LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092019\
Data File : BF117193.D

Aca On : 20 Sep 2019 18:43

Operator : HP/JU

Sample : PB123268BL

Misc :

ALS Vial : 12 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 F\METHODS\8270-BF091319.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

2.199 11 19 27 rvw 41498 60623 3.62% 0.564%
2.334 31 42 48 rVB 13835 37207 2.22% 0.346%
rBv 1075551 978146 58.42% 9.103%
6.457 738 743 746 rBV 923751 1085598 64.84% 10.103%
6.592 761 766 769 rBV 1288128 1177936 70.35% 10.963%
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6.816 801 804 814 rBB 279314 236639 14.13% 2.202%
6.975 827 831 834 rBV 998380 866844 51.77% 8.067%
7.381 895 900 917 rBV 594189 692070 41.33% 6.441%
8.098 1017 1022 1038 rBV 258638 304213 18.17% 2.831%
9.175 1199 1205 1208 rBV 1517607 1445860 86.35% 13.456%

=
QO ~NO®

11 9.851 1315 1320 1332 rBV 343115 383071 22.88% 3.565%
12 10.645 1450 1455 1478 rBV 877302 898827 53.68% 8.365%
13 11.339 1569 1573 1591 rBV 322249 389721 23.28% 3.627%
14 12.927 1837 1843 1859 rBV 1666363 1674396 100.00% 15.583%
15 13.980 2018 2022 2035 rBV 220624 302938 18.09% 2.819%

16 15.433 2264 2269 2287 rBV 118833 210862 12.59% 1.962%

Sum of corrected areas: 10744951
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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 F\DATA\BF092019\

BF117193.D

20 Sep 2019 18:43

HP/JU

PB123268BL

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092019\
Data File : BF117193.D

Aca On : 20 Sep 2019 18:43

Operator : HP/JU

Sample : PB123268BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.20 5.12 ng 60623 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 19 (2.199 min): BF117193.D (-11) (-) m/z 73.00 100.00%
73
5000 4\
43 87
55
39I ‘ 51 | 59 2.20 2.30 2.40 2.50 2.60
0"I'"'I""I""I""I""I'"'I"'!I'I"I""I""I'!"I""I""I"'I""I""I""I""I"' m/z 43.05 31.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 T
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 30.86%
o 2933 39 | 46 50 |59 69| 80
L) ALY ALY LAY MAAR) LML) KA RAMLARALL) NAAAS LAY LAY KA RARLY ML) LARS] RARA] LAM) AL L

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #1877: Acetamide, N-ethyl-
30
R RERA NS R
2.20 2.30 2.40 2.50 2.60
5000 43 87 m/z 55.00 22 .04%
15 72
o ‘18 % 39 |46 5154 59 68 |
TP ,,,,,,,,,,,,,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: N-Ethylformamide
30 2.20 2.30 2.40 2.50 2.60
73 m/z 41.00 11.77%
5000
44 58
18
1?‘ | 49“ | 54
O TP PP = oo e e e e e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092019\
Data File : BF117193.D

Aca On : 20 Sep 2019 18:43

Operator : HP/JU

Sample : PB123268BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexane, 2,2-dimethyl- Concentration Rank 4

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

2.33 3.14 ng 37207 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 9
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 9
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 5

Abundance Scan 41 (2.328 min): BF117193.D (-31) (-) m/z 57.00 100.00%
57
5000 41 /J\
I 99 220 240 260
G L B A AR AR RRARS RARAA RRAAN AR RARAN LAARS RARA SARAS LA N B m/z 41.00 40.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7650: Hexane, 2,2-dimethyl- M
57
5000 L L S
41 220 240 260
29 m/z 56.00 33.98%
ol 4 15 || ]| 7179 %9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 ﬂ
'|A"'|""|""|
220 240 260
5000 m/z 39.00 20.49%
41
29
oL 2 15 | “ 49 |, 71 83 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #19226: Hexane, 2,2,5,5-tetramethy!- Ay
57 220 240 260
m/z 43.05 15.22%
5000
| | L
0 \w 49 ||, 85 95 107115 127 137
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092019\
Data File : BF117193.D

Aca On : 20 Sep 2019 18:43

Operator : HP/JU

Sample : PB123268BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 3 unknown6.59 Concentration Rank 1

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

6.59 99.56 ng 1177940 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.592 min): BF117193.D (-761) (-) m/z 132.00 100.00%
5000 68
96 NS AR R L
40 5y 7 o7 5 6.20 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 42 .82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 NSRS AR R L
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.27%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.96%
33 aa o 105
0 ‘ . 3 0 ‘ 115 w
miz--> B @ s 160 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl AT e AR
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.64%
5000 98 116
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092019\
Data File : BF117193.D

Acq On : 20 Sep 2019 18:43

Operator : HP/JU

Sample : PB123268BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
Butane, 2-methoxy... 2.20 5.1 ng 60623 1 6.82 236639 20.0
Hexane, 2,2-dimet... 2.33 3.1 ng 37207 1 6.82 236639 20.0
unknown6 .59 6.59 99.6 ng 1177940 1 6.82 236639 20.0
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