LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103869.D

Aca On : 23 Mar 2018 10:22

Operator : JU/SJ

Sample : PB107555BL

Misc :

ALS Vial : 5 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-BF031518.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 5.222 527 533 541 rBV 121261 161904 3.71% 0.485%
2 5.604 592 598 601 rBY 3119329 3339511 76.51% 9.996%
3 6.598 761 767 770 rBVY 3183062 3270180 74.92% 9.789%
4 6.745 787 792 795 rBVY 3529012 3404597 78.00% 10.191%
5 6.975 827 831 834 rBV 957934 832999 19.08% 2.493%

7.128 853 857 861 rBV 2825076 2746782 62.93% 8.222%
7.534 921 926 929 rBV 2072697 2172698 49.78% 6.504%
1281535 1135162 26.01% 3.398%
9.333 1226 1232 1235 rBV 3842803 4034556 92.44% 12.077%
10.016 1344 1348 1356 rVB 1491004 1303875 29.87% 3.903%
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11 10.810 1478 1483 1486 rBV 2519287 2497288 57.22% 7.475%
12 11.510 1598 1602 1605 rBV 1484431 1338138 30.66% 4._.005%
13 13.098 1867 1872 1875 rBV 4079926 4364715 100.00% 13.065%
14 14.162 2048 2053 2056 rBV 1568406 1430865 32.78% 4.283%
15 15.704 2309 2315 2326 rBV 1001611 1374638 31.49% 4.115%

Sum of corrected areas: 33407908
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103869.D

Aca On - 23 Mar 2018 10:22

Operator : JU/SJ

Sample : PB107555BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF103869.D
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4000000 9.33 13110

3000000
10.81

2000000
10.02 11.51

1000000

e 1

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF103869.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103869.D

Aca On : 23 Mar 2018 10:22

Operator : JU/SJ

Sample : PB107555BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 3.89 ng 161904 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF103869.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 SN SRR R SRR
51 | 83 | 480 5.00 5.20 5.40 5.60
o e m/z 59.00 60.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S L LS SR
4.80 5.00 5.20 5.40 5.60
59 101 m/z 101.00 21.67%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 31 43 73 m/z 58.00 15.16%
0 51 84 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T BRaaE B
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.04%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103869.D

Aca On : 23 Mar 2018 10:22

Operator : JU/SJ

Sample : PB107555BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2 unknown6.75 Concentration Rank 1

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

6.75 81.74 ng 3404600 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 793 (6.751 min): BF103869.D (-787) (-) m/z 132.00 100.00%
5000
68
‘ % 640 6.60 680 7.00
40 47 54 75 104 : : :
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..?‘.7,..!.,....,.1.1.5.,....,"...,.. m/z 134.00 34.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 BRI SR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 68.00 29.27%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 17.78%
o 15 28 39 52 @ 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene B e

132 6.40 6.60 6.80 7.00
m/z 96.00 12.08%

5000

63 81

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103869.D

Acq On : 23 Mar 2018 10:22

Operator : JU/SJ

Sample : PB107555BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 5.22 3.9 ng 161904 1 6.97 832999 20.0
unknown6.75 6.75 81.7 ng 3404600 1 6.97 832999 20.0
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