LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081015\
Data File : BF080955.D

Acq On : 10 Aug 2015 17:04

Operator : TP/UM

Sample - PB84929BL

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA_F\METHODS\8270-BF080715.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

4_.304 191 194 198 rBV 44836 53709 2.23% 0.264%
4.979 248 253 265 rBV 804196 1540826 63.89% 7.565%
rBV 1754685 1841130 76.34% 9.039%
5.790 322 324 327 rBV 55089 47202 1.96% 0.232%
6.419 376 379 382 rBV 1287334 1863053 77.25% 9.146%
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6.556 388 391 393 rBV 1810325 1892861 78.49% 9.293%
6.785 409 411 413 rBvY 628759 522097 21.65% 2.563%
6.945 422 425 427 rBV 1450029 1486940 61.66% 7.300%
7.345 457 460 463 rBvV 756669 1176198 48.77% 5.774%
8.065 521 523 526 rBV 575909 659966 27.37% 3.240%
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QO ~NO®

11 9.150 614 618 620 rBV 2215872 2169383 89.96% 10.650%
12 9.825 674 677 679 rBB 762657 809053 33.55% 3.972%
13 10.613 742 746 748 rBv2 973718 1424909 59.09% 6.995%
14 11.299 803 806 808 rBV 1012185 869786 36.07% 4._.270%
15 12.888 942 945 947 rBV 2420518 2411611 100.00% 11.840%

16 13.928 1033 1036 1038 rBV 827502 880819 36.52% 4.324%
17 15.323 1155 1158 1161 rBV 598666 719526 29.84% 3.532%

Sum of corrected areas: 20369069
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF081015\

BF080955.D

10 Aug 2015 17:04

TP/UM

PB84929BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.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\BF081015\
Data File : BF080955.D

Acq On : 10 Aug 2015 17:04

Operator : TP/UM

Sample - PB84929BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.30 2.06 ng 53709 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

Abundance Scan 194 (4.304 min): BF080955.D (-191) (-) m/z 55.10 100.00%
55 83
5000 43
98 I B
| 49, | 4.00 4.20 4.40 4.60
A Y .. RSOSSNSO (RN B m/z 83.10 79.39%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RN U R R L
29 98 4.00 4.20 4.40 4.60
m/z 43.10 40.51%
0 \‘\ ‘ 37\‘\ Ly 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 440 460
5000 43 m/z 39.10 26.54%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 4.00 4.20 4.40 4.60
m/z 98.10 26.44%
41
5000 7 o8
15 69
IR .::h.34.a;:‘..??HMl LN X RN A .- S P e W —
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081015\
Data File : BF080955.D

Acq On : 10 Aug 2015 17:04

Operator : TP/UM

Sample - PB84929BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.98 59.02 ng 1540830 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 253 (4.979 min): BFO80955.D (-248) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 520 540
o3l s3ll eo & | 59,10 60.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRS SR
460 4.80 5.00 5.20 5.40
m/z 101.10 17.08%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 16.03%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e )
59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.75%
5000
a1 101
0 '|'%§'|' -””ﬁ%---‘ﬂﬂﬂ--u??”“ i"'éﬁ" "|§?"| R S ARSI SAASERRASSRARSS R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 520 5.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081015\
Data File : BF080955.D

Acq On : 10 Aug 2015 17:04

Operator : TP/UM

Sample - PB84929BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715_.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... 4.30 2.1 ng 53709 1 6.78 522097 20.0
2-Pentanone, 4-hy... 4.98 59.0 ng 1540830 1 6.78 522097 20.0

8270-BF080715.M Tue Aug 11 13:45:49 2015 S Page: 5



