Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\

BG037886.D
8 Nov 2018 15:22
JuUssJ
J5858-07
5 Sample Multiplier: 1
Parameters: rteint.p
RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method - Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.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
1 5.174 314 321 330 rVB 52563 86211 2.36% 0.384%
2 5.638 392 400 410 rBY 1061572 1809602 49.48% 8.070%
3 7.242 665 673 690 rBvY 1171913 2212378 60.49% 9.867%
4 7.618 729 737 749 rBVY 1100465 1953188 53.40% 8.711%
5 8.094 809 818 828 rBvV 184079 330955 9.05% 1.476%
6 8.417 865 873 882 rVvB 786452 1429978 39.10% 6.377%
7 9.269 1010 1018 1033 rBVY 702177 1327141 36.29% 5.919%
8 10.914 1290 1298 1308 rBvV 280315 518858 14.19% 2.314%
9 13.347 1704 1712 1722 rBY 1873960 3062791 83.74% 13.659%
10 14.169 1846 1852 1858 rBVY 126343 186629 5.10% 0.832%
11 14.727 1937 1947 1956 rBV2 470618 799828 21.87% 3.567%
12 16.214 2192 2200 2214 rBV 1426604 2239589 61.24% 9.988%
13 17.471 2406 2414 2427 rBV2 589773 930458 25.44% 4 _.150%
14 18.329 2553 2560 2566 rBV3 29983 50279 1.37% 0.224%
15 20.074 2851 2857 2872 rBVY 2637878 3657343 100.00% 16.311%
16 21.754 3136 3143 3154 rBVY 504548 937193 25.62% 4.180%
17 24.058 3528 3535 3543 rVB9 20762 48647 1.33% 0.217%
18 25.086 3693 3710 3733 rBV2 207331 841494 23.01% 3.753%
Sum of corrected areas: 22422562
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037886.D

Aca On : 8 Nov 2018 15:22

Operator : JU/SJ

Sample = J5858-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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: BG037886.D
2500000

2000000

1500000

5.64
1000000

500000
10.91
5.17 A
0
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037886.D

2500000

20,07

2000000{ 13 35
1500000 16.21

1000000

17.47
21.75
500000 14.73

rTJ 14.17 18.33 L
O IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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 TIC: BG037886.D

2500000

2000000

1500000

1000000

500000
25.09
24.06

R S R AR A maas L s R ERBARE

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\BG110818\
Data File : BG037886.D

Aca On : 8 Nov 2018 15:22

Operator : JU/SJ

Sample = J5858-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 5.21 ng 86211 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Pentanal. oxime 101 C5H11NO 000628-79-5 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 320 (5.168 min): BG037886.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
e T Sho 850 b sk
73.0 83.0 . : : : :
o...“...“..w...dh..w.ubh..”,u.”,u”.,.”.J”..“ m/z 59.00 58.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS UL IR N
59.0 480 500 520 540 5.60
0,
15.0 a0 1010 m/z 101.00 19.94%
0"'l“t'|“'”H“"N“"|“"|“"|“"P%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324 3-Hydroxy-3-methyl-2-butanone
59.0
480 500 520 540 5.60
5000 43.0 m/z 58.00 17.39%
31.0
15.0 ‘ il 69.0 87.0
e S I S SULIULS SURI IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide RS R Setee e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 7.37%
5000 59.0
73.0
101.0
o 28.0 Il 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037886.D

Aca On : 8 Nov 2018 15:22

Operator : JU/SJ

Sample = J5858-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 118.03 ng 1953190 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 737 (7.618 min): BG037886.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 ARRE A RS RN
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 S0 T .2 | m/z 68.00 42.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SARBANRRAN AR SARSE R

7.20 7.40 7.I60 7.80 8.00
m/z 133.90  34.04%

310 510
oLl Ly | "
— et
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A RREET B
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.45%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.66%
74.0
116.0
5000 98.0
SIS PR WA T YY1 0 WY | A
m/z--> 40 60 80 100 120 140 160 180 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\BG110818\
Data File : BG037886.D

Acq On : 8 Nov 2018 15:22

Operator : JU/SJ

Sample - J5858-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.17 5.2 ng 86211 1 8.09 330955 20.0
unknown7 .62 7.62 118.0 ng 1953190 1 8.09 330955 20.0
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