LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043937.D

Aca On : 6 Jan 2020 18:55

Operator :© JU

Sample : PB125814BL

Misc :

ALS Vial : 4 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-BG123019.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 3.147 5 10 29 rvB 1562389 2414385 25.02% 5.080%
2 5.068 331 337 351 rVB 199337 311214 3.23% 0.655%
3 5.538 410 417 434 rVB 1009304 1621994 16.81% 3.413%
4 7.125 679 687 700 rVB 658061 1130997 11.72% 2.380%
5 7.495 742 750 763 rBVY 2067663 3597024 37.28% 7.568%

7.959 821 829 837 rBV 452911 780330 8.09% 1.642%
8.282 876 884 895 rBV 1856418 3346954 34.69% 7.042%
9.116 1015 1026 1034 rBV 1589499 2867559 29.72% 6.034%
10.761 1298 1306 1315 rBV 655725 1155775 11.98% 2.432%
13.217 1716 1724 1733 rBV 4279286 6790677 70.38% 14.288%

=
QO ~NO®

11 14.592 1950 1958 1966 rBV 1119827 1764910 18.29% 3.714%
12 16.079 2202 2211 2235 rBV 3305720 5266299 54.58% 11.081%
13 17.330 2417 2424 2433 rBV 1358399 2103661 21.80% 4._.426%
14 17.454 2437 2445 2451 rVB3 102356 156306 1.62% 0.329%
15 19.951 2863 2870 2880 rBV 7069208 9648183 100.00% 20.301%

16 21.584 3141 3148 3157 rBV2 1341526 2240643 23.22% 4.714%
17 23.864 3531 3536 3545 rVB4 51080 102874 1.07% 0.216%
18 24.710 3668 3680 3689 rBv2 787788 2227038 23.08% 4_.686%

Sum of corrected areas: 47526823
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043937.D

Aca On : 6 Jan 2020 18:55

Operator :© JU

Sample : PB125814BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG043937.D
7000000

6000000
5000000
4000000

3000000

7.49
8.28
2000000 15 912
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1000000 7.12 10.76

7.96
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T ey AR | GHSURSMESRMESMFSUIES! MUY SRS S MRS | NESMNS SR | SR

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG043937.D
7000000 19,95

6000000

5000000
13.22
4000000
16.08
3000000

2000000

. 21.58
14.59 17.33

1000000
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Time--> 13.00 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: BG043937.D
7000000

6000000
5000000
4000000
3000000
2000000

1000000 24.71
23.86

o T T e

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\BG010620\
Data File : BG043937.D

Aca On : 6 Jan 2020 18:55

Operator :© JU

Sample : PB125814BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 3

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

3.15 61.88 ng 2414390 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 11 (3.153 min): BG043937.D (-5) (-) m/z 73.10 100.00%
7B
5000 23 ?%
J‘| 007 515 3.20 3.30 3.40 3.50 3.60
, e P e e e e m/z 43.10 36.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 HRN IR U R AR U
43 3.20 3.30 3.40 3.50 3.60
‘ m/z 87.10 26.36%
L01
AL LI BRI DL LU DAL AL LA L B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

§

3.20 3.30 3.40 3.50 3.60

5000 41 m/z 55.10 25.31%
. 112
R o o LI B I i o o e R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
0 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.70%
5000 87
59‘
R o o o TR I o L e o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043937.D

Aca On : 6 Jan 2020 18:55

Operator :© JU

Sample : PB125814BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 4

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

5.07 7.98 ng 311214 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 40
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 16
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 337 (5.068 min): BG043937.D (-331) (-) m/z 43.10 100.00%
43
59
5000
i ik 5b0 520 S0
73 : : : :
...,....,....,....-,'::..?.1.4.',....,.~...,E??..,....-,|....,....,....,1.3.3..,...., m/z 59.10 55.21%
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 59 480 500 520 540
m/z 101.00 20.16%
15 31 101
w1 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59
480 500 520 540
5000 101 m/z 58.10 15.85%
27 42 116
“W'“W”jW””wh”P'”P”'Jiﬂﬁ4ﬂ””l””v'”v“'v”ﬂ'”W
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
59 480 5.00 5.20 5.40
m/z 41.10 8.82%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BG123019.M Tue Jan 07 15:25:50 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043937.D

Aca On : 6 Jan 2020 18:55

Operator :© JU

Sample : PB125814BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 1

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

7.49 92.19 ng 3597020 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1l-Isoaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 749 (7.489 min): BG043937.D (-742) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 720 7.40 7.60 7.80
78 | 106 ' ' ' ' 0
i L e m/z 68.10 42 _.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 U UL L R IR
7.20 7.40 7.60 7.80
104 m/z 134.00 33.04%
51 66 77 |
14 27 39 ° | Y 89 | 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 27.11%
41 97
53
L e
T ||“i“| |“|‘||‘|“l‘|‘|“|‘ |‘i|]|-0|7| "‘l ||H|| e R dananas o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr... e RARNEEEEE L
132 7.20 7.40 7.60 7.80
m/z 69.10 17.46%
5000
105
314151 65 /7 91 o1 || 144 159 173 100
miz--> 20 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010620\
Data File : BG043937.D

Acq On : 6 Jan 2020 18:55

Operator : JU

Sample : PB125814BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.15 61.9 ng 2414390 1 7.96 780330 20.0
2-Pentanone, 4-hy... 5.07 8.0 ng 311214 1 7.96 780330 20.0
unknown? .49 7.49 92.2 ng 3597020 1 7.96 780330 20.0
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