LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020719\
Data File : BG039392.D

Aca On : 7 Feb 2019 21:36

Operator : JU/SJ

Sample : K1392-06

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 G\METHODS\8270-BG012919.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

3.229 18 24 32 rBv 221406 419737 8.99% 2.009%
3.300 32 36 54 rvB 174515 261081 5.59% 1.250%
rvB 30281 49746 1.07% 0.238%
5.714 440 447 459 rVB 531989 835844 17.90% 4 _000%
7.312 711 719 732 rBV 336059 612258 13.11% 2.930%
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7.700 777 785 793 rBV 901478 1568673 33.59% 7.508%
8.176 859 866 877 rBvV 189958 319937 6.85% 1.531%
8.499 911 921 937 rBV 795522 1412504 30.24% 6.760%
9.350 1057 1066 1076 rBV 702007 1277411 27 .35% 6.114%
11.001 1338 1347 1356 rVB 257055 464015 9.93% 2.221%

=
QO ~NO®

11 13.427 1752 1760 1769 rBV 1904411 3001699 64.27% 14.366%
12 14.244 1893 1899 1904 rBV 33051 46813 1.00% 0.224%
13 14.802 1986 1994 2003 rVB2 402488 671306 14.37% 3.213%
14 16.282 2239 2246 2258 rBV 1534867 2248893 48.15% 10.763%
15 17.545 2453 2461 2468 rBV 562995 852204 18.25% 4_.079%

16 20.136 2896 2902 2909 rBV 3453355 4670668 100.00% 22.354%

17 21.434 3117 3123 3127 rBV3 54218 86047 1.84% 0.412%
18 21.834 3184 3191 3198 rVB2 606965 1020562 21.85% 4 _.884%
19 24.207 3590 3595 3604 rVB6 26433 56139 1.20% 0.269%

20 25.217 3756 3767 3779 rVB2 349231 1018812 21.81% 4_.876%

Sum of corrected areas: 20894349
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039392.D

Aca On : 7 Feb 2019 21:36

Operator : JU/SJ

Sample : K1392-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039392.D
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Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039392.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: BG039392.D
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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\BG020719\
Data File : BG039392.D

Aca On : 7 Feb 2019 21:36

Operator : JU/SJ

Sample : K1392-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.30 16.32 ng 261081 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (3.300 min): BG039392.D (-32) (-) m/z 73.15 100.00%

(]
5000 43
55 87

1 3 20 340 3 60
O e e e 22 m/z 43.15 45.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
B

5000 LA B B LI
320 3.40 360

43 55 87 m/z 55.15 30.31%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2051: 1,3-Dioxolane, 2-methy!-
73

320 3.40 3.60

o

5000 43 m/z 87.20 25.21%
58
0 H\ Il
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13739: 2,2,4-Trimethyl-3-pentanol — —
73 320 340 3.60
87 m/z 41.15 11.86%
5000 41 95
o “ ‘ 99 112 129
,...,... T e e .
m/z--> 80 100 120 140 160 180 200 220 320 340 360
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039392.D

Aca On : 7 Feb 2019 21:36

Operator : JU/SJ

Sample : K1392-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.26 3.11 ng 49746 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 9
3 2-Butanone. 3-ethoxv-3-methvl- 130 C7H1402 036687-99-7 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 370 (5.262 min): BG039392.D (-364) (-) m/z 43.15 100.00%
43
59
5000
1o " 500 520 540 560
o N ..~.'-,....,8?...~,|....,....,....,....,....,....,...2]3]9. m/z 59.25 52.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 500 520 540 560
m/z 101.15 19.31%
15 4 101
0'”LPWLT":"”?i'ﬁ'”'P'”l”'W'”'P'”I”'W'”'P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
" 500 520 540 560
5000 M m/z 58.15 17.78%
o T 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13491: 2-Butanone, 3-ethoxy-3-methyl-
59 5.00 5.20 5.40 5.60
m/z 41.15 9.68%
5000
43 87
o ‘w 73 ‘ 101 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039392.D

Aca On : 7 Feb 2019 21:36

Operator : JU/SJ

Sample : K1392-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 4 unknown7.70 Concentration Rank 1

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

7.70 98.06 ng 1568670 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 785 (7.700 min): BG039392.D (-777) (-) m/z 132.15 100.00%
132
5000 68
9 50 |l o Tgmus | T Th 7k 8by
ol A8 MRS L m/z 68.15 44.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R UL L R
7.40 7.60 7.80 8.00
33 44 105 m/z 134.15 31.39%
60 70 0 115
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 740 7.60 7.80 8.00
5000 gg 116 m/z 66.15 30.39%
okl L8 ez | s 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R
132 7.40 7.60 7.80 8.00
m/z 69.15 17.65%
117
5000
29 91
A A W W
0 |‘|||‘||‘N|‘l|||“||‘=|“i‘:::‘:l‘| —— —— —— A W —
m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020719\
Data File : BG039392.D

Acq On : 7 Feb 2019 21:36

Operator : JU/SJ

Sample - K1392-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.30 16.3 ng 261081 1 8.18 319937 20.0
2-Pentanone, 4-hy... 5.26 3.1 ng 49746 1 8.18 319937 20.0
unknown7 .70 7.70 98.1 ng 1568670 1 8.18 319937 20.0
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