LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038059.D

Aca On : 17 Nov 2018 7:45

Operator : JU/SJ

Sample : PB114894BL

Misc :

ALS Vial : 29 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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

5.168 315 320 326 rVB 37114 60704 1.94% 0.376%
5.626 391 398 407 rBV 787720 1325391 42.46% 8.206%
rBv 807471 1454453 46.59% 9.005%
7.612 728 736 749 rVB 774473 1375998 44.08% 8.519%
8.082 810 816 824 rVB 150050 256251 8.21% 1.586%
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8.405 864 871 879 rVB 572359 1040138 33.32% 6.440%
9.263 1007 1017 1026 rBV 491110 913265 29.26% 5.654%
10.902 1288 1296 1306 rBV 199791 373276 11.96% 2.311%
13.341 1704 1711 1718 rBV 1320314 2106675 67.49% 13.043%
14.721 1939 1946 1954 rBV2 318997 525156 16.82% 3.251%
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11 16.208 2192 2199 2212 rBV4 942716 1479842 47.41% 9.162%
12 17.465 2403 2413 2421 rBV2 414997 661313 21.19% 4.094%
13 20.068 2849 2856 2862 rBV 2300802 3121567 100.00% 19.326%
14 21.748 3135 3142 3152 rBV 435375 744931 23.86% 4.612%
15 25.068 3692 3707 3721 rBV2 230698 713093 22.84% 4._.415%

Sum of corrected areas: 16152053
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\

- BG038059.D

- 17 Nov 2018 7:45

- JU/sJd

- PB114894BL

: 29 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

Abundance
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TIC: BG038059.D

5.63 7.23 761

8.41 9.26
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500000

13.34

TIC: BG038059.D
20107

16.21

17.47 21.75

14.72

O
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

2000000

1500000

1000000

500000

TIC: BG038059.D

25.07
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038059.D

Aca On 17 Nov 2018 7:45

Operator : JU/SJ

Sample : PB114894BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 4.74 ng 60704 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 320 (5.168 min): BG038059.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
650 1°|1-° 480 500 520 540 560
SRS 1 PESMSUY | ESEESSSMRMhc ENME S NS m/z 59.00 59.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R S UL R
59.0 480 500 520 540 560
m/z 58.00 18.88%
S Y NSO | N - Y ot
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 101.00 16.15%
410 101.0
TR P N N
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- L LN L L BN I
59.0 480 5.00 520 5.40 5.60
m/z 41.00 10.41%
41.0
5000
86.0
|, 510, | 8990 1010
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038059.D

Aca On 17 Nov 2018 7:45

Operator : JU/SJ

Sample : PB114894BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 107.40 ng 1376000 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 736 (7.612 min): BG038059.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
200 540 S J 2o 74 7o 780 850
e L R LA I B B m/z 68.00 42 .98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A L LN L B
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.85%
n ||.,.!.J,....,J...,..'.,....,....,....
m/z--> 20 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 29.61%
41.0 97.0
‘ ‘ 117.0
"“i“' .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.07%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l NN S G
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111618\
Data File : BG038059.D

Acq On : 17 Nov 2018 7:45

Operator : JU/SJ

Sample : PB114894BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.17 4.7 ng 60704 1 8.08 256251 20.0
unknown7 .61 7.61 107.4 ng 1376000 1 8.08 256251 20.0
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