LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091117\

Data File : BG028659.D

Aca On : 12 Sep 2017 3:03 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
a?zgle i 15180-03 OWN1%HD8$¢LB
ALS Vial : 23 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-BG090717.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

5.445 309 316 323 rVB 38641 57251 1.58% 0.444%
5.909 389 395 407 rBv2 193967 331795 9.13% 2.571%
rBv 114495 210017 5.78% 1.628%
7.866 721 728 736 rBV 341535 619482 17.05% 4_.801%
8.336 800 808 817 rVvB 127062 225744 6.21% 1.750%
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8.659 854 863 872 rVB 478568 860402 23.68% 6.668%
9.505 997 1007 1017 rBV 409502 752552 20.71% 5.832%
11.150 1281 1287 1296 rBVY 162362 308177 8.48% 2.388%
rBvV 1201100 1908511 52.53% 14.791%
14.946 1926 1933 1943 rBV2 278519 477032 13.13% 3.697%
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11 16.432 2179 2186 2199 rBV 712388 1159607 31.91% 8.987%
12 17.695 2394 2401 2410 rVB 434061 683823 18.82% 5.300%
13 20.280 2834 2841 2847 rBV 2793509 3633451 100.00% 28.159%
14 22.025 3131 3138 3147 rBV 491973 860016 23.67% 6.665%
15 25.527 3723 3734 3747 rVB 252094 815421 22.44% 6.319%

Sum of corrected areas: 12903281
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028659.D

Aca On : 12 Sep 2017 3:03

Operator : SJ/JU

Sample : 15180-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028659.D

2500000
2000000
1500000

1000000

8.66

500000 9.50

7.87

5.91 11.15

544 7.49 8.34
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TIC: BG028659.D
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Time-->

Abundance

20.28

2500000
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13.56
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TIC: BG028659.D

Time-->
Abundance

2500000

2000000

1500000

1000000

500000
25.53

T e

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\BG091117\
Data File : BG028659.D

Aca On : 12 Sep 2017 3:03

Operator : SJ/JU

Sample : 15180-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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.

5.44 5.07 ng 57251 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 39
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
52,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H4004Si 1000367-07-2 28

Abundance Scan 315 (5.439 min): BG028659.D (-309) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 IR RARAN RS L U
73.0 859 520 5.40 5.60 5.80
01 : m/z 59.10 64 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I UL I I
59.0 520 540 560 5.80
0
150 1010 m/z 101.10 22 .20%
28. 83.0
G A NN R BAAR) R RAARA NN RN LAY EARR) LA AL RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
5 590 b A
520 5.40 5.60 5.80
5000 m/z 58.10 17.45%
129.0
0 150 280 86.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31407: Propane, 1,1-dipropoxy-
430 59.0 520 5.40 5.60 5.80
m/z 41.10 9.94%
5000 101.0
zﬁ 131.0
0"w'“'v'“|“'w'“""|“"??9v'“|“'w'“'v'“|“"“'w'“'v%ﬁgg'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028659.D

Aca On : 12 Sep 2017 3:03

Operator : SJ/JU

Sample : 15180-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 2

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

7.87 54 .88 ng 619482 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Ethvlphenvl isocvanate 147 C9HONO 023138-58-1 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 729 (7.871 min): BG028659.D (-721) (-) m/z 132.10 100.00%
131
5000 68.1
01 541 \ %1 T he 750 500 850
M 1 !!..,.-.'.'.|,..7:5.‘,1....,..]'.,.]1??.?....,....,'...,.. m/z 68.10 44.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 I U L L R
7.60 7.80 8.00 8.20
310 70.0 m/z 66.10 33.14%
0 | 44.0 ] 6?9 ‘ 86.0 | 106.0116.0
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
132.0
R RN LA AR AR
69.0 104.0 7.60 7.80 8.00 8.20
5000 ' m/z 134.10 32.77%
31.0 51.0
79.0
e R RS A RN RS RS RRARS WS LRSS RARLS WS R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R E
132.0 7.60 7.80 8.00 8.20
m/z 69.10 20.25%
5000
69.0
390 o1 ‘ 890 1030 ‘
0 ""l""‘HH'”"““ |"'“| '”??lq' "|"'“| JH"I%%Q 9|""| T U U R R R
m/z--> 30 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091117\
Data File : BG028659.D

Acq On : 12 Sep 2017 3:03

Operator : SJ/JU

Sample - 15180-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.44 5.1 ng 57251 1 8.34 225744 20.0
unknown? .87 7.87 54_.9 ng 619482 1 8.34 225744 20.0
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