LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036733.D

Aca On : 15 Sep 2018 9:45

Operator : JU/SJ

Sample : J4873-02

Misc :

ALS Vial : 23 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-BG082318 .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 5.157 310 318 327 rBV2 162510 259285 6.09% 1.229%
2 5.621 387 397 408 rBV 887222 1397213 32.80% 6.620%
3 7.207 659 667 677 rBV 805534 1383942 32.49% 6.558%
4 7.583 723 731 739 rBV 906117 1568687 36.83% 7.433%
5 8.053 803 811 818 rBV 210288 360732 8.47% 1.709%

8.371 858 865 874 rVvB 647074 1120922 26.32% 5.311%
9.211 1000 1008 1021 rVB 593141 1054448 24.76% 4.996%
286852 513981 12.07% 2.435%
13.294 1695 1703 1712 rBV 1533195 2429711 57.05% 11.513%
14.675 1931 1938 1947 rBV2 481044 773747 18.17% 3.666%
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11 16.162 2184 2191 2208 rBV 1338443 2129456 50.00% 10.090%
12 17.419 2398 2405 2417 rBV2 693970 1052745 24.72% 4.988%
13 20.022 2842 2848 2856 rBV 3299214 4259273 100.00% 20.182%
14 21.679 3123 3130 3138 rBV2 743868 1204421 28.28% 5.707%
15 22.478 3261 3266 3271 rBV2 33946 52623 1.24% 0.249%

16 23.171 3378 3384 3392 rVB2 51538 94943 2.23% 0.450%
17 23.970 3513 3520 3528 rVB3 51643 117096 2.75% 0.555%
18 24.887 3665 3676 3690 rVB2 407436 1223459 28.72% 5.797%

19 26.038 3865 3872 3877 rVB5 22404 52104 1.22% 0.247%
20 27.378 4094 4100 4111 rVB5 17229 55715 1.31% 0.264%
Sum of corrected areas: 21104503
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\
: BG036733.D

: 15 Sep 2018 9:45

: Ju/sd

: J4873-02

- 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036733.D

Aca On : 15 Sep 2018 9:45

Operator : JU/SJ

Sample : J4873-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 14.38 ng 259285 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 40
2 3-Hexanol 102 C6H140 000623-37-0 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 33
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 33

Abundance Scan 319 (5.163 min): BG036733.D (-310) (-) m/z 43.10 100.00%
43.1
59.1
5000
73.1 I LA B e L o
T e 450 500 520 Sk
Y 1 USSR SRS N m/z 59.10 55.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 0 25 b0 S0 5w
0
150 a0 1010 m/z 73.10 19.51%
: 83.0
0 Tl i . .
UL UL SO SR SR UL SRR I S S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4418: 3-Hexanol
54.0
480 500 520 540
5000 310 73.0 m/z 101.10 16.31%
' 43.0
0 15.0 L “ww i 85.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e ma e o
59.0 4.80 5.00 5.20 5.40
m/z 58.10 15.30%
5000
410 101.0
oL 150 30 [/s00, | 690 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036733.D

Aca On : 15 Sep 2018 9:45

Operator : JU/SJ

Sample : J4873-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.58 86.97 ng 1568690 1,4-Dichlorobenzene-d4 8.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22

3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 730 (7.577 min): BG036733.D (-723) (-) m/z 132.10 100.00%

13R.1
5000 68.1
01 sn || 75 Tk 7o 7k 850
o PO AU 1 W P2 D .01 S| A m/z 68.10 47.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A UL IR LR

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.06%

31.0 51.0
o T “ 1L I
B L AR Raa s B L N R A AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
R RREE e R R A
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.20%
150 280 390 520 830 770 900 1040 .., ||
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14144: 5-Fluoro-2-chloropyrimidine s B i mame o
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.47%
5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘
o) AN PRME BN 15\ PRSI U NN N NMMHUSSMNB 1| S ORS SURMMMNIMEY R
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091418\
Data File : BG036733.D

Acq On : 15 Sep 2018 9:45

Operator : JU/SJ

Sample - J4873-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 14.4 ng 259285 1 8.05 360732 20.0
unknown7 .58 7.58 87.0 ng 1568690 1 8.05 360732 20.0
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