LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035903.D

Aca On 26 Jul 2018 10:45

Operator : JU/SJ

Sample = J3821-08

Misc :

ALS Vial : 28 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-BG071218 .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

4.545 207 214 224 rVB 80000 119847 2.83% 0.700%
5.144 310 316 325 rBV 146028 223749 5.28% 1.307%
rBv 670375 1097648 25.88% 6.413%
7.194 658 665 680 rBvV 609851 1087137 25.63% 6.352%
7.564 719 728 742 rBV 716457 1270815 29.96% 7.425%
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8.028 799 807 815 rBV 135231 231320 5.45% 1.352%
8.351 854 862 873 rBvV 554301 1004182 23.68% 5.867%
9.185 997 1004 1021 rBV 426356 831107 19.60% 4 _.856%
10.830 1276 1284 1290 rBV 146081 287197 6.77% 1.678%
13.274 1692 1700 1712 rBV 1271609 2079438 49.03% 12.150%

=
QO ~NO®

11 14.649 1928 1934 1942 rBvV2 253139 443514 10.46% 2.591%
12 16.141 2181 2188 2208 rBV 1070503 1892042 44.61% 11.055%
13 17.392 2395 2401 2414 rBV 411254 707182 16.67% 4.132%
14 20.000 2839 2845 2857 rBV 3232939 4241005 100.00% 24.779%
15 21.657 3120 3127 3140 rBV 470682 852546 20.10% 4_.981%

16 24.852 3660 3671 3682 rBv3 238184 746436 17 .60% 4_.361%

Sum of corrected areas: 17115165
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072518\

BG035903.D

26 Jul 2018 10:45

JussJ

J3821-08

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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16.14

17.39
14.65

20,00

21.66

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035903.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035903.D

Aca On 26 Jul 2018 10:45

Operator : JU/SJ

Sample : J3821-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.54 10.36 ng 119847 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 213 (4.539 min): BG035903.D (-207) (-) m/z 83.15 100.00%
83.2
5000
43.1 S A N—
420 4.40 4.60 4.80
o,-rrruq-h. 1936 2009 3271 4841l Tn/z 55.15  72.45%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
5000 B UL AR AR A
434 420 440 460 480
m/z 98.15 28.92%
0 LN WAL IR UL SARLELAL SR UURLELEL SRR S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3157: 3-Hexen-2-one
83.0
434 o 2k 4k 40
5000 m/z 43.15 25.16%
L S L L UL UL W B WL S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e B
83.0 420 4.40 4.60 4.80
m/z 39.25 17.48%
41.0
5000
L S L L B UL W B WL W
miz-> 0 50 100 150 200 250 300 350 400 450 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035903.D

Aca On : 26 Jul 2018 10:45

Operator : JU/SJ

ﬁ?ggle i J3821-08 HR-06-072418-A
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 19.35 ng 223749 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
5 Dimethadione 129 C5H7NO3 000695-53-4 33

Abundance Scan 315 (5.138 min): BG035903.D (-310) (-) m/z 43.15 100.00%
43.1
5000
101.1 SRS S ——
480 5.00 5.20 5.40
Of bl e 297 8149 40840 Tz 59.15  72.24%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN U S R

480 5.00 5.20 5.40
m/z 101.10 25.36%

101.0
ooy d .
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R R R mma
4.80 5.00 5.20 5.40
m/z 58.15 19.13%
5000 101.0
ol
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4488: Propane, 1-ethoxy-2-methyl- Soqpaarsp e PP
59.0 4.80 5.00 5.20 5.40
m/z 41.25 10.80%
5000
270
J i ‘ 102.0
Ottty o '
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035903.D

Aca On : 26 Jul 2018 10:45

Operator : JU/SJ

ﬁ?ggle i J3821-08 HR-06-072418-A
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3 unknown7.56 Concentration Rank 1

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

7.56 109.88 ng 1270820 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 727 (7.558 min): BG035903.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
w01 || %62 750 70 760 780
0 e 2 S raees || m/z 68.15  46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A RRAARRARSSRARRARARAR S

7.20 7.40 7.60 7.80
70.0 m/z 66.15 33.46%

31.0 ’ ‘
.”“lehhlhm”“”q”..”w“”.”q””“”.””.”.“”.”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

7.20 7.40 7.60 7.80

o

5000 m/z 134.15 30.56%
o 38050 1010 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine  REaas e
132.0 720 740 760 7.80

m/z 69.15 20.83%

69.0
104.0
5000
31.0 ‘
O

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 7.20 7.40 7.60 7.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG072518\
Data File : BG035903.D

Acq On 26 Jul 2018 10:45

Operator : JU/SJ

Sample - J3821-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
3-Penten-2-one, 4... 4.54 10.4 ng 119847 1 8.03 231320 20.0
2-Pentanone, 4-hy... 5.14 19.4 ng 223749 1 8.03 231320 20.0
unknown? .56 7.56 109.9 ng 1270820 1 8.03 231320 20.0
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