LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087906.D

Aca On : 11 Jun 2016 17:07

Operator : UM/SJ

Sample : PB91119BL

Misc :

ALS Vial : 8 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 1.667 5 7 11 rVB 72857 93151 2.90% 0.340%
2 1.735 11 13 22 rVW 384644 767721 23.87% 2.798%
3 1.861 22 24 78 rVB 1516684 3216490 100.00% 11.724%
4 4.981 294 297 302 rBV 205266 292861 9.10% 1.067%
5 5.404 330 334 336 rBY 1709524 2399718 74.61% 8.747%

6.433 421 424 427 rBV 1741436 2126204 66.10% 7.750%
6.570 433 436 438 rBV 2342339 2432146 75.61% 8.865%
6.799 454 456 459 rBvV 727183 599272 18.63% 2.184%
6.959 467 470 472 rBV 2169726 1967453 61.17% 7.171%
7.370 503 506 508 rBV 1350865 1656009 51.48% 6.036%

=
QO ~NO®

11 8.090 566 569 571 rBV 902465 861544 26.79% 3.140%
12 9.165 660 663 666 rBVY 2182687 2966280 92.22% 10.812%
13 9.839 720 722 725 rVB 837397 949194 29.51% 3.460%
14 10.628 788 791 794 rBV2 1380045 1596326 49.63% 5.818%
15 11.325 849 852 854 rBV 1048240 908730 28.25% 3.312%

16 12.914 988 991 994 rBV 2424665 2812906 87.45% 10.253%
17 13.954 1080 1082 1085 rBV 822014 980564 30.49% 3.574%
18 15.371 1203 1206 1209 rBV 593419 809118 25.16% 2.949%

Sum of corrected areas: 27435687
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF087906.D

11 Jun 2016 17:07

UM/SsJ

PB91119BL

8 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087906.D

Aca On : 11 Jun 2016 17:07

Operator : UM/SJ

Sample : PB91119BL

Misc :

ALS Vial : 8 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 1 Propane, 2,2-dimethoxy- Concentration Rank 6

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

1.67 3.11 ng 93151 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 7 (1.667 min): BF087906.D (-5) (-) m/z 73.10 100.00%
8B
5000 43 A
89 A S
37 55 1.70 1.80 1.90 2.00 2.10
o e e et e e e ey m/z 43.10 44.99%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
a1 89 m/z 89.10 26.94%
0 25/ || 37\“ T ‘
LR IR S UL SR UL AR SR SURL SUIL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
170 1.80 1.90 2.00 210
5000 m/z 41.05 8.65%
45
29
o 39 % 7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #715: Methane, isothiocyanato- A RE e RAREREEEEEES S
73 1.70 1.80 1.90 2.00 2.10
m/z 45.00 7.03%
5000
45
0 15 2w8 \3\5 ‘ ! 5‘8 ‘\ 11
m/z--> 10 20 30 40 50 6 70 8 9 100 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087906.D

Aca On : 11 Jun 2016 17:07

Operator : UM/SJ

Sample : PB91119BL

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.98 9.77 ng 292861 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 Acetone 58 C3H60 000067-64-1 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 297 (4.981 min): BFO87906.D (-294) (-) m/z 43.05 100.00%
a3
59
5000
101 NSNS RN R
51 | 83 | 4.60 4.80 5.00 5.20 5.40
A S U m/z 59.10 62.33%
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 59 AR AN UL RN
4.60 4.80 500 5.20 5.40
m/z 101.10 22 .34%
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
460 480 500 520 540
5000 M m/z 58.10 17.24%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone N Ramm s
43 4.60 4.80 500 5.20 5.40
m/z 41.10 8.74%
5000
58
15 o
0“'wﬂw'mﬁ““Wh“l““V'HVH'V“W'“W“'W““l““v'“w“'l AR RN UL RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087906.D

Aca On : 11 Jun 2016 17:07

Operator : UM/SJ

Sample : PB91119BL

Misc :

ALS Vial : 8 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 5 unknown6.57 Concentration Rank 2

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

6.57 81.17 ng 2432150 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 436 (6.570 min): BF087906.D (-433) (-) m/z 132.00 100.00%
32
5000 o8
0 w5t l| B e Tt s T oh 60 660 70
O e L L L R R i m/z 68.10 36.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R A IR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.45%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.72%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene R T L A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .73%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 a o % % 180 110 Do 10 10 620 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 : BF087906.D

Acq On : 11 Jun 2016 17:07

Operator : UM/SJ

Sample : PB91119BL

Misc :

ALS Vial : 8 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]
Propane, 2,2-dime... 1.67 3.1 ng 93151 1 6.80 599272 20.0
2-Pentanone, 4-hy... 4.98 9.8 ng 292861 1 6.80 599272 20.0
unknown6 .57 6.57 81.2 ng 2432150 1 6.80 599272 20.0
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