LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025423.D

Aca On : 30 Dec 2016 21:15

Operator : UM/SJ

Sample : H6318-04

Misc :

ALS Vial : 12 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:\HPCHEM1\BNA G\METHODS\8270-BG122116.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

5.264 406 413 422 rBvV 135312 215441 3.37% 0.853%
5.746 486 495 507 rBvV 503619 895083 13.98% 3.543%
rBv 297815 589476 9.21% 2.333%
7.738 826 834 845 rBV 924250 1700670 26.57% 6.731%
8.208 907 914 921 rBV 199700 364363 5.69% 1.442%
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8.531 961 969 979 rBV 859124 1559656 24.37% 6.173%
9.389 1108 1115 1125 rBV 728679 1427369 22.30% 5.649%
11.034 1387 1395 1404 rBV 240907 507187 7.92% 2.007%
13.454 1799 1807 1818 rBV 2118894 3359398 52.48% 13.296%
14.835 2033 2042 2053 rBVY 450046 774553 12.10% 3.066%

=
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11 16.322 2287 2295 2306 rBV 2046534 3364722 52.57% 13.317%
12 17.579 2503 2509 2518 rBV 634434 1026468 16.04% 4.063%
13 20.158 2942 2948 2957 rBV 4823677 6400880 100.00% 25.333%
14 21.874 3233 3240 3248 rBV 839785 1529029 23.89%% 6.052%
15 25.282 3809 3820 3830 rBV 494306 1552418 24.25% 6.144%

Sum of corrected areas: 25266713
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025423.D

Aca On : 30 Dec 2016 21:15

Operator : UM/SJ

Sample : H6318-04

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.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: BG025423.D
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG123016\
BG025423.D

30 Dec 2016 21:15

UM/SJ

H6318-04

12 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 3

Peak Number

1 unknown5.26

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

5.26 11.83 ng 215441 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 23
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 2-Hexanol. methvl ether 116 C7H160 1000333-92-0 9
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 9
5 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 9

Abundance Scan 412 (5.258 min): BG025423.D (-408) (-) m/z 43.10 100.00%
43
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A 77| 135 168 207 250279 385 438 485 .59 10 51.30%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8344: 3-Hexanol, 4-methyl-
59
5000 U L R SR L
31 5.00 520 5.40 5.60
‘ 87 m/z 101.10 14 .80%
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m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
500 520 540 560
5000 m/z 58.10 10.95%
101
15 69
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8370: 2-Hexanol, methyl ether
59 5.00 520 5.40 5.60
m/z 41.05 8.09%
5000
|"%?M|*h '}?%' LU UARLELEL AR WAL S UL S
mz-> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025423.D

Aca On : 30 Dec 2016 21:15

Operator : UM/SJ

Sample : H6318-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.74 Concentration Rank 1

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

7.74 93.35 ng 1700670 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl sulfone 122 C4H1002S 000597-35-3 23
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 14

Abundance Scan 834 (7.738 min): BG025423.D (-826) (-) m/z 132.00 100.00%
132
68
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b .|~,'-. 1807 252 (S67 3% 438 m/z 68.10 54.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9686: Diethyl sulfone
29
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94 7.40 7.60 7.80 8.00
m/z 66.10 42 _.73%
122
mz-> 50 100 150 200 250 300 350 400
Abundance
132
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.49%
69
39 103
mz-> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e e aa e
132 7.40 7.60 7.80 8.00
m/z 69.10 26 .75%
97
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1 10
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG123016\
Data File : BG025423.D

Acq On : 30 Dec 2016 21:15

Operator : UM/SJ

Sample : H6318-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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]
unknown5.26 5.26 11.8 ng 215441 1 8.20 364363 20.0
unknown?7 .74 7.74 93.3 ng 1700670 1 8.20 364363 20.0
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