LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031566.D

Aca On : 14 Dec 2017 19:48

Operator : SJ/JU

Sample : 16883-02

Misc :

ALS Vial : 7 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-BG121117.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

5.175 315 321 331 rBV 63124 104338 1.48% 0.401%
5.657 397 403 418 rBV 453710 830709 11.80% 3.192%
rBv 268035 528223 7.50% 2.030%
7.631 732 739 758 rBV 935104 1691172 24.01% 6.499%
8.095 809 818 831 rBV 231190 414907 5.89% 1.594%
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8.424 866 874 886 rBV 913130 1664741 23.64% 6.397%
9.270 1010 1018 1033 rBvV 655871 1302398 18.49% 5.005%
10.915 1290 1298 1317 rBV 273787 589182 8.37% 2.264%
13.348 1704 1712 1725 rBV 2196439 3603771 51.17% 13.848%
14.728 1939 1947 1964 rVB2 504544 905939 12.86% 3.481%

=
QO ~NO®

11 16.215 2193 2200 2219 rBV 1755466 2899942 41.18% 11.143%
12 17.466 2406 2413 2430 rBV2 773186 1291064 18.33% 4.961%
13 20.063 2848 2855 2871 rBV 5309590 7042628 100.00% 27.062%
14 21.738 3133 3140 3154 rBV 960415 1706767 24.23% 6.559%
15 25.022 3687 3699 3714 rBV3 461020 1447840 20.56% 5.564%

Sum of corrected areas: 26023621
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031566.D

Aca On : 14 Dec 2017 19:48

Operator : SJ/JU

Sample - 16883-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

5000000

TIC: BG031566.D

4000000
3000000

2000000

7.63 8.42

1000000
9.27
5.66

7.27 10.92

517 8.09
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TIC: BG031566.D
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Abundance

5000000

20.06

4000000

3000000

13.35

2000000 16.21

21.74

1000000 17.47

14.73
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TIC: BG031566.D

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000
25.02
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031566.D

Aca On : 14 Dec 2017 19:48

Operator : SJ/JU

Sample - 16883-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 5.03 ng 104338 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-0ctanol 130 C8H180 000589-98-0 38
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 320 (5.169 min): BG031566.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
e 4k0 500 520 540 560
83.0 : : : : :
0....,....','...-!l,....,-....,|....,....,....,....,....,29‘.3'.9. m/z 59.00 55.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS U UL R
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.00 18.88%
0 wl ol " 83.0 \ ‘
LA S SR SULELEL SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
83.0 480 5.00 520 540 5.60
5000 41.0 m/z 57.95 14.61%
101.0
14.0
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8367: n-Propyl t-butyl ether
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.39%
5000 410 101.0
0..1.5..O|....|....|....|8§1.0..|..1.1.7|'0....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031566.D

Aca On : 14 Dec 2017 19:48

Operator : SJ/JU

Sample - 16883-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.63 Concentration Rank 1

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

7.63 81.52 ng 1691170 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 739 (7.631 min): BG031566.D (-732) (-) m/z 132.00 100.00%
132.0
40.0 540 | 8.0 ﬁﬂ 6.0 1170 720 7.0 7.60 7.80 8.00
Ot 80| 3801170 s ea 00 39, 35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR SR I LR I
7.20 7.40 7.60 7.80 8.00
210 510 m/z 134.00 32.96%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“l'w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
720 740 7.60 7.80 8.00
5000 m/z 66.00 25.74%
33.0 44.0 0.0 105.0
o 600 ™" 8.0 115.0
R IR TN SIS SURILR I LIS SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A
132.0 720 7.40 7.60 7.80 8.00
m/z 69.10 16.33%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.?....‘|....|"... -
m/z--> 30 50 60 70 8 90 100 110 120 130 140 7.20 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\BG121417\
Data File : BG031566.D

Acq On : 14 Dec 2017 19:48

Operator : SJ/JU

Sample - 16883-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.17 5.0 ng 104338 1 8.09 414907 20.0
unknown7 .63 7.63 81.5 ng 1691170 1 8.09 414907 20.0
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