LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027390.D

Aca On 13 Jun 2017 17:41

Operator : SJ/MA

Sample : PB99729BL

Misc :

ALS Vial : 3 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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

5.693 335 341 349 rBV 115354 190503 4.17% 0.877%
6.134 407 416 428 rBV 1077317 1862372 40.74% 8.573%
rBvV 1036054 1915628 41.91% 8.818%
8.079 739 747 760 rBV 1005900 1833679 40.11% 8.441%
8.543 817 826 833 rBV 177908 322328 7.05% 1.484%
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8.872 872 882 893 rBvV 702946 1308318 28.62% 6.023%
9.706 1011 1024 1033 rBvV 551796 1061082 23.21% 4._.884%
11.357 1297 1305 1314 rBV 239528 474147 10.37% 2.183%
13.743 1704 1711 1720 rBV 1509069 2520657 55.14% 11.603%
15.123 1938 1946 1954 rBV2 357797 627617 13.73% 2.889%

=
QO ~NO®

11 16.604 2191 2198 2213 rBV 1349888 2116927 46.31% 9.745%
12 17.873 2405 2414 2424 rBV2 520393 854744 18.70% 3.935%
13 20.446 2846 2852 2863 rBV 3270874 4571250 100.00% 21.043%
14 22.250 3151 3159 3168 rBV 549377 1054444 23.07% 4 _.854%
15 25.922 3772 3784 3800 rBVv3 290804 1009822 22.09%% 4.649%

Sum of corrected areas: 21723518
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG061317\
Data File : BG027390.D

Aca On : 13 Jun 2017 17:41

Operator : SJ/MA

Sample : PB99729BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060517 .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: BG027390.D
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Abundance TIC: BG027390.D
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Time--> 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: BG027390.D
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Time--> 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:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027390.D

Aca On 13 Jun 2017 17:41

Operator : SJ/MA

Sample : PB99729BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.69 11.82 ng 190503 1,4-Dichlorobenzene-d4 8.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 340 (5.687 min): BG027390.D (-335) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR RN RN RN R
| 83.0 | 540 5.60 5.80 6.00
o) BNV SO F| A S S m/z 59.00 58.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I I
59.0 540 560 580 6.00
0
150 4, 1010 m/z 101.00 17.91%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
540 560 580 6.00
5000 41.0 m/z 58.00 16.63%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0 540 5.60 5.80 6.00
m/z 41.00 8.93%
5000
41.0
29.0 101.0
0'”I””I“M”””“ﬂml”“i”'zﬁgﬂﬁqﬂ”'m”'ﬂ”'W”“I””I””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027390.D

Aca On 13 Jun 2017 17:41

Operator : SJ/MA

Sample : PB99729BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknown8.08 Concentration Rank 1

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

8.08 113.78 ng 1833680 1,4-Dichlorobenzene-d4 8.54
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 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 747 (8.079 min): BG027390.D (-739) (-) m/z 132.00 100.00%
13R.0
5000 68.0
96.0 UL L I I AL
40.0 7.80 8.00 8.20 8.40
0 m/z 68.00 51.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL L I I R
7.80 8.00 8.20 8.40
3 m/z 134.00 33.49%
1.0 ‘
OHLM?Q.“l”M”.WJH...u I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
780 8.00 820 8.40
5000 m/z 66.00 32.08%
70.0
e R L R A L A S S LS RS AR AN RARE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine R L L e o
132.0 7.80 8.00 8.20 8.40
m/z 69.00 19.94%
5000
105.0
77.0
0 5%0 L I 165.0 190.0 2240 267.0
m/z--> 4'0 6|O 80 1(')0 120 140 160 180 200 220 240 2('30 780 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061317\
Data File : BG027390.D

Acq On 13 Jun 2017 17:41

Operator : SJ/MA

Sample : PB99729BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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]
2-Pentanone, 4-hy... 5.69 11.8 ng 190503 1 8.54 322328 20.0
unknown8 .08 8.08 113.8 ng 1833680 1 8.54 322328 20.0
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