LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG037014.D

Aca On 27 Sep 2018 12:40

Operator : JU/SJ

Sample : J4773-20

Misc :

ALS Vial : 33 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

5.149 313 317 326 rVB 56721 87312 2.78% 0.566%
5.613 390 396 412 rBV 611961 1114546 35.44% 7.228%
rBv 544587 1102552 35.06% 7.151%
7.570 722 729 752 rBV 649887 1289366 41.00% 8.362%
8.040 803 809 821 rBV 133604 268862 8.55% 1.744%
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8.363 856 864 883 rBvV 525449 1009126 32.09% 6.545%
9.203 999 1007 1029 rBV 428006 907811 28.87% 5.888%
10.843 1278 1286 1305 rBV 175326 378698 12.04% 2.456%
13.287 1695 1702 1726 rBV 1126111 1950988 62.04% 12.653%
14.668 1930 1937 1947 rBV2 296310 526352 16.74% 3.414%

=
QO ~NO®

11 16.154 2183 2190 2216 rBV 753883 1355608 43.11% 8.792%
12 17.411 2398 2404 2413 rBV2 400939 664454 21.13% 4 _.309%
13 20.020 2842 2848 2863 rBV 2271463 3144525 100.00% 20.394%
14 21.677 3123 3130 3149 rBvV 435047 808537 25.71% 5.244%
15 23.951 3512 3517 3527 rVB4 17530 37124 1.18% 0.241%

16 24.885 3664 3676 3697 rBV2 226867 772974 24 _.58% 5.013%

Sum of corrected areas: 15418835
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092618\

- BG037014.D

- 27 Sep 2018 12:40

- JU/SJ

- J4773-20

- 33 sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092018 .M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG037014.D

7.57

5.61 720

8.36
9.20

8.04 10.84

515

O
Time-->

350 4.00 450 500 550 600 650

750 800 850 900 950 1000 1050 1100 1150 1200 1250

700

Abundance

2000000

1500000

1000000

500000

13.29

TIC: BG037014.D
20,02

16.15

17.41 21.68

14.67

O
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

2000000

1500000

1000000

500000

TIC: BG037014.D

24.89
23.95

0
Time--> 23.00 2350 24.00 2450 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\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG037014.D

Aca On : 27 Sep 2018 12:40

Operator : JU/SJ

Sample : J4773-20

Misc :

ALS Vial : 33 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 6.49 ng 87312 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 317 (5.149 min): BG037014.D (-313) (-) m/z 43.10 100.00%
43.1
59.0
5000
to1.1 Tk 5h0 550 am
83.2 : : : :
0..“...“...“..Nﬂ:.?ﬁQTIp...“...“n..“..:i...“ m/z 59.05 54_42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
54.0
5000 ISR RS SR LR
480 5.00 520 5.40
43.0 101.0 m/z 58.10 18.48%
31.0 | | 83.0 '
ol 280 i llistolll, a0 RO |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 5.00 520 5.40
5000 59.0 m/z 101.10 16.96%
31.0 83.0 93010‘1.0
ottt e e e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e
59.0 480 5.00 520 5.40
m/z 41.10 6.70%
5000
41.0
29.0 101.0
0..,....,...HHM...H:ku?%?ul:i....zgg.,.669,....J....,. —P
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG037014.D

Aca On : 27 Sep 2018 12:40

Operator : JU/SJ

Sample : J4773-20

Misc :

ALS Vial : 33 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 95.91 ng 1289370 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 729 (7.570 min): BG037014.D (-722) (-) m/z 132.10 100.00%
13p.1 ﬂ
5000 68.1
40.1 541 ‘| %19T' 1151 7.20 7.40 7.60 7.80 8.00
o R [ SO 11 N -1 S RSO3 | N m/z 68.10 50.79%
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
97.0
5000
7.20 7.40 7.60 7.80 8.00
70.0 m/z 66.10 33.95%
310 440
0 L L 86.0 | 116.0
mz-> 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 - 750 740 7h0 780 8h0
5000 ' m/z 134.10 33.35%
31.0 51.0
0 L1 H I 1
LR AR AR SRS UL AR RS UL IR RSN LULAS LRSS SRS SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 21.27%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 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\HPCHEM1\BNA_G\DATA\BG092618\
Data File : BG037014.D

Acq On : 27 Sep 2018 12:40

Operator : JU/SJ

Sample : J4773-20

Misc :

ALS Vial : 33 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 6.5 ng 87312 1 8.04 268862 20.0
unknown? .57 7.57 95.9 ng 1289370 1 8.04 268862 20.0
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