LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020719\
Data File : BG039383.D

Aca On : 7 Feb 2019 15:18

Operator : JU/SJ

Sample : PB116900BL

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:\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

5.256 364 369 378 rvVB 54062 83178 2.18% 0.437%
5.715 440 447 459 rVB 965219 1504839 39.45% 7.902%
rvB 983492 1666111 43.68% 8.749%
7.700 774 785 798 rBV 908186 1573916 41.27% 8.265%
8.176 859 866 874 rBvV 187038 308065 8.08% 1.618%
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8.499 913 921 930 rVB 651095 1150845 30.17% 6.043%
9.351 1058 1066 1078 rBV 550411 964197 25.28% 5.063%
11.002 1338 1347 1356 rBV 248107 452033 11.85% 2.374%
13.422 1752 1759 1767 rBV 1513187 2367189 62.06% 12.431%
14.802 1987 1994 2001 rBV2 394136 633730 16.62% 3.328%

=
QO ~NO®

11 16.283 2239 2246 2265 rBV 1100488 1654694 43.38% 8.689%
12 17.540 2454 2460 2468 rBV2 543208 826958 21.68% 4.343%
13 20.136 2896 2902 2908 rBV 3002968 3814108 100.00% 20.029%
14 21.834 3184 3191 3199 rBV2 624565 1047036 27.45% 5.498%
15 25.218 3755 3767 3779 rBV2 326749 996288 26.12% 5.232%

Sum of corrected areas: 19043187
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039383.D

Aca On : 7 Feb 2019 15:18

Operator : JU/SJ

Sample : PB116900BL

Misc :

ALS Vial : 3 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 :
3000000 TIC: BG039383.D

2500000
2000000

1500000

7.31

1000000 .71 7.70

8.50
500000

8. 18 11.00
5.26

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance
3000000 TIC: BG039383.D -

2500000

2000000

1500000 13.42
16.28
1000000

21.83
17.54

500000 14.80
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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: BG039383.D

2500000
2000000
1500000
1000000

500000 25 92

A BRa L e Eaa R L e A RAARE AR RAREE s s

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 : BG039383.D

Aca On : 7 Feb 2019 15:18

Operator : JU/SJ

Sample : PB116900BL

Misc :

ALS Vial : 3 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.26 5.40 ng 83178 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 370 (5.262 min): BG039383.D (-364) (-) m/z 43.15 100.00%
43
5000 %9
101 RN RS RN RN L
37| 49 I| 83 | 5.00 520 5.40 5.60 '
-+ttt m/z 59.15 51.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI LS UL I L
59 500 520 540 560
m/z 58.10 16.61%
o 25 31 37 83 g3 %
" A0 N N N S S A N N
Abundance #8344 3-Hexanol, 4-methyl-
59
" '5.00 520 540 560
5000 41 m/z 101.15 14 .79%
69 87
e U s .
O'W"'W"'W"'W"'W'"W"'W"'W"'W"'W"'W
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #8205. Acetic acid, 1,1-dimethylethy! ester R e  am nae )
43 5.00 5.20 5.40 5.60
m/z 41.25 8.49%
5000 57
29
101
0 ‘ 37,/ 50 ‘ 78
m/z--> 10 20 30 4'0 50 6|0 70 80 90 100 ' 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 : BG039383.D

Aca On : 7 Feb 2019 15:18

Operator : JU/SJ

Sample : PB116900BL

Misc :

ALS Vial : 3 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 unknown7.70 Concentration Rank 1

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

7.70 102.18 ng 1573920 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 785 (7.700 min): BG039383.D (-774) (-) m/z 132.15 100.00%
132
5000 68
40 54 ‘ 75 % 103 740 7.60 7.80 8.00
0..,....,....,....',“.'.‘.‘.7,.'.'..?:1!-.'.|,..':.,..5.3.7,....,.'!'..,.1.1.5.,....,-'...,... m/z 68.15 43.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 A
7.40 7.60 7.80 8.00
104 m/z 134.15 32.74%
ol 14 27 37 44 51 5 77 g9 97 | us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.40 7.60 7.80 8.00

5000 67 m/z 66.15 29.97%
41 53 97 117
I 9 8o
o ”,....“...,?ﬂaiﬂ..4hn.§ﬁhhlh.ﬂh“h..u“.H.,?R?,..jq%gf.ﬂt..,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine B Rama e e
132 7.40 7.60 7.80 8.00

m/z 69.25 17.24%

5000

33 44 o g7 105
78
|5 % 8 | | us

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG020719\
Data File : BG039383.D

Acq On : 7 Feb 2019 15:18

Operator : JU/SJ

Sample : PB116900BL

Misc :

ALS Vial : 3 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]
2-Pentanone, 4-hy... 5.26 5.4 ng 83178 1 8.18 308065 20.0
unknown?7 .70 7.70 102.2 ng 1573920 1 8.18 308065 20.0
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