LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030536.D

Aca On : 28 Oct 2017 20:41

Operator : SJ/JU

Sample : 16071-06

Misc :

ALS Vial : 14 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-BG101617.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

5.241 324 332 340 rBV 149629 230040 6.82% 1.188%
5.717 406 413 425 rVB 834560 1318068 39.06% 6.805%
rBv 843921 1452584 43.05% 7.500%
7.697 742 750 761 rBV 830565 1408614 41.75% 7.273%
8.167 820 830 838 rBV 208719 362028 10.73% 1.869%
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8.490 877 885 894 rVB 598776 1042028 30.88% 5.380%
9.330 1020 1028 1038 rBvV 468407 841443 24 .94% 4._.344%
10.981 1301 1309 1320 rVB 302018 526919 15.62% 2.721%
13.408 1715 1722 1731 rBV 1397173 2116096 62.71% 10.926%
14.225 1854 1861 1868 rBVY 161231 231503 6.86% 1.195%

=
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11 14.783 1949 1956 1967 rVB2 503952 802773 23.79%% 4.145%
12 16.263 2199 2208 2223 rBV 1249027 1998387 59.22% 10.318%
13 17.521 2415 2422 2432 rBV2 751444 1103622 32.71% 5.698%
14 20.106 2856 2862 2870 rBV 2510882 3374230 100.00% 17.421%
15 21.792 3142 3149 3159 rVB 790166 1291026 38.26% 6.666%

16 25.100 3700 3712 3725 rBV2 443559 1268954 37.61% 6.552%

Sum of corrected areas: 19368315
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030536.D

Aca On - 28 Oct 2017 20:41

Operator : SJ/JU

Sample : 16071-06

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
2500000 TIC: BG030536.D
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Time--> 350 4.00 450 5.00 5. 50 6. OO 6.50 7.00 750 800 850 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance : .
2500000 TIC: BG030536.D
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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 : .
2500000 TIC: BG030536.D

2000000

1500000

1000000

500000 25.10

S IEEAEE AR EREEN R N s e R EEEEEE s o AR RARARRARERE

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 : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030536.D

Aca On : 28 Oct 2017 20:41

Operator : SJ/JU

Sample : 16071-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.24 12.71 ng 230040 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 332 (5.241 min): BG030536.D (-324) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RN RS LN LR SR
5.00 5.20 5.40 5.60
Ol bl SLO L 730 830 o11 ,|. v m/zZ 59.00 57.36%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N L I
59.0 500 520 540 5.60
m/z 101.00 19.52%
31.0 830 o930 1010
O L T o e e e e
mz-> 20 30 40 50 60 70 8 9 100 110
Abundance
59.0
" '5.00 520 540 5.60
5000 310 430 73.0 m/z 58.00 15.70%
0 51.0 84.0 101.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R R
59.0 5.00 5.20 5.40 5.60
m/z 40.95 8.07%
5000
41.0
29.0 101.0
oberetl L1, 900 ), 780 860 |
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030536.D

Aca On : 28 Oct 2017 20:41

Operator : SJ/JU

Sample : 16071-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 2 unknown7.70

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

7.70 77.82 ng 1408610 1,4-Dichlorobenzene-d4 8.17
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 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 751 (7.703 min): BG030536.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SRR RSLE RAREE SR
40.0 540 7.40 7.60 7.80 8.00
o....,....:'!..:,:!..,:.In.',..7.5.‘,0....,..!.,?1??.?.1.1.7.?.... M| "m/z 68.00 38.03%
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 AR RARSE AR LAREE RS
7.40 7.60 7.80 8.00
210 510 m/z 134.00 32.81%
0'“'|“Jhwl'WH'“l'“'lh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 23.50%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R e e REA
132.0 7.40 7.60 7.80 8.00
m/z 69.05 14.68%
5000
33.0 44.0 0.0 105.0
0 L 60\ 9 ‘ 0 0 ‘ | 115.0 1
m/z--> 30 40 5'0 60 70 8IO 90 100 110 120 130 140 740 7.60 7.80 800
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102817\
Data File : BG030536.D

Acq On : 28 Oct 2017 20:41

Operator : SJ/JU

Sample - 16071-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
Quant Title : 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... 5.24 12.7 ng 230040 1 8.17 362028 20.0
unknown?7 .70 7.70 77.8 ng 1408610 1 8.17 362028 20.0
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