LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG037012.D

Aca On : 27 Sep 2018 11:23

Operator : JU/SJ

Sample : J4773-14

Misc :

ALS Vial : 31 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
1 5.150 312 317 328 rVB 66348 110602 3.57% 0.750%
2 5.614 390 396 412 rBV 591486 1065033 34.33% 7.217%
3 7.200 659 666 688 rBV 541821 1100607 35.48% 7.459%
4 7.570 723 729 747 rBV 609555 1198822 38.64% 8.124%
5 8.040 802 809 821 rBV 125842 253916 8.18% 1.721%

8.364 856 864 880 rBV 492328 939002 30.27% 6.363%
9.204 1000 1007 1023 rBV 379108 826760 26.65% 5.603%
10.843 1279 1286 1306 rBV 163935 356636 11.50% 2.417%
13.287 1694 1702 1722 rBV 1084779 1836140 59.18% 12.443%
14.668 1929 1937 1946 rBV2 274403 485013 15.63% 3.287%

=
QO ~NO®

11 16.154 2183 2190 2218 rBV 717563 1316916 42.45% 8.924%
12 17.412 2397 2404 2415 rBV 376176 647638 20.88% 4 _.389%
13 20.021 2841 2848 2860 rBV 2180969 3102434 100.00% 21.024%
14 21.677 3123 3130 3142 rBV 426118 780682 25.16% 5.290%
15 24.885 3664 3676 3694 rBV 213553 736186 23.73% 4._.989%

Sum of corrected areas: 14756387
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092618\
BGO37012.D

27 Sep 2018 11:23

JussJ

J4773-14

31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG037012.D

5.61 7.57
7.20 8.36
9.20

5. 15 8.04

10.84

O+

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

TIC: BG037012.D

13.29

16.15

17.41
14.67

20,02

21.68

Time-->

Orrr T T S T T T T e T T T T T T T T T

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

2000000

1500000

1000000

500000

TIC: BG037012.D

24.89

0
Time--> 23.00 2350 24.00 2450 25.00 2550 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\BG092618\
Data File : BG037012.D

Aca On : 27 Sep 2018 11:23

Operator : JU/SJ

Sample : JA773-14

Misc :

ALS Vial : 31 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 8.71 ng 110602 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 9
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 317 (5.150 min): BG037012.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
1oLt 480 500 520 540
ot 8L L2010 g7 89 10 56.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L UL UL I B
59.0 480 500 520 540
0
150 1010 m/z 101.10 17.28%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.05 15.72%
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7828: Butanamide, 3,3-dimethyl-
59.0 480 5.00 520 5.40
m/z 41.10 6.74%
5000
41.0
oL 250 \‘M A 84010001160
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG037012.D

Aca On : 27 Sep 2018 11:23

Operator : JU/SJ

Sample : JA773-14

Misc :

ALS Vial : 31 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 1

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

7.57 94 .43 ng 1198820 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 729 (7.570 min): BG037012.D (-723) (-) m/z 132.10 100.00%
13R.1
68.1
5000
40.1 540 ‘| 850 96|1 . 7.20 7.40 7.60 7.80 8.00
Obrrrrrrrrrrrr el el e 890 L2070 Wl "m/z 68.10  52.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 R AR LR AR
7.20 7.40 7.60 7.80 8.00
m/z 66.10 34.87%
150 280 39.0 520 030 770 900 1040 ..,
miz--> "1'0""zb'"'3'6"26"55"235"'7'0""s'o'"55"1'66"1'16"1'56"1':';0"1'216"
Abundance #14491: 5-Aminoindole
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 33.06%
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 20.12%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T
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

8270-BG092018.M Thu Sep 27 16:34:28 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092618\
Data File : BG037012.D

Acq On : 27 Sep 2018 11:23

Operator : JU/SJ

Sample : J4773-14

Misc :

ALS Vial : 31 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 8.7 ng 110602 1 8.05 253916 20.0
unknown? .57 7.57 94_.4 ng 1198820 1 8.05 253916 20.0
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