LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083240.D

Acq On : 24 Nov 2015 16:48

Operator : UM/1Z

Sample - G4496-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF112115.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 height area % max. total
1 2.273 23 25 34 rvVB 34092 86245 1.28% 0.163%
2 2.924 80 82 99 rvB 224280 484364 7.19% 0.917%
3 4.033 176 179 194 rBV 931693 1690343 25.08% 3.199%
4 4.753 240 242 255 rVvB 1057032 1679092 24.92% 3.177%
5 5.222 280 283 285 rBV 4478263 5224916 77.53% 9.887%

6.284 373 376 378 rBV 4629852 5262417 78.09% 9.958%
6.387 383 385 387 rBV 5874406 5482085 81.35% 10.374%
6.605 403 404 407 rBvV 812689 1041242 15.45% 1.970%
6.765 416 418 421 rBV 3890744 3931198 58.34% 7.439%
7.187 452 455 457 rBV 2698996 3786041 56.18% 7.164%

=
QO ~NO®

11 7.896 515 517 520 rBV 1447809 1401611 20.80% 2.652%
12 8.982 609 612 614 rBV 6151144 6225100 92.37% 11.780%
13 9.599 663 666 668 rBvV 87091 132529 1.97% 0.251%
14 9.645 668 670 673 rVvB 1567160 1572049 23.33% 2.975%
15 10.433 736 739 742 rBV 3556088 3994677 59.28% 7.559%

16 11.119 797 799 802 rBV 1559284 1614296 23.95% 3.055%
17 11.679 845 848 854 rBV2 79520 124050 1.84% 0.235%
18 12.457 914 916 923 rBV 72132 117957 1.75% 0.223%
19 12.719 936 939 941 rBV 5316402 6738960 100.00% 12.752%
20 13.748 1026 1029 1032 rBV 1596662 1471788 21.84% 2.785%

21 15.108 1145 1148 1151 rBV 659876 783666 11.63% 1.483%

Sum of corrected areas: 52844626
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083240.D

Acq On : 24 Nov 2015 16:48

Operator : UM/I1Z

Sample - G4496-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083240.D
6000000 6,39

5000000
592 6.24

4000000 6.76
3000000 719

2000000
7.90
4.75
1000000 4.03 6.60

Tl

Ot g S Ao ——————— e e

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance TIC: BF083240.D
6000000 8|98

12.72
5000000

4000000
10.43

3000000

2000000
9.64 11.12 13.75

1000000

9.60 N 11.68 12.46

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50

Abundance TIC: BF083240.D
6000000

5000000

4000000

3000000

2000000

1000000§ 11

e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083240.D

Acq On : 24 Nov 2015 16:48

Operator : UM/I1Z

Sample - G4496-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5

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

2.92 9.30 ng 484364 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 33
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 28
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 16
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 82 (2.924 min): BF083240.D (-80) (-) m/z 43.10 100.00%
43
5000 j\\_
o | 4B & 83 o5 260 280 3.00 320
SRR 4 U . S0 AN N - A— m/z 83.10 10.34%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43
5000 LS SRR UL AR
2.60 2.80 3.00 3.20
m/z 39.05 8.88%

29 | 55 8‘3 98
| 1y 1
L o o B 0 o o o R IR s i e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43

2.60 2.80 3.00 3.20

5000 m/z 55.10 5.61%
. 27 55
37 49 65 71 77 83 98
L o o o LA A I e e o B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl-
43 2.60 2.80 3.00 3.20

m/z 41.10 4._42%

5000
27 55 98
|| 37, .| 49 | 61 67 77 83 |

m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2. 80 3. OO 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083240.D

Acq On : 24 Nov 2015 16:48

Operator : UM/I1Z

Sample - G4496-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Hexen-2-one Concentration Rank 3

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

4.03 32.47 ng 1690340 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 179 (4.033 min): BF083240.D (-176) (-) m/z 83.10 100.00%
a3
5000 43 F
98
3.60 3.80 4.00 4.20 4.40
...,....,....,..??‘,-':..‘.‘?n'.:.?l..‘??,..7?,.:.?9,....,.... m/z 55.10 95.50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83
55
43
5000
29 3.60 3.80 4.00 4.20 4.40
%8 m/z 43.10 46.55%
“ 37y\‘ 49 || 62 69
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
3.60 3.80 4.00 4.20 4.40
5000 43 m/z 98.10 33.49Y%
98
29
37 49 61 67 77 89
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
5 Fsic] 3.60 3.80 4.00 4.20 4.40
m/z 39.10 28.92%
41
5000 7 o8
15 ‘ 69
SN ..:lh.%4.ail M. LI X PR A0 - S Y B —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083240.D

Acq On : 24 Nov 2015 16:48

Operator : UM/I1Z

Sample - G4496-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown4.75 Concentration Rank 4

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

4.75 32.25 ng 1679090 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 242 (4.753 min): BF083240.D (-240) (-) m/z 43.10 100.00%
43
59
5000 K
101 AR NAER N
440 4.60 4.80 5.00
e Bl 83 e 88 | 75910 54.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 AR SRADE SRR A
4.40 4.60 4.80 5.00
29 101 m/z 101.10 15.68%
15 |3 51 | 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 59 m/z 58.10 13.87%
25 3! 37 83 gz 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- AR ERE e s R
59 440 4.60 4.80 5.00
m/z 41.05 8.81%
5000
a1 101
T '|'%§'|' '”“ﬁ%""ljj"l??wu i"'éﬁ" "|§?"| R S ARSI N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083240.D

Acq On : 24 Nov 2015 16:48

Operator : UM/1Z

Sample - G4496-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
4-Penten-2-one, 4... 2.92 9.3 ng 484364 1 6.62 1041240 20.0
3-Hexen-2-one 4.03 32.5 ng 1690340 1 6.62 1041240 20.0
unknown4 .75 4.75 32.3 ng 1679090 1 6.62 1041240 20.0
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