LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087231.D

Aca On : 20 May 2016 18:28

Operator : UM/SJ

Sample : PB90736BL

Misc :

ALS Vial : 5 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-BF051716.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 1.701 8 10 53 rVvB 1830849 3515870 77.28% 8.554%
2 3.930 202 205 215 rBV 59458 149354 3.28% 0.363%
3 4.673 267 270 287 rBVY 1232563 2171562 47 .73% 5.283%
4 5.142 308 311 326 rBVY 3329757 3697837 81.28% 8.997%
5 5.542 344 346 358 rVB 128747 183778 4.04% 0.447%

6.227 403 406 408 rBV 3417520 4027168 88.52% 9.798%
6.330 412 415 417 rBV 3274406 3785368 83.21% 9.210%
6.559 433 435 440 rVB 601113 869446 19.11% 2.115%
3025992 2750425 60.46% 6.692%
7.130 482 485 498 rBV 2463094 2478198 54.47% 6.029%
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11 7.839 545 547 560 rBV 1083426 1197473 26.32% 2.913%
12 8.925 639 642 644 rBV 4230395 4549446 100.00% 11.069%
13 9.588 698 700 702 rBV 1528746 1388478 30.52% 3.378%
14 10.376 766 769 772 rBV 2578535 2648822 58.22% 6.445%
15 11.062 827 829 832 rBV 1447286 1363746 29.98% 3.318%

16 12.651 965 968 970 rBV 4398284 4336336 95.32% 10.550%
17 13.691 1057 1059 1062 rBV 1216954 1144588 25.16% 2.785%
18 15.040 1175 1177 1189 rBV 663867 844108 18.55% 2.054%

Sum of corrected areas: 41102003
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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:\HPCHEM1I\BNA F\DATA\BF052016\

BF087231.D

20 May 2016 18:28

UM/SsJ

PB90736BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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\BF052016\
Data File : BF087231.D

Aca On : 20 May 2016 18:28

Operator : UM/SJ

Sample : PB90736BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.93 3.44 ng 149354 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 80
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 78
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 78
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 78

Abundance Scan 205 (3.930 min): BF087231.D (-202) (-) m/z 55.10 100.00%
5000 43
98
SRR R AN SRR
3.60 3.80 4.00 4.20
N I {1} 49'| S| Tm/z 83.10 82.41%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55 83
5000 43 ISESAEBERAREE AR RN
29 98 3.60 3.80 4.00 4.20
m/z 43.00 48.68%
0 “ 37“‘ 49 ||, 61 67 77 | 89
m/z--> 10 20 30 40 50 60 70 8 90 160
Abundance
55 83
41 U SARBE R AR SRR
3.60 3.80 4.00 4.20
5000 m/z 39.10 35.36%
15
o 49 | 61 % 77 | 8o
LI FUELEL SN FULELEL UL SR SURELLE UL SURLL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- R L A
55 83 3.60 3.80 4.00 4.20
m/z 98.10 27.02%
5000 41
- 98
Pl | o
0'"|“M'|”"|“"ﬁ“"ﬂml“|““h|“"w"'w"'w"' USRS
m/z--> 10 20 30 40 50 60 70 8 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087231.D

Aca On : 20 May 2016 18:28

Operator : UM/SJ

Sample : PB90736BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.67 49.95 ng 2171560 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 270 (4.673 min): BF087231.D (-267) (-) m/z 43.05 100.00%
43
5000 59 /\\
101 SIS SR S
440 4.60 4.80 5.00
O Sl 83l e0 8 | h7z 59.10  48.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 460 4.80 5.00
m/z 58.05 13.72%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 4.60 480 500
5000 m/z 101.10 13.54%
58
L 27 g7 72 100
S U UL I SULILIL UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00
m/z 41.05 9.36%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087231.D

Aca On : 20 May 2016 18:28

Operator : UM/SJ

Sample : PB90736BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.54 4.23 ng 183778 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 40
3 2-Heptanone 114 C7H140 000110-43-0 23
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 16
5 Methylglyoxal 72 C3H402 000078-98-8 9

Abundance Scan 346 (5.542 min): BF087231.D (-344) (-) m/z 43.05 100.00%
43
73
5000
rrrrrrTyrTTTTTTT T T T T
55 100 115 520 5.40 5.60 5.80
Ob e ot et e B R T Tm/z 73.10  63.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000
5.20 5.40 5.60 5.80
m/z 41.10 11.73%
0 2 57y, % e | 83g 100105115
RIS SO SUIL LRI SO SU SURIL SURLL IULILS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100
5.20 5.40 5.60 5.80
5000 m/z 39.10 7.75%
115
o 29 37 515861 B798501 | 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7236: 2-Heptanone T A
43 5.20 5.40 5.60 5.80
m/z 42.05 7.46%
58
5000
s 71
o | 37yl 51, 65 | 788 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087231.D

Acq On : 20 May 2016 18:28

Operator : UM/SJ

Sample : PB90736BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
3-Penten-2-one, 4. .. 3.93 3.4 ng 149354 1 6.56 869446 20.0
2-Pentanone, 4-hy... 4.67 50.0 ng 2171560 1 6.56 869446 20.0
2-Pentanone, 4-me... 5.54 4.2 ng 183778 1 6.56 869446 20.0
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