LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031493.D

Aca On : 12 Dec 2017 15:46 Instrument :
Operator : SJ/JU BNA_G

Sample - 16763-04 ClientSampleld :
Misc - 120517-JETT-F-U-B
ALS Vial : 9 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
1 5.188 318 323 333 rBV 49078 81140 1.46% 0.434%
2 5.670 399 405 421 rBV 252976 465528 8.36% 2.490%
3 7.280 672 679 693 rBV 168869 342628 6.15% 1.833%
4 7.644 734 741 757 rBV 477226 879593 15.79% 4 _.705%
5 8.108 812 820 829 rBV 162902 293927 5.28% 1.572%

8.431 866 875 890 rBvV 660436 1213548 21.78% 6.492%
9.277 1012 1019 1033 rBV 462944 931808 16.73% 4.985%
10.928 1291 1300 1318 rBV 191428 428327 7.69% 2.291%
13.355 1706 1713 1732 rBV 1665520 2758986 49.53% 14.759%
14.736 1941 1948 1959 rBV2 376465 693571 12.45% 3.710%

=
QO ~NO®

11 16.216 2188 2200 2223 rBV 865097 1525581 27.39%% 8.161%
12 17.474 2407 2414 2429 rBvV2 619317 1011391 18.16% 5.410%
13 20.065 2849 2855 2866 rBV 4025227 5570568 100.00% 29.800%
14 21.745 3134 3141 3154 rBV 736918 1289217 23.14% 6.897%
15 25.029 3688 3700 3717 rBV 393140 1207602 21.68% 6.460%

Sum of corrected areas: 18693415
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031493.D

Aca On : 12 Dec 2017 15:46

Operator : SJ/JU

Sample : 16763-04

Misc :

ALS Vial : 9 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 TIC: BG031493.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031493.D

Aca On : 12 Dec 2017 15:46

Operator : SJ/JU

Sample : 16763-04

Misc :

ALS Vial : 9 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.

5.19 5.52 ng 81140 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 323 (5.188 min): BG031493.D (-318) (-) m/z 43.00 100.00%
43.0
5000
o T S SR B Bk
0....,....','..!-l,.7.1.9,....,|....,....,....,............,....,2.4.9..1 m/z 59.10 57.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S RN L LR L

480 5.00 5.20 540 5.60
m/z 101.00  21.95%

15.0 ‘ 101.0
OH.W.H.P.”,“.W.”.L.”,”.w.”.“.” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
IIIIIIIIIIIII‘IIIIIIIIIII
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 15.63%
101.0
15.0 69.0
O e T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43.0 4.80 5.00 520 5.40 5.60
m/z 41.00 9.53%
5000
101.0
....,....,....,....,....,....,... B R R R R s e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 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\BG121217\
Data File : BG031493.D

Aca On : 12 Dec 2017 15:46

Operator : SJ/JU

Sample : 16763-04

Misc :

ALS Vial : 9 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 unknown7.64 Concentration Rank 2

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

7.64 59.85 ng 879593 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 740 (7.638 min): BG031493.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.0 ]\
96.0 IR AAREE SRR SRR S
400 40 | 740 7.60 7.80 8.00
O il 78O | 3960 W n/z 68.00 37.81%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 U UL I L
7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.00 32 .55%
| 007 a0 | | uso |

Abundance

o} S SRR VU PR SR R BB I W - S | N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
132.0

69.0 e I e e s
: 104.0 7.40 7.60 7.80 8.00
5000 m/z 66.00 25.50%
31.0 51.0
79.0
O T T T T T T T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132.0 7.40 7.60 7.80 8.00
m/z 69.10 14.93%

5000 67.0
41.0 97.0
‘ 79.0 117.0
0 ‘ ‘ \ L ‘\‘\ L1, L, 107.0 I I
----|----|----|----|----|----|----|----|----|----|----| T

m/z--> 30 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\BG121217\
Data File : BG031493.D

Acq On : 12 Dec 2017 15:46

Operator : SJ/JU

Sample - 16763-04

Misc :

ALS Vial : 9 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... 5.19 5.5 ng 81140 1 8.11 293927 20.0
unknown? .64 7.64 59.9 ng 879593 1 8.11 293927 20.0
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