LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078763.D

Aca On : 23 Apr 2015 22:42

Operator : TP/1Z

Sample : G1950-09 10X

Misc :

ALS Vial : 19 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 F\METHODS\8270-BF040115.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 1.484 24 26 67 rvB 1714128 3504982 100.00% 71.535%
2 3.256 180 181 187 rVB 24808 38360 1.09% 0.783%
3 5.759 397 400 403 rBV 86056 124968 3.57% 2.551%
4 7.907 586 588 591 rBV 122894 175230 5.00% 3.576%
5 11.096 864 867 870 rBV 164377 208847 5.96% 4.262%

6 13.828 1103 1106 1109 rBV 163930 221118 6.31% 4_.513%

7 17.714 1443 1446 1448 rBV 260970 296214 8.45% 6.046%

8 19.429 1593 1596 1598 rBV 243778 282404 8.06% 5.764%

9 20.046 1647 1650 1654 rBV3 22057 47562 1.36% 0.971%
Sum of corrected areas: 4899685
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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:\HPCHEM1\BNA F\DATA\BF042315\
BFO78763.D

23 Apr 2015 22:42

TP/1Z

G1950-09 10X

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078763.D

Aca On : 23 Apr 2015 22:42

Operator : TP/1Z

Sample : G1950-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

3.26 6.14 ng 38360 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 181 (3.256 min): BF078763.D (-180) (-) m/z 43.10 100.00%
a3
59
5000
101 U U L IR
| 84 | 3.00 3.20 3.40 3.60
o T | M/ NS N m/z 59.10 54.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI SIS UL
59 300 320 3.40 3.60
m/z 101.10 18.25%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
300 320 340 3.60
5000 m/z 58.10 14 .58%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester s
43 3.00 3.20 3.40 3.60
m/z 41.10 9.65%
57
5000
29 101
o 15 | 37, 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 300 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078763.D

Aca On : 23 Apr 2015 22:42

Operator : TP/1Z

Sample : G1950-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown20.05 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.05 3.37 ng 47562 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 49
2 9.10-Anthracenedimethanol. 9.10-... 548 C30H2806S2 1000195-17-4 22
3 1-(5-Methvl-2-thiazolin-2-v1)-1-.__. 303 C12H12F3N30S 1000225-27-4 22
4 Protriptvline 263 C19H21N 000438-60-8 22
5 Propanamide, N-(2,3-dihydro-3-me... 220 C11H12N20S 332413-15-7 22
Abundance Scan 1650 (20.046 min): BF078763.D (-1647) (-) m/z 191.15 100.00%
191
95
5000 55 123
163 220 246 302 LRI SURLN SULIULN SULILN I
7 269 350 19.80 20.00 20.20 20.40
o} m/z 95.10 53.10%
m/z--> 50 100 150 200 250 300 350
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 R SRR SR SURSA B
19.80 20.00 20.20 20.40
g5 135 163 m/z 81.10 51.66%
i
0...|‘.“..‘.“l“‘.‘.h\.“.‘i..“..l‘.... T
m/z--> 50 100 150 200 250 300 350
Abundance
191
" 10.80 20.00 20.20 2040
5000 m/z 123.10 50.30%
91
65
oL 115 139 165 222 376
m/z--> 50 100 150 200 250 300 350
Abundance #118961: 1-(5-Methyl-2-thiazolin-2-yl)-1-phenyl-3-(trifluo... A BAR T S  S
191 19.80 20.00 20.20 20.40
77 118 m/z 109.10 50.02%
5000{ 41
150
59 é \
0 RO |‘h | 235 260 284303
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042315\
Data File : BF078763.D

Acq On : 23 Apr 2015 22:42

Operator : TP/1Z

Sample : G1950-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.26 6.1 ng 38360 1 5.76 124968 20.0
unknown20.05 20.05 3.4 ng 47562 6 19.43 282404 20.0
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