LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\

Data File : BF091979.D

Aca On - 27 Dec 2016 20:36 Instrument :
Operator : UM/SJ BNA_F

Sample  : H6244-03 it
Misc i FIELDBLANK-122216
ALS Vial : 19 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-BF122116.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 4.876 242 244 253 rBV 670472 844045 10.05% 1.670%
2 5.344 283 285 294 rBVY 2450439 2912903 34.70% 5.762%
3 6.396 375 377 384 rVB 1344685 1797046 21.41% 3.555%
4 6.510 384 387 389 rBY 5833518 5934087 70.69% 11.738%
5 6.727 403 406 408 rBV 1602448 1468099 17.49% 2.904%

6.887 417 420 422 rBV 4711313 5050560 60.17% 9.990%
7.299 453 456 459 rBV 3935924 4460942 53.14% 8.824%
8.019 516 519 521 rBV 2009099 2056088 24.49% 4._.067%
5808189 8394490 100.00% 16.605%
9.768 669 672 675 rBV 2185496 1959507 23.34% 3.876%
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11 10.568 739 742 744 rBV 3928742 4388904 52.28% 8.682%
12 11.254 799 802 804 rBV 2093476 1913123 22.79% 3.784%
13 12.842 938 941 944 rBV 5202885 6599033 78.61% 13.053%
14 13.882 1030 1032 1035 rBV 1225146 1560739 18.59% 3.087%
15 15.288 1152 1155 1158 rBV 963324 1215085 14.47% 2.404%

Sum of corrected areas: 50554651
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\

Data File : BF091979.D

Aca On : 27 Dec 2016 20:36

Operator : UM/SJ

ﬁ?gg le H6244-03 FIELDBLANK-122216
ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.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: BF091979.D
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Abundance TIC: BF091979.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122716\

Data File : BF091979.D

Aca On - 27 Dec 2016 20:36

Operator : UM/SJ

3?22 le H6244-03 FIELDBLANK-122216
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 11.50 ng 844045 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 244 (4.876 min): BF091979.D (-242) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 460 480 500 520
o...,....,....,....-,':..?,1-.0.:.,...6?-,0....,83'.0..,...:,|....,. m/z 59.10 57.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AR L R LR
59.0 460 480 5.00 5.20
m/z 101.10 18.50%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 14 .95%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R REEn e s e RREE
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.90%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122716\

Data File : BF091979.D

Aca On - 27 Dec 2016 20:36

Operator : UM/SJ

3?22 le H6244-03 FIELDBLANK-122216
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.51 Concentration Rank 1

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

6.51 80.84 ng 5934090 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 387 (6.510 min): BF091979.D (-384) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || ho % ueo o3 ¢ ok 6b
L T i | N m/z 68.10 43.39%
m/z--> 10 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
5000 R L LR LN LN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.71%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 m/z 66.00 27 .07%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13917: Benzene, 1,2,4-trifluoro- e A R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.22%
5000 63.0 610
31.0 50.0 ‘ 101. 011‘2 .0
0..................‘...‘.‘........l.........l..‘....... T S s NN S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 150 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF122716\

Data File : BF091979.D

Acq On = 27 Dec 2016 20:36

Operator : UM/SJ

3?22 le H6244-03 FIELDBLANK-122216
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.88 11.5 ng 844045 1 6.73 1468100 20.0
unknown6 .51 6.51 80.8 ng 5934090 1 6.73 1468100 20.0
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