LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\

Data File : BG037009.D

Aca On = 27 Sep 2018 9:27 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 J5052-16 092018-SIDIF-)E-D-S
ALS Vial : 28 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-BG092018 .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

5.147 312 316 322 rBV 24191 39370 1.03% 0.263%
5.617 390 396 412 rBV 206272 419980 10.94% 2.807%
rBv 121259 293590 7.65% 1.962%
7.574 722 729 751 rBV 407513 842159 21.93% 5.629%
8.044 802 809 819 rBvV 132990 273122 7.11% 1.826%
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8.361 856 863 880 rBvV 597965 1156556 30.12% 7.731%
9.201 999 1006 1030 rBV 502805 1084241 28.23% 7.248%
10.847 1278 1286 1300 rBV 182107 383657 9.99% 2.565%
13.291 1694 1702 1721 rBV 1355010 2357944 61.40% 15.762%
14.113 1836 1842 1850 rBV 46833 79064 2.06% 0.528%

=
QO ~NO®

11 14.666 1929 1936 1951 rBV2 314270 560571 14.60% 3.747%
12 16.152 2183 2189 2208 rBV 642685 1133975 29.53% 7.580%
13 17.410 2395 2403 2419 rBvV 415667 716354 18.65% 4._.788%
14 20.018 2841 2847 2860 rBV 2710532 3840244 100.00% 25.670%
15 21.675 3122 3129 3140 rBV2 459188 832897 21.69% 5.567%

16 23.955 3509 3517 3529 rVB5 24286 60290 1.57% 0.403%

17 24.877 3665 3674 3699 rVB2 259379 835144 21.75% 5.582%

18 26.011 3861 3867 3878 rVB4 17115 50978 1.33% 0.341%
Sum of corrected areas: 14960136
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092618\

Data File : BG037009.D

Aca On : 27 Sep 2018 9:27

Operator : JU/SJ

ﬁ?ggle i J5052-16 092018-SIDI-E-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG037009.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092618\

Data File : BG037009.D

Aca On : 27 Sep 2018 9:27

Operator : JU/SJ

ﬁ?ggle i J5052-16 092018-SIDI-E-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 2.88 ng 39370 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 33
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 316 (5.147 min): BG037009.D (-312) (-) m/z 43.10 100.00%
431
59.0
5000
1011 ok 500 550 540 |
ot 88O 2011 09 08 52.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L A IR B
59.0 480 500 520 540
0
150 1010 m/z 58.10 17.02%
pl ) ) 83.0 !
G L U S U S S BN SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
4.80 5.00 5.20 5.40
5000 560 m/z 101.10 16.78%
101.0
oL 20 [l I 830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13627: 3-Octanol R B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 7.71%
83.0
5000 41.0
101.0
.1.4'.0|....|........|....|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092618\

Data File : BG037009.D

Aca On : 27 Sep 2018 9:27

Operator : JU/SJ

ﬁ?ggle i J5052-16 092018-SIDI-E-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.57 Concentration Rank 2

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

7.57 61.67 ng 842159 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 728 (7.568 min): BG037009.D (-722) (-) m/z 132.10 100.00%

132.1
5000 68.1

96.1 IIIIIIIIIIIIIIIIII
40.1 541 720 7.40 7.60 7.80 8.00

rerrrrpreerpree il '!..,.-.'~.".|,..':~.,?‘?;9,..I.,.'!n.,l.l.“".-ﬁ',...., b m/z 68.10  51.57%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

o

97.0
5000 LA L L L L L L L LB L I
7.20 7.40 7.60 7.80 8.00
70.0 m/z 66.10 35.61%
310 440
|. | I | | 86.0 116.0 |
Ot e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
e e T
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 32.67%
ol 150 280 39.0 520 30 770 900 1040 .,
A R aaaE o o o L e RAREARE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R mEm e

132.0 720 7.40 7.60 7.80 8.00
m/z 69.10 22.41%

5000
104.0
66.0
140 270 390 S0 T I8 oo | mso |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092618\

Data File : BG037009.D

Acq On = 27 Sep 2018 9:27

Operator : JU/SJ

ﬁ?ggle i J5052-16 092018-SIDI-E-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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]
2-Pentanone, 4-hy... 5.15 2.9 ng 39370 1 8.04 273122 20.0
unknown? .57 7.57 61.7 ng 842159 1 8.04 273122 20.0
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