LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028617.D

Aca On : 9 Sep 2017 16:21

Operator : SJ/JU

Sample : PB102150BL

Misc :

ALS Vial : 3 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-BG090717.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

5.441 310 315 322 rBV 50610 79632 2.23% 0.547%
5.906 387 394 410 rBV 631171 1075808 30.18% 7.395%
rBv 603141 1095481 30.73% 7.530%
7.868 721 728 740 rBV 598747 1063686 29.84% 7.311%
8.338 801 808 815 rBv2 106524 192174 5.39% 1.321%
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8.661 854 863 875 rBvV 440698 806036 22.61% 5.540%
9.501 998 1006 1018 rBV 342589 662515 18.59% 4 _.554%
11.158 1279 1288 1296 rBV 135570 264503 7.42% 1.818%
13.567 1691 1698 1709 rBV 1023375 1634107 45.84% 11.232%
14.948 1926 1933 1941 rBV2 228390 388332 10.89% 2.669%

=
QO ~NO®

11 16.434 2179 2186 2202 rBV 981862 1599824 44.88% 10.997%
12 17.698 2394 2401 2408 rBV2 356188 589965 16.55% 4 _.055%
13 20.283 2834 2841 2851 rBV 2669194 3564546 100.00% 24.502%
14 22.028 3130 3138 3148 rBvV 435739 780275 21.89% 5.363%
15 25.530 3720 3734 3747 rVB 227299 751262 21.08% 5.164%

Sum of corrected areas: 14548146
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028617.D

Aca On : 9 Sep 2017 16:21

Operator : SJ/JU

Sample : PB102150BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028617.D
2500000

2000000

1500000

1000000

5.91 7.49 7.87

8.66
500000 950

544 8}.\34 11.16

L L AR

T T T
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028617.D

20.28
2500000

2000000
1500000
13.57 16.43

1000000

22.03
500000 17.70
14.95

L0 e L o o B O R N S L e L N ML e i B BB

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG028617.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028617.D

Aca On : 9 Sep 2017 16:21

Operator : SJ/JU

Sample : PB102150BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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.

5.44 8.29 ng 79632 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 315 (5.441 min): BG028617.D (-310) (-) m/z 43.10 100.00%
43.1
5000
oLt 520 540 560 580
SR ...|,‘??.1.,....~,|....,....,.... e || m/z . 59.10 62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U UL IR L
520 5.40 5.60 5.80
0
1?0 ‘ 1010 m/z 101.10 17.77%
l J
m/z--> 20 Jo eb 80 160 120 140 160 180 200 220 240 260
Abundance
59.0
520 540 560 580
5000 m/z 58.10 15.44%

m‘wmwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #4417: 3-Hexanol
59.0 5.20 5.40 5.60 5.80
m/z 41.10 7.91%
5000 31.0
84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028617.D

Aca On : 9 Sep 2017 16:21

Operator : SJ/JU

Sample : PB102150BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 1

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

7.87 110.70 ng 1063690 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 728 (7.868 min): BG028617.D (-721) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 U IS R R IR
40.1 I 2441 7.60 7.80 8.00 8.20
—— h 0 Al m/z 68.10 47.44%
m/z--> 50 100 150 200 250 300
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U IS R R IR
7.60 7.80 8.00 8.20
70.0 m/z 66.10 35.59%
31.0
[y bl A
m/z--> 50 100 150 200 250 300 '
Abundance
132.0
760 7.80 800 820
5000 m/z 134.00 30.93%
ogg 0630 1040
m/z--> 50 100 150 200 250 300
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- e e
132.0 7.60 7.80 8.00 8.20
m/z 69.10 20.87%
5000
69.0
390 “ 103.0
m/z--> 50 100 150 200 250 300 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091017\
Data File : BG028617.D

Acq On : 9 Sep 2017 16:21

Operator : SJ/JU

Sample : PB102150BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.44 8.3 ng 79632 1 8.33 192174 20.0
unknown? .87 7.87 110.7 ng 1063690 1 8.33 192174 20.0
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