LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037019.D

Aca On 27 Sep 2018 17:56

Operator : JU/SJ

Sample : PB113226BL

Misc :

ALS Vial : 5 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

5.150 312 317 325 rBV 31379 53047 1.56% 0.325%
5.614 389 396 410 rBV 713045 1275349 37.57% 7.805%
rBv 684082 1378066 40.60% 8.434%
7.570 722 729 748 rBV 669083 1302031 38.36% 7.969%
8.040 803 809 824 rBV 131427 256611 7.56% 1.571%
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8.363 856 864 879 rBvV 532504 1007566 29.68% 6.166%
9.204 999 1007 1026 rBV 401110 853005 25.13% 5.221%
10.843 1279 1286 1300 rBV 170578 341598 10.06% 2.091%
13.287 1695 1702 1719 rBV 1113872 1912290 56.33% 11.704%
14.668 1928 1937 1949 rBV2 272394 491780 14.49% 3.010%

=
QO ~NO®

11 16.154 2183 2190 2210 rBV 961319 1621790 47.77% 9.926%
12 17.412 2396 2404 2417 rBV 402978 681936 20.09% 4._.174%
13 20.020 2841 2848 2861 rBV 2424391 3394647 100.00% 20.776%
14 21.677 3123 3130 3143 rBV2 473047 831949 24.51% 5.092%

15 22.470 3260 3265 3270 rBV2 21955 37003 1.09% 0.226%
16 23.152 3376 3381 3391 rBV3 28805 60966 1.80% 0.373%
17 23.951 3512 3517 3523 rVB2 21152 41388 1.22% 0.253%

18 24.885 3665 3676 3690 rBV 266823 798406 23.52% 4 _886%

Sum of corrected areas: 16339428
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092718\
Data File : BG037019.D

Aca On : 27 Sep 2018 17:56

Operator : JU/SJ

Sample : PB113226BL

Misc :

ALS Vvial : 5 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: BG037019.D

2000000

1500000

1000000

8.36
500000 9.20

8.04 10.84
5 15

e R R R e R RS s R

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG037019.D

20,02

2000000

1500000

13.29
1000000 16.15

500000 17.41 21.68

14.67
22.47

L0 o e L i e o o L LA e L B B B B RS

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 TIC: BG037019.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037019.D

Aca On : 27 Sep 2018 17:56

Operator : JU/SJ

Sample : PB113226BL

Misc :

ALS Vial : 5 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 4.13 ng 53047 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 317 (5.150 min): BG037019.D (-312) (-) m/z 43.10 100.00%
31
59.1
5000
ot 480 500 520 540
ol sto L ss0 | S ie 10 6558
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L RS I
59.0 480 500 520 540
m/z 101.10 17.78%
31.0 | 830 g0 010
O N I S o s o IV A AR R s
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540
5000 41.0 m/z 58.10 16.14%
31.0
69.0 870
15.0 M LLL| 510 | 98.0
e L S U S SO S UL UL IS I I
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4417: 3-Hexanol
59.0 4.80 5.00 520 5.40
m/z 41.10 10.44%
5000 310 430 73.0
o ‘L\ \y“ 51.0| |/, 84.0 101.0
m/z--> 0 20 30 40 50 60 70 80 90 100 ' 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037019.D

Aca On : 27 Sep 2018 17:56

Operator : JU/SJ

Sample : PB113226BL

Misc :

ALS Vial : 5 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.

7.57 101.48 ng 1302030 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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-Aminoindole 132 C8H8N2 005192-03-0 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 729 (7.570 min): BG037019.D (-722) (-) m/z 132.10 100.00%
13R.1
5000 68.1 %!
40.1 541 ‘| 85.0 %l'l 7.20 7.40 7.60 7.80 8.00
Ot 22 e e e e m/Z 68,10 49.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
7.20 7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 66.10 33.24%
0 | 86.0 .
O T T e e
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 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 134.10 33.17%
31.0 51.0
0 L1 H 1, 1
LR AR AR SRS UL AR RS UL RN RS LU S SN BARAE SR
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 20.47%
5000
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 4 80 6 70 % 9 100 110 130 130 140 720 7.40 7.60 7.80 8.00

8270-BG092018 .M Fri Sep 28 16:20:37 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092718\
Data File : BG037019.D

Acq On 27 Sep 2018 17:56

Operator : JU/SJ

Sample : PB113226BL

Misc :

ALS Vial : 5 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 4.1 ng 53047 1 8.04 256611 20.0
unknown? .57 7.57 101.5 ng 1302030 1 8.04 256611 20.0
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