LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081090.D

Acq On 19 Aug 2015 19:52

Operator : UM/1Z

Sample - PB85064BL

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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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

3.979 181 183 191 rBB 115875 170468 8.25% 0.989%
4.721 244 248 259 rBV 809393 1300447 62.96% 7.544%
rBvV 1693702 1717721 83.17% 9.965%
5.579 322 323 326 rBV 19559 26521 1.28% 0.154%
6.230 377 380 383 rBV 1367620 1650166 79.90% 9.573%
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6.356 388 391 393 rBV 1768085 1845068 89.33% 10.704%
6.585 409 411 414 rBB 471180 388220 18.80% 2.252%
6.745 422 425 427 rBV 1518100 1381899 66.91% 8.017%
7.156 458 461 463 rBV 1173711 1155076 55.93% 6.701%
7.876 521 524 526 rBV 407460 498726 24.15% 2.893%
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11 8.950 615 618 621 rBVY 1709999 1768831 85.64% 10.261%
12 9.613 674 676 679 rBB 489554 508720 24.63% 2.951%
13 10.402 742 745 747 rBV 1138841 1160282 56.18% 6.731%
14 11.088 802 805 807 rBvV 685019 584918 28.32% 3.393%
15 12.677 941 944 946 rBV 2019157 2065392 100.00% 11.982%

16 13.705 1031 1034 1036 rBV 561593 570033 27.60% 3.307%
17 15.042 1148 1151 1154 rBV 418858 445309 21.56% 2.583%

Sum of corrected areas: 17237797
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated

Z:\HPCHEM1I\BNA_F\DATA\BF081915\

BF081090.D

19 Aug 2015 19:52
umziz

PB85064BL

9 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Chromatogram
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081090.D

Acq On 19 Aug 2015 19:52

Operator : UM/I1Z

Sample - PB85064BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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.

3.98 8.78 ng 170468 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72
5 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 72

Abundance Scan 183 (3.979 min): BF081090.D (-181) (-) m/z 55.10 100.00%
55 33
5000 43
98
34, 50 3.60 3.80 4.00 4.20 4.40
I /T i PR 1SS A PR R m/z 83.10 84.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 AR R RARER AR
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.10 42.71%
0 “ 3?‘m 49 || 6267 77 | 89
mz-> 10 20 3'0 40 50 60 70 80 90 100
Abundance
55 83
SARAE RS LA RSN
3.60 3.80 4.00 4.20 4.40
5000 41 m/z 98.10 28.73%
7 98
15 67
62 7
S L S SR SRS S UL UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one L s )
83 3.60 3.80 4.00 4.20 4.40
55 m/z 39.10 27.51%
5000 43
98
29
0 23 || 37| a9 | 638 77 | a3 |
m/z--> 10 20 30 40 50 60 70 80 90 100 360 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081090.D

Acq On 19 Aug 2015 19:52

Operator : UM/I1Z

Sample - PB85064BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknown4.72 Concentration Rank 3

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

4.72 67.00 ng 1300450 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 248 (4.721 min): BF081090.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
101 LSRR SRS SRR
440 4.60 4.80 5.00
Obr e SOl Sl 60 8 | h7; 59.10  56.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I L
59 440 460 480 500
m/z 58.10 15.00%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 4.60 480 500
5000 m/z 101.10 14 .85%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- E mam e e R
59 4.40 4.60 4.80 5.00
m/z 41.10 9.00%
5000 41
31
| [
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' LSRR NSRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081090.D

Acq On 19 Aug 2015 19:52

Operator : UM/1Z

Sample - PB85064BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 3.98 8.8 ng 170468 1 6.58 388220 20.0
unknown4 .72 4.72 67.0 ng 1300450 1 6.58 388220 20.0
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