LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038575.D

Aca On : 14 Dec 2018 19:47

Operator : JU/SJ

Sample : PB115331BL

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 G\METHODS\8270-BG121218 .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 3.182 12 16 22 rVB2 16086 24179 1.39% 0.310%
2 5.145 345 350 361 rVB2 19213 32851 1.89% 0.421%
3 5.609 422 429 440 rBV 349197 594546 34.25% 7.620%
4 7.213 694 702 712 rBV 359877 636347 36.66% 8.156%
5 7.589 758 766 774 rBV 335809 604186 34.81% 7.743%

8.059 839 846 854 rVB 74905 129248 7.45% 1.656%
8.382 893 901 911 rBV 265278 471511 27.17% 6.043%
9.234 1039 1046 1056 rBV 208088 402136 23.17% 5.154%
10.879 1318 1326 1337 rBV 89394 172860 9.96% 2.215%
13.317 1734 1741 1749 rBV 564133 914591 52.69% 11.722%

=
QO ~NO®

11 14.698 1968 1976 1988 rVvB2 151028 250213 14.42% 3.207%
12 16.185 2222 2229 2241 rBV3 428835 688220 39.65% 8.820%
13 17.442 2436 2443 2454 rBV 215280 340005 19.59% 4 _.358%
14 20.045 2880 2886 2896 rBV 1353628 1735669 100.00% 22.245%
15 21.719 3164 3171 3179 rBV2 243435 414991 23.91% 5.319%

16 25.015 3721 3732 3745 rVB 134042 391095 22.53% 5.012%

Sum of corrected areas: 7802648
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121418\
Data File : BG038575.D

Aca On : 14 Dec 2018 19:47

Operator : JU/SJ

Sample : PB115331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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: BG038575.D
1200000
1000000
800000
600000

400000 5.61 7.21 759

8.38
9.23

8.06 10.88

200000
3.18 5.14
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Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038575.D
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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: BG038575.D

1200000
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800000
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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\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038575.D

Aca On : 14 Dec 2018 19:47

Operator : JU/SJ

Sample : PB115331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown3.18 Concentration Rank 4

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

3.18 3.74 ng 24179 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-5-hexen-3-o0l 114 C7H140 032815-70-6 17
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 9
4 3-Oxetanol. 2.2.3-trimethvl- 116 C6H1202 025910-96-7 9
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 9

Abundance Scan 16 (3.182 min): BG038575.D (-12) (-) m/z 72.95 100.00%
73.0
43.0
5000 55.0 87.0
| | | | 3.20 3.30 3.40 3.50 3.60
r-r—r—-i—_ sttt m/z 43.00 64 .26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
55.0
43.0
5000 NS IR USRS U AR
3.20 3.30 3.40 3.50 3.60
270 m/z 87.00 36.56%
15|0 || | |||‘ | gl 1 81.0
0"w"'w"'w" "w'"w"'w"'w"'w"'w"'w
m/z--> 10 40 50 70 80 90 100 110
Abundance #740: Acetamlde, N-methyl-
43.0 73.0
0.0 3,20 3.30 3.40 350 3.60
5000 58.0 m/z 55.00 36.33%
15.0
o Al ‘
L UL SU BRI SURLELEL ILEL AL SR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4463: 3-Pentanol, 3-methyl-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 41.00 20.45%
5000 55.0
43.0
29.0 ‘ 87.0
0"|'"'|"'MU"'”J'"'|"H'l""|'l"|'“'w""}939'|'
m/z--> 10 20 30 50 60 70 80 90 100 110 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038575.D

Aca On : 14 Dec 2018 19:47

Operator : JU/SJ

Sample : PB115331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown5.14 Concentration Rank 3

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

5.14 5.08 ng 32851 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Diacetamide 101 C4H7NO2 000625-77-4 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 349 (5.139 min): BG038575.D (-345) (-) m/z 43.00 100.00%
430
5000 59.0
| mo % Tho sho 520 a0 |
MR NS 1 1 S SRS EEMRMS UL m/z 59.00 47.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
430
5000 RN L RS R IR
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 15.58%
: 83.0
0 Tl N ! !
LS IR IR UL SULER NS UL IR LR LSS SN BRARE LRSS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4023: Diacetamide
43.0
480 500 520 540
5000 59.0 m/z 58.00 12 .54%
73.0
101.0
o 280 || 86.0
m/z--> fo 25 50 45 éo eb 75 80 90 160 110 150 1§0
Abundance #13639: 3-Octanol
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.54Y%
5000 200 41.0 83.0
101.0
0 ‘ ‘ MJM |l 70.0 ‘ ‘ 112.0  129.0 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038575.D

Aca On : 14 Dec 2018 19:47

Operator : JU/SJ

Sample : PB115331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 93.49 ng 604186 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 766 (7.589 min): BG038575.D (-758) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 9.0 720 7.40 7.60 7.80 8.00
01 L m/z 68.00 40.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 AR R R AR
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 33.15%
310 59
ol : 116.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 31.76%
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-  EaE A Ramaa
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.14%
5000

15.0 39\0 I 63“\0 76'0 Ly 10\4.0 ‘

m/z--> 20 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\BG121418\
Data File : BG038575.D

Acq On : 14 Dec 2018 19:47

Operator : JU/SJ

Sample : PB115331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
unknown3.18 3.18 3.7 ng 24179 1 8.06 129248 20.0
unknown5.14 5.14 5.1 ng 32851 1 8.06 129248 20.0
unknown? .59 7.59 93.5 ng 604186 1 8.06 129248 20.0
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