LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\HPCHEM1I\BNA G\METHODS\8270-BG021717.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.963 101 106 115 rBvV 145153 206980 1.97% 0.503%
2 4.580 204 211 225 rBVY 6959172 10517493 100.00% 25.566%
3 5.186 305 314 326 rBVY 4053683 6387592 60.73% 15.527%
4 8.076 798 806 812 rBV 306344 514676 4 .89% 1.251%
5 8.399 853 861 869 rBV 960335 1660151 15.78% 4.036%

8.711 907 914 926 rVB 80328 142384 1.35% 0.346%
9.228 993 1002 1011 rBV 782131 1390777 13.22% 3.381%
474639 930478 8.85% 2.262%
12.283 1516 1522 1529 rBV2 128326 195625 1.86% 0.476%
13.305 1689 1696 1705 rBV 2491245 4022567 38.25% 9.778%
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11 13.505 1723 1730 1738 rBV 160409 233543 2.22% 0.568%
12 14.122 1829 1835 1839 rBV 225060 346939 3.30% 0.843%
13 14.569 1907 1911 1917 rBV 142868 182143 1.73% 0.443%
14 14.680 1921 1930 1937 rVvv2 857331 1427940 13.58% 3.471%
15 15.515 2068 2072 2077 rVB 105602 134362 1.28% 0.327%

16 16.372 2213 2218 2221 rBV 98868 138503 1.32% 0.337%
17 17.406 2387 2394 2400 rBV2 1269524 1875358 17.83% 4 _559%
18 18.358 2548 2556 2560 rBV 274508 332668 3.16% 0.809%
19 20.003 2830 2836 2846 rVB 4715326 6123610 58.22% 14.885%
20 21.296 3052 3056 3068 rVB 94959 167658 1.59% 0.408%

21 21.543 3094 3098 3105 rVB 78612 114996 1.09% 0.280%
22 21.654 3110 3117 3130 rVB 1200845 2065487 19.64% 5.021%
23 24.857 3651 3662 3675 rBV 688426 2026626 19.27% 4.926%

Sum of corrected areas: 41138556
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On 1 Mar 2017 9:22

Operator : SJ/MA

Sample - 12012-07

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG026017.D
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Abundance TIC: BG026017.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.96 8.04 ng 206980 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 43
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 38
4 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 25
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 18

Abundance Scan 105 (3.958 min): BG026017.D (-101) (-) m/z 43.10 100.00%
43.1
5000
83.1
3.60 3.80 4.00 4.20
98.1
b B8 181 0 Th/z 83.10 12.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 SRR SRR S R
3.60 3.80 4.00 4.20
m/z 39.10 9.73%
83.0
'|%%8 Jf,,,5?P,,,, |t"9§P"" [rrrrprrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
3.60 3.80 4.00 4.20
5000 m/z 55.10 8.73%
27.0 580 830 98.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 42.10 3.41%
5000
27.0
Ll 670 830 %90
m/z--> 20 40 60 80 100 120 140 160 180 ' 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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.

4.58 408.70 ng 10517500 1,4-Dichlorobenzene-d4 8.08
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 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 86

Abundance Scan 211 (4.580 min): BG026017.D (-204) (-) m/z 83.10 100.00%
58.2 83.1
5000
3 A N UL S
| | 99.1 007 1 420 4.40 4.60 4.80 5.00
s s L o o S L m/z 55.20 97 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 NARBLARES IR SRR Y
290 420 440 4.60 4.80 500
m/z 98.10 43.58%
“\ Al ! 9"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
55.0 420 440 4.60 4.80 500
5000 m/z 43.10 39.64%
39.0
23.0 99.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R e R
55.0 83.0 420 4.40 4.60 4.80 5.00
m/z 39.10 25.82%
5000 270
"ﬂ|“J“W$”Ml'w“rl'Riq'”l"”l"”l"“l"“l"“ A S IR S
m/z--> 20 40 60 80 100 120 140 160 180 200 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.19 248.22 ng 6387590 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 (2.3.3-Trimethvloxiranv)methanol 116 C6H1202 1000306-64-7 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 27

Abundance Scan 315 (5.191 min): BG026017.D (-305) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 831 "7 1 480 5.00 520 5.40 5.60
SNSRI S YR AN -4 m/z 59.10 80.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AL R L
59.0 480 500 520 540 560
m/z 101.10 27 .41%
27\\'\ i i 83.0 10:‘I"0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 59.0
480 500 520 540 560
5000{ 18.0 m/z 58.05 23.60%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8190: (2,3,3-Trimethyloxiranyl)methanol R e
43.0 59.0 480 500 520 5.40 5.60
m/z 41.10 9.17%
5000
85.0
”"|“"|“"|“"|“'y?ﬂ"|“"w"'w"'w"'w"' GRS SR UL I
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 5

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

8.71 5.53 ng 142384 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 53
3 Furan. 3-methvl- 82 C5H60 000930-27-8 50
4 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 45
5 1H-Pyrazole, 1l-methyl- 82 C4H6N2 000930-36-9 42

Abundance Scan 914 (8.711 min): BG026017.D (-907) (-) m/z 82.10 100.00%
82.1
5000
5 "ok ok oo ok
b 2822 Tm/z 110.10 33.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 RS NARRE AR NSNS

8.40 8.60 8.80 9.00
m/z 54.10 29.52%

39.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

82.0

8.40 8.60 8.80 9.00
5000 m/z 39.10 22 .84Y%

28.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #1169: Furan, 3-methyl-
82.0 8.40 8.60 8.80 9.00
m/z 67.10 11.02%
5000
39.
IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Undecane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.28 4.20 ng 195625 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 81
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane 170 C12H26 000112-40-3 78
4 Undecane 156 C11H24 001120-21-4 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1521 (12.277 min): BG026017.D (-1516) (-) m/z 57.10 100.00%
51.1
5000
85.2
12.00 12.20 12.40 12.60
12.1
—_— ‘,I A l-ﬂ L sl 8l 394 hyz 43.10  58.86%
m/z--> 50 100 150 200 250 300 350
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000
12.00 12.20 12.40 12.60
90,0 98.0 m/z 71.10 51.17%
I\lll | |“" i ‘\I .”..14.1'?. .18.4'.0| e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
12.00 12.20 12.40 12.60
5000 m/z 85.15 31.05%
85.0
29.0
113.0141.0169.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #38315: Dodecane
57.0 12.00 12.20 12.40 12.60
m/z 41.10 28.44%
5000
85.0
29.0
\‘ \ .“ Il “11%.0‘141.0179.0
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026017.D

Aca On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample : 12012-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.51 3.27 ng 233543 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86

Abundance Scan 1731 (13.511 min): BG026017.D (-1723) (-) m/z 57.15 100.00%

57.1
5000

92 1541 13.20 13.40 13.60 13.80
198.2

e e e 282 Tm/z 43.15  58.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #83025: Hexadecane

57.0

5000
13.20 13.40 13.60 13.80

m/z 71.15 51.46%

L Fg‘.o 141.0 183.0 226.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.10 31.02%
18.0 99.0 141.0 184.0
s i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59895: Tridecane, 6-methyl- e
57.0 13.20 13.40 13.60 13.80
m/z 41.10 24 _.63%
5000
8.0
15.d l 140.0 183.0
e I L e o s s B R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026017.D

Acq On : 1 Mar 2017 9:22

Operator : SJ/MA

Sample - 12012-07

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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]
4-Penten-2-one, 4... 3.96 8.0 ng 206980 1 8.08 514676 20.0
3-Penten-2-one, 4... 4.58 408.7 ng 10517500 1 8.08 514676 20.0
2-Pentanone, 4-hy... 5.19 248.2 ng 6387590 1 8.08 514676 20.0
2-Cyclohexen-1-on. .. 8.71 5.5 ng 142384 1 8.08 514676 20.0
Undecane, 2,6-dim... 12.28 4.2 ng 195625 2 10.87 930478 20.0
Hexadecane 13.51 3.3 ng 233543 3 14.68 1427940 20.0
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