LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082942.D

Aca On : 16 Nov 2015 17:03

Operator : UM/I1Z

Sample : PB86660BL

Misc :

ALS Vial : 3 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-BF110715.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 4.281 190 192 199 rvB 207755 251469 3.76% 0.500%
2 4.967 248 252 254 rBVY 1917718 3118159 46.63% 6.202%
3 5.401 287 290 293 rBVY 4449860 4400803 65.81% 8.752%
4 6.442 378 381 383 rBVY 4755412 5131301 76.74% 10.205%
5 6.556 388 391 394 rVV 4685280 4406216 65.89% 8.763%

6.784 409 411 413 rBV 1396626 1226113 18.34% 2.439%
6.944 422 425 427 rBV 3737083 3890618 58.18% 7.738%
7.345 457 460 463 rBV 2528968 2993459 44.77% 5.953%
8.065 521 523 526 rBvV 1212277 1516136 22.67% 3.015%
9.150 615 618 621 rBV 5348035 5312374 79.44% 10.565%

=
QO ~NO®

11 9.825 674 677 679 rBV 2015256 1874507 28.03% 3.728%
12 10.613 743 746 748 rBV 3697480 3777672 56.49% 7.513%
13 11.299 804 806 809 rBV 1491797 1966988 29.42% 3.912%
14 12.899 943 946 948 rBV 6580224 6686867 100.00% 13.299%
15 13.939 1034 1037 1040 rBV 2109278 1999869 29.91% 3.977%

16 15.368 1159 1162 1165 rBV 1407225 1728158 25.84% 3.437%

Sum of corrected areas: 50280709
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082942.D

Aca On : 16 Nov 2015 17:03

Operator : UM/I1Z

Sample - PB86660BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF082942.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082942.D

Aca On : 16 Nov 2015 17:03

Operator : UM/I1Z

Sample - PB86660BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.28 4.10 ng 251469 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 192 (4.281 min): BF082942.D (-190) (-) m/z 83.10 100.00%
55.1 83.1
5000 430 061
4.00 4.20 4.40 4.60
) IS N P PR S M RN m/z 55.10 93.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L LI UL L
20,0 430 98.0 400 420 440 4.60
' m/z 43.05 36.79%
\‘\ \‘\\\ il ‘ | 67.0 75.0 ! .
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 "ibo 450 au0 4k
5000 43.0 m/z 98.10 32.96%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- E E A e
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 23.74%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”*J|“"i“"le'|“'Mi“"rﬁ"|“'“|“" A LRSS SRS AR S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082942.D

Aca On : 16 Nov 2015 17:03

Operator : UM/I1Z

Sample - PB86660BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3

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

4.97 50.86 ng 3118160 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (4.967 min): BF082942.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 250 280 50 520 840
83.1 : : : : :
0....,....','...'!l,....,-....-,|....,....,....,....,....,29?'.2. m/z 59.10 62.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I I I
59.0 460 480 500 520 540
0
150 1010 m/z 101.10 21.18%
0 wl . 83.0 \ ‘
LI SULELEL SLLELEL SULELEL SURL DAL DAL B L L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 5.20 5.40
5000 500 m/z 58.10 15.57%
101.0
O'E%?"”I"'W"'ﬁ%q'W"'W"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.20%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082942.D

Aca On : 16 Nov 2015 17:03

Operator : UM/I1Z

Sample - PB86660BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.56 Concentration Rank 1

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

6.56 71.87 ng 4406220 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 391 (6.556 min): BF082942.D (-388) (-) m/z 132.10 100.00%
13p.1
68.1
5000
96.1 NS SR SRR
401 541 ‘ 6.20 6.40 6.60 6.80
o.,....,....I'!...,.'.'..,.-!.'.|,..7.Ef,1....,..].,?1??.1,.1.1.7.?....,'...,... m/z 68.10 55.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 NS SR SRR
6.20 6.40 6.60 6.80
2.0 510 m/z 66.10 33.54Y%
0'I”'W'”hPl”JL"P'JI“7ﬁ9“'I”'W'“'P"W'”'I“”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 660 6.80
5000 m/z 134.10 32.82%
33.0 44.0 0.0 105.0
o 60.0 "% g0.0 115.0
JUNBIUNERES UL LI I IR LI RS SRR SRS SRS SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e ey
132.0 6.20 6.40 6.60 6.80
m/z 69.10 22.09%
5000
92.0
65.0
oL 270 390 510 | 770 1050 1170
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 12'0 150 14'10 620 6|40 6.60 6|80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111615\
Data File : BF082942.D

Acq On : 16 Nov 2015 17:03

Operator : UM/1Z

Sample - PB86660BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 4.28 4.1 ng 251469 1 6.78 1226110 20.0
2-Pentanone, 4-hy... 4.97 50.9 ng 3118160 1 6.78 1226110 20.0
unknown6 .56 6.56 71.9 ng 4406220 1 6.78 1226110 20.0
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