LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080192.D

Acq On : 26 Jun 2015 16:33

Operator : TP/1Z

Sample : PB84223BL

Misc :

ALS Vial : 8 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-BF061715_.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

5.510 209 212 218 rBV 89862 126518 10.79% 1.536%
5.899 244 246 249 rBV 805309 767434 65.46% 9.318%
rBv 870629 778330 66.39% 9.451%
7.064 345 348 350 rBV 663269 820001 69.95% 9.956%
7.293 366 368 371 rBV 244936 197916 16.88% 2.403%
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7.453 380 382 384 rBV 857163 678007 57.84% 8.232%
7.853 415 417 419 rBvV 539606 492553 42.02% 5.981%
8.585 479 481 484 rBvV 330061 266087 22.70% 3.231%
9.659 573 575 578 rBV 1265927 1025108 87.45% 12.447%
10.356 634 636 639 rvB 365539 306023 26.10% 3.716%

=
QO ~NO®

11 11.145 703 705 708 rBV2 554943 575474 49.09% 6.987%
12 11.854 765 767 770 rBV 239468 311979 26.61% 3.788%
13 13.511 910 912 915 rBV 1241427 1172284 100.00% 14.234%
14 14.745 1018 1020 1023 rBV 359519 349288 29.80% 4.241%
15 16.563 1176 1179 1187 rVB 203696 334847 28.56% 4_.066%

16 18.026 1302 1307 1313 rBV5 7674 33998 2.90% 0.413%

Sum of corrected areas: 8235847
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080192.D

Acq On : 26 Jun 2015 16:33

Operator : TP/1Z

Sample - PB84223BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080192.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080192.D

Acq On : 26 Jun 2015 16:33

Operator : TP/1Z

Sample - PB84223BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.51 12.79 ng 126518 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 212 (5.510 min): BF080192.D (-209) (-) m/z 43.10 100.00%
43
59
5000
101 IERE AR RN R AR
| s | 83 | 5.20 5.40 5.60 5.80
A R R SRR AR RRARS RARRS RARLA RARSS SRS LA RALAS RARAINARRE m/z 59.10 59.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I AL
59 520 540 560 580
m/z 101.10 21.06%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 540 560 580
5000 M m/z 58.10 17.20%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one L L L L B L B
43 520 5.40 5.60 5.80
m/z 41.10 8.86%
5000
55
20 | | e37 8 98
R I IR IR UL AL IR IR UL RIS SRR LS RS SRS BARR IR RN R LU LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080192.D

Acq On : 26 Jun 2015 16:33

Operator : TP/1Z

Sample - PB84223BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.06 Concentration Rank 1

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

7.06 82.86 ng 820001 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 348 (7.064 min): BF080192.D (-345) (-) m/z 132.10 100.00%
5000
68
‘ % " 680 7.00 7.20 7.40
40 54 75 104 : : : :
....,....;-:..“ﬁ....,‘?!.',..'..,..5.‘?,..!.,.-:..,....,....,'...,.. m/z 134.10 32.45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN N R I
6.80 7.00 7.20 7.40
78 m/z 68.10 31.28%
Tpwd
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
B A A A A
6.80 7.00 7.20 7.40
5000 67 m/z 66.10 19.38%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon A Ra e
132 6.80 7.00 7.20 7.40
m/z 96.10 12.38%
5000
66
"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l'” T R UL UL L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080192.D

Acq On : 26 Jun 2015 16:33

Operator : TP/1Z

Sample : PB84223BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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]
2-Pentanone, 4-hy... 5.51 12.8 ng 126518 1 7.29 197916 20.0
unknown? .06 7.06 82.9 ng 820001 1 7.29 197916 20.0
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