LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034000.D

Aca On : 25 Apr 2018 23:34

Operator : SJ/JU

Sample : PB108579BL

Misc :

ALS Vial : 17 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 G\METHODS\8270-BG041918.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 4.983 283 288 299 rBV 58938 91774 1.47% 0.337%
2 5.436 358 365 378 rBVY 1223687 1886940 30.26% 6.926%
3 6.999 620 631 643 rBY 1270692 2086938 33.46% 7.661%
4 7.363 685 693 705 rBVY 1204677 2009808 32.23% 7.377%
5 7.827 765 772 779 rVB 219185 360272 5.78% 1.322%

8.144 819 826 834 rBV 845076 1425468 22.86% 5.233%
8.973 959 967 978 rBV 701516 1236525 19.83% 4 _539%
10.606 1238 1245 1253 rBV 316063 565241 9.06% 2.075%
13.080 1659 1666 1674 rBV 2163973 3322145 53.27% 12.195%
14.461 1893 1901 1910 rBV2 553097 883536 14.17% 3.243%

=
QO ~NO®

11 15.947 2147 2154 2172 rBV 1836379 2815052 45.14% 10.333%
12 17.210 2362 2369 2379 rBV2 835964 1238690 19.86% 4._.547%
13 19.848 2811 2818 2825 rBV 4756576 6236723 100.00% 22.893%
14 21.464 3086 3093 3100 rBV 1044492 1588021 25.46% 5.829%
15 24.525 3602 3614 3626 rBV2 555336 1495270 23.98% 5.489%

Sum of corrected areas: 27242403
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034000.D

Aca On : 25 Apr 2018 23:34

Operator : SJ/JU

Sample : PB108579BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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: BG034000.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034000.D

Aca On : 25 Apr 2018 23:34

Operator : SJ/JU

Sample : PB108579BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.98 5.09 ng 91774 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Dimethadione 129 C5H7NO3 000695-53-4 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-0Octanol 130 C8H180 000589-98-0 36
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25

Abundance Scan 287 (4.978 min): BG034000.D (-283) (-) m/z 42.95 100.00%
43
5000 59
.| st o “l’l 460 480 500 520 540
e T L L e B R R R m/z 59.00 51.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRR RS LN
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 16.29%
0 27 36, 51 | 67 7683 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
T %9 AR SARRE LSS SRS N
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.57%
129
0 1527 54 52 70 78 86 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester L A Ea B e e e S
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.09%
57
5000
29 101
o 2 | ] soll 73 83
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034000.D

Aca On : 25 Apr 2018 23:34

Operator : SJ/JU

Sample : PB108579BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.36 Concentration Rank 1

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

7.36 111.57 ng 2009810 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 692 (7.357 min): BG034000.D (-685) (-) m/z 131.90 100.00%
132
5000 68
96 TrTTTrTTT T T T T T T T T T
40 54 J 7.00 7.20 7.40 7.60
ol a8 lsue | W/z 68.00  44.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A NRAASRRASE AR LRSS
7.00 7.20 7.40 7.60
2 51 m/z 133.90 33.86%
0"'l"kmllw'l'l*j?"'w'”"l""l”"l""l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.00 28.78%
158 189
e L S L L WL B WL L SO S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R maRmmRTE TR
132 7.00 7.20 7.40 7.60
117 m/z 69.00 19.06%
5000
39 51 65 77 3t
. }?I ?7..‘,..M‘.,Wﬂ - ...,1??..,... — S G G —
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042518\
Data File : BG034000.D

Acq On : 25 Apr 2018 23:34

Operator : SJ/JU

Sample : PB108579BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.98 5.1 ng 91774 1 7.83 360272 20.0
unknown? .36 7.36 111.6 ng 2009810 1 7.83 360272 20.0
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