LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087911.D
Aca On 11 Jun 2016 19:34 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - 1338704 SP16-LF2MW4-9007
ALS Vial : 13 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-BF060716.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 1.735 11 13 22 rVw 247727 418489 11.63% 1.617%
2 1.861 22 24 37 rVvB 2135770 3388550 94.18% 13.093%
3 4.959 292 295 299 rBV 77304 85993 2.39% 0.332%
4 5.381 330 332 335 rBV 930726 1165086 32.38% 4 .502%
5 6.422 421 423 426 rBV 526632 680611 18.92% 2.630%

6.570 433 436 438 rBV 2067436 2427467 67.47% 9.379%
6.799 454 456 458 rBvV 746633 621115 17.26% 2.400%
6.959 467 470 472 rVB 2431662 2290403 63.66% 8.850%
7.370 503 506 508 rBV 1882878 2040361 56.71% 7.884%
8.090 566 569 571 rBV 959853 878305 24.41% 3.394%

=
QO ~NO®

11 9.176 660 664 666 rBV 2627279 3597860 100.00% 13.902%
12 9.839 720 722 725 rBB 816788 799264 22.21% 3.088%
13 10.628 788 791 794 rBV2 1500227 2020462 56.16% 7.807%
14 11.325 849 852 854 rBV 1126334 979925 27.24% 3.786%
15 12.914 988 991 994 rBV 2605292 2912463 80.95% 11.253%

16 13.954 1080 1082 1085 rBV 875491 862634 23.98% 3.333%
17 15.371 1203 1206 1209 rBV 582079 711979 19.79% 2.751%

Sum of corrected areas: 25880967
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061116\

BF087911.D

11 Jun 2016 19:34

UM/SJ

H3387-04 SP16-LF2MW4-9007
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\

Data File : BF087911.D

Aca On 11 Jun 2016 19:34

Operator : UM/SJ

ﬁ?ggle i H3387-04 SP16-LF2MW4-9007
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 5

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

4.96 2.77 ng 85993 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 295 (4.959 min): BF087911.D (-292) (-) m/z 43.10 100.00%
43
59
5000
T 250 ab0 500 550
83 : : : :
o...,....,....,....','::..‘??.'rl,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A N AL R
59 460 480 500 520
m/z 101.10 21.27%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 18.20%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one R e e o
43 4.60 4.80 5.00 5.20
m/z 41.10 8.81%
5000
55
C ) |l em 8 o8
s A A LA SRR AL RN RRARA LA REAAS SRR LASN SARAS LRI ARRY AR N UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\

Data File : BF087911.D

Aca On 11 Jun 2016 19:34

Operator : UM/SJ

ﬁ?ggle i H3387-04 SP16-LF2MW4-9007
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.57 Concentration Rank 2

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

6.57 78.16 ng 2427470 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 436 (6.570 min): BF087911.D (-433) (-) m/z 132.00 100.00%
5000
68
© s |1 e Prosie T ou o0 b0 7.0
0 R B m/z 134.00 34.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T T T T T T T T T T T
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 33.25%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 9g 116 m/z 66.10 21.13%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L T
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.48%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | I | B
m/z--> 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061116\

Data File : BF087911.D

Acq On : 11 Jun 2016 19:34

Operator : UM/SJ

ﬁ?ggle i H3387-04 SP16-LF2MWA4-9007
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 2.8 ng 85993 1 6.80 621115 20.0
unknown6 .57 6.57 78.2 ng 2427470 1 6.80 621115 20.0
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