20 14.40 14.60 14.80
m/z 67.00 39.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
5000 a1 L S UL S B
57 135 149 205 14.20 14.40 14.60 14.80
163 m/z 135.00 38.94%
28 27 95107 121 ‘ ‘ 102 - -
: :|I-|5| I‘I‘I |‘i“| .‘AHA | I‘\I\ : |H|“| le | Mﬁ”‘: "‘l“‘ : MI ﬁ‘:‘: ‘ ‘\ - I‘ S | N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177
220 LR S B B B
41 14.20 14.40 14.60 14.80
5000 m/z 220.00 33.51%
67 135 149 205
29 o5 163
53 79 107121 192
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 220 14.20 14.40 14.60 14.80
m/z 149.00 32.35%
41
5000 67 135 149 ;45 205
29 53 107 121 192
.-‘-‘--‘.‘--‘M.-“‘- m H 1, \M , ‘MIM\, 1 P [N T S
m/z--> 20 40 60 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052616\
Data File : BG022095.D

Aca On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.49 20.00 ng/ul 700354 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 64
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 58
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 53
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 52
Abundance Scan 2323 (16.487 min): BG022095.D (-2321) (-) m/z 57.00 100.00%

77

is i3

5000

113 183 RN R RN AR R
127141 155169 16.20 16.40 16.60 16.80

198 221 244 266 m/z 71.00 91.33%

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 85 LA L L L L L L L
16.20 16,40 16.60 16.80
m/z 43.00 42 .93Y%
29 99113127141 169102197 b
| Lo ﬂ | 1411557183777 511 205239253267 282
e i G
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
e
16.20 16.40 16.60 16.80
5000 m/z 85.00 35.15%
29 85
99 113157141155160183 198
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117657: Hexadecane, 2,6,10-trimethyl- e e ERRES BE s
57 16.20 16.40 16.60 16.80
[ m/z 41.00 21.36%
5000 43 wVP\fvﬁﬂ,quftv/erN”JhNW/
112 183
L \J 9 | 127141155169 | 197211225239253 268
L e A L S LS e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052616\
Data File : BG022095.D

Acq On : 27 May 2016 00:30

Operator : UM/SJ

Sample : H3201-14

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : 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 11.10 2.1 ng/ul 41770 2 10.98 390940 20.0
unknown-02 11.69 2.0 ng/ul 39770 2 10.98 390940 20.0
unknown-03 13.57 2.5 ng/ul 70342 3 14.78 555700 20.0
2,5-Cyclohexadien... 14.42 6.0 ng/ul 165283 3 14.78 555700 20.0
(DEL) Alkane: Str... 16.49 20.0 ng/ul 700354 4 17.53 700354 20.0
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