LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110117\

Data File : BG030651.D

Aca On - 2 Nov 2017 1:46 Instrument :
Operator : SJ/JU BNA_G

Sample - 16205-01 ClientSampleld :
Misc - 102517-TIDO-F-D-B
ALS Vial : 15 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

5.239 327 332 343 rVB 78375 120443 1.72% 0.439%
5.715 406 413 425 rBvV 452929 730674 10.41% 2.664%
rBv 322092 588011 8.38% 2.144%
7.689 742 749 761 rVB 850064 1459714 20.80% 5.321%
8.159 821 829 837 rBV 251192 417878 5.95% 1.523%
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8.482 876 884 896 rBV 1134115 2031276 28.94% 7.405%
9.322 1019 1027 1038 rBvV 906061 1680148 23.94% 6.125%
10.973 1300 1308 1319 rBV 362111 660963 9.42% 2.410%
13.400 1709 1721 1733 rBV 2936480 4590575 65.40% 16.735%
14.775 1946 1955 1963 rBV3 662751 1099649 15.67% 4._.009%

=
QO ~NO®

11 16.044 2165 2171 2179 rBV 188120 249563 3.56% 0.910%
12 16.255 2200 2207 2220 rBV 1559803 2388492 34.03% 8.707%
13 17.513 2412 2421 2431 rBV2 852597 1289747 18.37% 4.702%
14 20.104 2856 2862 2874 rBV 5302673 7019228 100.00% 25.589%
15 21.784 3141 3148 3158 rBV 929911 1566809 22.32% 5.712%

16 25.092 3700 3711 3725 rBv2 525932 1537811 21.91% 5.606%

Sum of corrected areas: 27430981
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110117\
Data File : BG030651.D

Aca On 2 Nov 2017 1:46

Operator : SJ/JU

Sample : 16205-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG030651.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110117\
Data File : BG030651.D

Aca On > 2 Nov 2017 1:46

Operator : SJ/JU

Sample : 16205-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 5.76 ng 120443 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 12
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 332 (5.239 min): BG030651.D (-327) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
5.00 5.20 5.40 5.60
0...,....,....,....','!:..,..-!-Ii....,7.3'.9.?%.0..,...:,|....,....,... m/z 59.00 56.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N L UL L I
59.0 500 520 540 5.60
m/z 101.00 19.44%
3%0 | 83.0 10%0
e R R R RS LR RS R RS LSS RS RRARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
500 520 540 5.60
5000 m/z 58.00 17.41%
101.0
J_ 150 310 580 590 860
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.11%
5000 41.0 101.0
29.0
o 30 il M‘ Il 730 80 | m70
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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\BG110117\
Data File : BG030651.D

Aca On > 2 Nov 2017 1:46

Operator : SJ/JU

Sample : 16205-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.69 Concentration Rank 2

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

7.69 69.86 ng 1459710 1,4-Dichlorobenzene-d4 8.16
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (7.689 min): BG030651.D (-742) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 LSS SRS LR
40.0 7.40 7.60 7.80 8.00
0 .:,...!,-:.1.1“?-?..J'.,....,....,....,297.-9. m/z 68.00 39.88%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL L L R
7.40 7.60 7.80 8.00
310 510 m/z 134.00 32.73%
0"k%IhH'I'PNL""I“”'I""P"'I"”I""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.47%
41.0 97.0
117.0
82.0
e L B A0 UL L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl R B e R
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.48%
74.0
5000 gg0 160
0||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:|I-5|8|.0|||||]:8|9.|0|||||| e
m/z--> 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110117\
Data File : BG030651.D

Aca On > 2 Nov 2017 1:46

Operator : SJ/JU

Sample : 16205-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 4 Ethylmalonic acid dipropyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.04 4_.54 ng 249563 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 EthviImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
2 Triethvl citrate 276 C12H2007 000077-93-0 58
3 2-Chlorobenzoic acid. tridecvl e... 338 C20H31CI102 1000292-42-8 40
4 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 38
5 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 36
Abundance Scan 2170 (16.038 min): BG030651.D (-2165) (-) m/z 157.00 100.00%
157.0
5000 1150
8O g 2030 1580 1600 1620 1640
Obrrrprrrelirrtpberp e bbb et e e | M/z 115000 35.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
5000 43.0 115.0 e e e
15.80 16.00 16.20 16.40
87.0 m/z 43.00 16.94%
‘ 188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
157.0
15.80 16.00 16.20 16.40
m/z 203.00 9.87%
50001 29.0 115.0 0
203.0
o 60.0 87.0 231.0  277.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175305: 2-Chlorobenzoic acid, tridecyl ester B L
157.0 15.80 16.00 16.20 16.40
m/z 111.00 9.20%
5000
111.0
oL 290,550 80 \‘ 183.0 338.0
m/z--> %&ebmmmmmmmmmmmmmmmmmm 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110117\
Data File : BG030651.D

Acq On > 2 Nov 2017 1:46

Operator : SJ/JU

Sample : 16205-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 5.8 ng 120443 1 8.16 417878 20.0
unknown? .69 7.69 69.9 ng 1459710 1 8.16 417878 20.0
Ethylmalonic acid... 16.04 4.5 ng 249563 3 14.77 1099650 20.0
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