LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117831.D

Aca On : 18 Nov 2019 13:21

Operator :© JU

Sample : PB124878BL

Misc :

ALS Vial : 6 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-BF111319.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

2.299 26 36 42 rVB 118641 173523 1.94% 0.262%
5.151 515 521 529 rBV 1014021 1347136 15.03% 2.038%
rBvV 5965604 6244361 69.66% 9.446%
6.545 751 758 760 rBV 5585384 6565803 73.24% 9.932%
6.686 777 782 786 rBV 6295551 6773030 75.56% 10.245%
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6.922 818 822 825 rBV 1678081 1491495 16.64% 2.256%
7.081 844 849 852 rBV 5506232 5390224 60.13% 8.154%
7.481 911 917 920 rBV 4092804 4257316 47 .49% 6.440%
8.204 1035 1040 1044 rBV 2097175 1933568 21.57% 2.925%
9.286 1218 1224 1227 rBV 8065486 8024974 89.52% 12.139%%

=
QO ~NO®

11 9.969 1334 1340 1344 rBV 2618755 2298419 25.64% 3.477%
12 10.763 1468 1475 1478 rBV 5530824 5620629 62.70% 8.502%
13 11.463 1588 1594 1597 rBV 2727677 2515743 28.06% 3.805%
14 13.057 1860 1865 1868 rBV 9006083 8964304 100.00% 13.560%
15 14.110 2040 2044 2055 rVB 2564909 2337807 26.08% 3.536%

16 15.615 2294 2300 2315 rBV 1652654 2170942 24.22% 3.284%

Sum of corrected areas: 66109274
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117831.D

Aca On : 18 Nov 2019 13:21

Operator :© JU

Sample : PB124878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117831.D

8000000

5.55 6.69
6000000 i 6.55 7.08

7.48
4000000

2000000 6.92
5.15

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117831.D

8000000 9.29

6000000 10.76

4000000

0.97 11.46

8.20
2000000

o e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117831.D

8000000

6000000

4000000

14.11
2000000 15.62

e O . s L S B I -

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117831.D

Aca On : 18 Nov 2019 13:21

Operator :© JU

Sample : PB124878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.30 2.33 ng 173523 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 36 (2.299 min): BF117831.D (-26) (-) m/z 72.95 100.00%
3
5000 43
55 87 7 VN —
220 240 260
0"I""I'"'I""Illl'l"l""'I'"'Il'l"I""I'"'I""I""I""I""I""I"' m/z  43.00 35.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 AL I
43 220 240  2.60
55 87 m/z 87.10 26.04%
29
A A A SR A S AN AR N LARAN LARA) SRS LARANAARAN AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 A AL R
220 240  2.60
5000 41 55 m/z 55.00 25.57%
29 ‘
L, \\ loesl|l | o7 112 10

I I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
3

I2.20 2.40 I2.60
m/z 41.00 12.66%

5000

45 59
29
15 Al \ 87 103 130 147

L .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117831.D

Aca On : 18 Nov 2019 13:21

Operator :© JU

Sample : PB124878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.15 18.06 ng 1347140 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 521 (5.151 min): BF117831.D (-515) (-) m/z 43.00 100.00%
43
59
5000
i Tk 5o 520 sk
0...,....,....,....','::..‘Eﬁ.:I,...‘.3?....,53.3..,...:,|....,....,....,....,...., m/z 59.00 56.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL UL B
59 480 500 520 540
m/z 101.00 20.36%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.64%
101
15 31 % 6 86
) R A SRS RN ARAR RRARA RARSA RARAN AARAN LA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e N E
59 480 5.00 5.20 5.40
m/z 41.00 9.01%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY I R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117831.D

Aca On : 18 Nov 2019 13:21

Operator :© JU

Sample : PB124878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 90.82 ng 6773030 1,4-Dichlorobenzene-d4 6.92
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 783 (6.692 min): BF117831.D (-777) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 : : : :
ol | f7 s | 3sus Wl "n/z 68.00 37.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR R R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .84%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 660 6.80 7.00
5000 67 m/z 66.00 25.43%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R A e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.45%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 0 | R
m/z--> 40 60 80 100 120 140 160 180 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\BF111819\
Data File : BF117831.D

Acq On : 18 Nov 2019 13:21

Operator : JU

Sample : PB124878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.30 2.3 ng 173523 1 6.92 1491500 20.0
2-Pentanone, 4-hy... 5.15 18.1 ng 1347140 1 6.92 1491500 20.0
unknown6 .69 6.69 90.8 ng 6773030 1 6.92 1491500 20.0
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