LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030954.D

Aca On : 11 Nov 2017 22:07

Operator : SJ/JU

Sample : PB104196TB

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 G\METHODS\8270-BG111017.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 5.215 322 328 339 rBV 72944 112831 3.72% 0.896%
2 5.703 404 411 427 rBV 441047 744564 24.52% 5.910%
3 7.307 675 684 694 rBV 417722 765651 25.22% 6.078%
4 7.677 740 747 759 rBV 433204 788489 25.97% 6.259%
5 8.141 819 826 835 rVB 121906 206478 6.80% 1.639%

8.464 872 881 889 rBvV 345440 615392 20.27% 4 _885%
9.305 1016 1024 1036 rBV 220456 444054 14.62% 3.525%
10.956 1298 1305 1324 rBV 140216 286740 9.44% 2.276%
13.382 1711 1718 1731 rBV 831782 1314574 43.30% 10.435%
14.763 1945 1953 1965 rBV3 258206 456523 15.04% 3.624%

=
QO ~NO®

11 16.244 2198 2205 2222 rBV 603526 1070412 35.25% 8.497%
12 17.501 2412 2419 2434 rBV 437890 707342 23.30% 5.615%
13 20.092 2853 2860 2871 rBV 2289235 3036297 100.00% 24.103%
14 21.772 3139 3146 3160 rBV2 608267 1043246 34.36% 8.281%
15 25.074 3697 3708 3724 rVB2 355291 1004799 33.09% 7.976%

Sum of corrected areas: 12597392
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\
Data File : BG030954.D

Aca On : 11 Nov 2017 22:07

Operator : SJ/JU

Sample : PB104196TB

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG030954.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030954.D

Aca On : 11 Nov 2017 22:07

Operator : SJ/JU

Sample : PB104196TB

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 10.93 ng 112831 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 329 (5.221 min): BG030954.D (-322) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SSUPUSUINY i ",
| 83.1 480 5.00 520 5.40 5.60
O e e e e m/z 59.00 59.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR LR UL I U
480 5.00 520 5.40 5.60
59.0 m/z 101.10 22.80%
27\0\ L] ‘ 70.0 83.0 oo
s R AR LA KRR ARAN RARAS KRR LA RRAAS SRR LAASN SARAS LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 15.40%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.22%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030954.D

Aca On : 11 Nov 2017 22:07

Operator : SJ/JU

Sample : PB104196TB

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 1

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

7.68 76.38 ng 788489 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16

Abundance Scan 747 (7.677 min): BG030954.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\
96.0 IS RAREARARES SAREN SR
40.0 54.0 | 740 7.60 7.80 8.00
o..,....,....,...:I'.'...,:!..,::.'.l..':~.,?‘?.9,..!.,."P.6.?....,....,'...,.. m/z 68.00 40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A
7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 134.00 33.56%
0 \ 560\ | | 86.0 ‘ | !
iz 30 B 4 b B o 1% 136 1 130 180
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 26 .52%
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 #14212: 1,3-Cyclopentanedione, 2-chloro- . R E e o
132.0 740 7.60 7.80 8.00
m/z 69.10 16.91%
5000
69.0
57.0
390 H 89.0 103.0
0"P”'P”'P'Jm“Nﬁ“”l””I””I””f”JWM“W&§2”'W"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111117\
Data File : BG030954.D

Acq On : 11 Nov 2017 22:07

Operator : SJ/JU

Sample : PB104196TB

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 10.9 ng 112831 1 8.14 206478 20.0
unknown7 .68 7.68 76.4 ng 788489 1 8.14 206478 20.0
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