LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036428.D

Aca On : 27 Aug 2018 12:49

Operator : JU/SJ

Sample : J4612-03

Misc :

ALS Vial : 6 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-BG082318 .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

5.170 311 320 329 rVB 99226 154888 3.49% 0.779%
5.634 392 399 410 rBV 854127 1343697 30.29% 6.761%
rvB 768934 1325072 29.87% 6.668%
7.596 725 733 745 rBV 909557 1511401 34.06% 7.605%
8.066 804 813 821 rBV 183378 310536 7.00% 1.563%
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8.389 861 868 877 rVB 668834 1141497 25.73% 5.744%
9.224 1002 1010 1021 rVB 572484 996079 22.45% 5.012%
10.869 1283 1290 1298 rBV 256496 453114 10.21% 2.280%
13.313 1699 1706 1714 rBV 1558562 2448055 55.18% 12.318%
14.688 1933 1940 1949 rBV3 420120 679310 15.31% 3.418%

=
QO ~NO®

11 16.174 2186 2193 2212 rBV 1306008 1969721 44.39%% 9.911%
12 17.432 2400 2407 2413 rBV2 654049 955992 21.55% 4_.810%
13 20.041 2845 2851 2859 rBV 3523036 4436815 100.00% 22.325%
14 21.697 3126 3133 3141 rVB2 686898 1117961 25.20% 5.625%
15 24.917 3671 3681 3692 rBv2 370810 1029220 23.20% 5.179%

Sum of corrected areas: 19873358
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036428.D

Aca On : 27 Aug 2018 12:49

Operator : JU/SJ

Sample : J4612-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3500000

TIC: BG036428.D
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7.60

1000000
7.21

5.63

8.39 9.22

5.17 A

T T T T
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TIC: BG036428.D

500000

8.07 10.87
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Time-->
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3500000
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3000000
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13.31

1500000 16.17

1000000

17.43 21.70

500000 14.69

0
Time-->

Abundance
3500000

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
TIC: BG036428.D
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2500000

2000000
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R e m e AR AR A Ras L e o R RARRA BARAR R

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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036428.D

Aca On : 27 Aug 2018 12:49

Operator : JU/SJ

Sample : J4612-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 9.98 ng 154888 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 320 (5.170 min): BG036428.D (-311) (-) m/z 43.10 100.00%
431
59.1
5000
1011 480 5.00 520 5.40 5.60
0 ...,....,....,....','::..,..~.-~I,....,7.3:2..?.3:1..,...:,|....,....,... m/z 59.10  52.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S UL A R
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.05 19.07%
: 83.0
0 1l T . .
RIS SO SUILI LI SO SUIL SO SURILN IULILLS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0
480 500 520 540 5.60
5000 410 101.0 m/z 101.10 17.14%
29.0
M A 1 RN -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4460: 3-Pentanol, 2-methyl- s el R o
59.0 4.80 5.00 520 5.40 5.60
m/z 41.10 7.52%
5000 73.0
310 40
Oy ""l"'h‘J""HM‘J"|"hti SRR |??:q|"'12159"|"' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036428.D

Aca On : 27 Aug 2018 12:49

Operator : JU/SJ

Sample : J4612-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.60 Concentration Rank 1

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

7.60 97.34 ng 1511400 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 734 (7.602 min): BG036428.D (-725) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 | R UL U
400 541 ‘ 771 7.20 7.40 7.60 7.80 8.00
Y TR :!..,....,.?.7.1,..]'.,.’1??.1,....,...., b m/z 68.10  42.84%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 | UL L
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 33.11%
o 00 T 800 1150
S A N S AR A P P
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0
ot 750 7w 760 780 500
5000 ' m/z 66.10 29.47%
51.0 77.0
39.0 65.0 ‘ 010 115.0
0”'P'”W“'¢yh'vw”lwqm'”'ﬂ'”l”t"LMP'”I"W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B b
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.34%
5000 67.0
41.0 97.0
53.0
20.0 117.0
0--w----w---N-ﬁ-u”J=m--Vﬂﬂnqq?-ﬂ-|}990---“w---| Tt R UL L R
m/z--> 30 40 50 60 70 80 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 : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082718\
Data File : BG036428.D

Acq On : 27 Aug 2018 12:49

Operator : JU/SJ

Sample - J4612-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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 10.0 ng 154888 1 8.07 310536 20.0
unknown? .60 7.60 97.3 ng 1511400 1 8.07 310536 20.0
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